OMREF identifier (JRC Inventory): To be entered by JRC
LG OMREF Title: QSAR Model Reporting Format Prepared for KATE (Fish Acute)
DM RE
Sl Printing Date:
\ 1.QSAR identifier

1.1. QSAR identifier (title)
KATE2020 on NET for acute toxicity to Fish
1.2. Other related models
1.3. Software coding the model
Name: KATE2020 on NET
Description: Ecotoxicity prediction system consists of QSAR models
Contact: kate@nies.go.jp
WWW: https://kate2.nies.go.jp/




‘Z.General information

2.1. Date of QMRF
14 January 2020

2.2. QMRF author(s) and contact details
Names: Hiroshi Yamamoto, Koji Imai, Yuto Itami, Ayako Furuhama, and Koichi Ohno
Affiliation: National Institute for Environmental Studies, Japan
Contact: 16-2 Onogawa, Tsukuba, Ibaraki, 305-8506, Japan
e-mail: kate@nies.go.jp
WWW: https://www.nies.go.jp/index-e.html

2.3. Date of QMRF update(s)

2.4. QMRF update(s)

2.5. Model developer(s) and contact details

Names: Hiroaki Shiraishi and Koji Imai

Affiliation: National Institute for Environmental Studies, Japan
Contact: 16-2 Onogawa, Tsukuba, Ibaraki, 305-8506, Japan
e-mail: kate@nies.go.jp

WWW: https://www.nies.go.jp/index-e.html

2.6. Date of model development and/or publication
3 February 2020
2.7. Reference(s) to main scientific papers and/or software package
(1) KATE2020 on NET https:/kate2.nies.go.jp/
(2) A Furuhama, T Toida, N Nishikawa, Y Aoki, Y Yoshioka, and H Shiraishi (2010). Development
of an ecotoxicity QSAR model for the KAshinhou Tool for Ecotoxicity (KATE) system, March
2009 version. SAR and QSAR Environmental Research 21 (5-6) 403—413
http://dx.doi.org/10.1080/1062936X.2010.501815.
(3) A. Furuhama, K. Hasunuma, Y. Aoki, Y. Yoshioka and H. Shiraishi (2011). Application of

chemical reaction mechanistic domains to an ecotoxicity QSAR model, KAshinhou Tool for
Ecotoxicity (KATE). SAR and QSAR Environmental Research 22 (5-6) 505-523
http://dx.doi.org/10.1080/1062936X.2011.569944.

2.8. Availability of information about the model

The model is proprietary, but the training set and algorithm are available.
2.9. Availability of another QMRF for exactly the same model
None to date.



3.Defining the endpoint - OECD Principle 1

3.1. Species
Japanese medaka (Oryzias latipes) and Fathead minnow (Pimephales promelas)

3.2. Endpoint
Acute toxicity to fish (lethality)

3.3. Comment on endpoint
The model predicts the 50% lethal concentration (L.Cso) values in the Fish Acute Toxicity Test
(96-h exposure).

3.4. Endpoint units
mg/L

3.5. Dependent variable
All of the measured endpoint values were converted to mmol/Li units, replaced with their
reciprocal, and transformed to logarithmic units. The dependent variable is: log (1/LCso)

3.6. Experimental protocol
Japanese medaka: OECD Test Guideline No. 203 test protocol
Fathead minnow: protocol described at Russom, C.L., S.P. Bradbury, S.J. Broderius, D.E.
Hammermeister and R.A. Drummond. 1997. Predicting modes of action from chemical
structure: Acute toxicity in the fathead minnow (Pimephales promelas). Environmental
Toxicology and Chemistry 16(5): 948-967.

3.7. Endpoint data quality and variability
The data are from the ecotoxicity tests conducted by the Ministry of the Environment,
Government of Japan (Fish acute toxicity tests) according to good laboratory practice (GLP)
and the Fish acute toxicity tests from the US Environmental Protection Agency fathead
minnow database.

The former data are available at: http://www.env.go.jp/en/chemi/sesaku/aquatic Mar 2019.pdf

Fathead minnow database is available at:
https://archive.epa.gov/imed/med archive 03/web/html/fathead minnow.html
(Accessed on January 14, 2020)




‘4.Deﬁning the algorithm - OECD Principle 2

4.1. Type of model

QSAR

4.2. Explicit algorithm

The predicted values are calculated with the following algorithm:

(1) Extract the information about the number of substructures, which we defined, in the target
compound. (As for the definition of the substructures, see the spreadsheets
“substructure_def” and “substructure_def_for AD” in the “KATE2020_fish_acute.xlsx”).

(2) Extract the adequate structure classes in the target compound from the information about

the number of the substructure (see 4.5. (3)).

(3) Predict the ecotoxicity of the target compound using the descriptor (log P) and the QSAR
equation (slope and intercept) provided for each structure class.

(4) Convert the unit of the predicted ecotoxicity from log (1/LCso [mmol/L]) to [mg/L] using the

molecular weight (see 3.5).
4.3. Descriptors in the model

Descriptor: log P Octanol-water partition coefficient

For structural fragments, see the spreadsheets “substructure_def’, “substructure_def_for_AD”

and “structure_def” in the attachment file “KATE2020_fish_acute.xlsx”.

4.4. Descriptor selection
See 4.2.
4.5. Algorithm and descriptor generation

(1) Log P can be input by the user, otherwise log P is calculated using KOWWIN from SMILES.

(2) The information about the number of substructures (see 4.2. (1)) is calculated using the
JAVA application developed by NIES using Chemistry Development Kit (CDK) from
inputted SMILES and the definition of the substructure.

(3) The adequacy to each structure class (1:Yes, 0:No) is evaluated by the information about the
number of the substructures and the definition of the structure class (see the spreadsheet
“structure_def” in the file “KATE2020_fish_acute.xlsx”) in the KATE2020 on NET.

(4) Molecular weight of the target compound is calculated from SMILES by using Open Babel.

4.6. Software name and version for descriptor generation

Name: KOWWIN

Description: A program to estimate log P values of organic compounds. That is incorporated in

EPI Suite™ (Estimation Programs Interface: a tool intended for use in applications such as to

quickly screen chemicals), which was developed by the US EPA, etc.

KOWWIN v1.69 (April 2015)



¢ 2000-2015 U.S. Environmental Protection Agency

KOWWIN is owned by the U.S. Environmental Protection Agency and is protected by
copyright throughout the world.

Permission is granted for individuals to download and use the software on their personal

and business computers.

Users may not alter, modify, merge, adapt or prepare derivative works from the software.
Users may not remove or obscure copyright, tradename, or proprietary notices on the

program or related documentation.

KOWWIN contained therein is a tradename owned by the U.S. Environmental Protection

Agency.

KOWWIN™ (included in EPI Suite™)

* https://www.epa.gov/tsca-screening-tools/epi-suitetm-estimation-programinterface

Name: None

Description: An application for SMARTS substructure searching from SMILES that we have
developed by using Chemistry Development Kit (CDK) version 2.0

Contact: kate@nies.go.jp

WWW: https://kate2.nies.go.jp/

Name: Open Babel

Description: The Open Source Chemistry Toolbox, version 2.3.1, 2011.
Contact: Contact not available

WWW: http://openbabel.org/wiki/Main Page

4.7. Chemicals/Descriptors ratio
The ratio (column name: ratiol) for each QSAR class is described in the spreadsheet

“gsar_data” in the attachment file “KATE2020_fish_acute.xlsx”.



‘S.Deﬁning the applicability domain - OECD Principle 3 ‘

5.1. Description of the applicability domain of the model
(1) Applicability domain of the model for the descriptor (log P) is established for each QSAR
class, which we define as a group of compounds with specific structure classes, and is the range
of the descriptor, “between the maximum and the minimum” (see the column named “Log P
Range” of the spreadsheet “gsar_data” in the attached file “KATE2020_fish_acute.xlsx”).
(2) Applicability domain of the model for the structure is also established for each QSAR class,
and is provided from the list of substructure for the structure judgement of the chemicals in
the training set which belongs to the QSAR class and in the class called narcotic group” (see
the column “FraglDs_for AD” of the spreadsheet “gsar_data” in the attached file
“KATE2020_fish_acute.xlsx”)

5.2. Method used to assess the applicability domain
The applicability domain of both descriptor and structure is assessed for each QSAR class into
which the target compound is classified.
(1) If the log P value of the target compound is within the applicability domain of the descriptor
as indicated in 5.1. (1), it is judged as “inside of the applicability domain” in terms of the
descriptor.
(2) If the substructure for the structure judgement (see the substructure defined in the
spreadsheet “substructure_def for AD” in the file “KATE2020_fish_acute.xlsx”) possessed by
the target compound is all included in the list of the structure judgement of the QSAR class
(see 5.1.(2)), it is judged as “inside of the applicability domain” in terms of the structure.
For more details, see Furuhama et al. (2011) (see 2.7 (3)).

5.3. Software name and version for applicability domain assessment
Name: KATE2020 on NET
Contact: kate@nies.go.jp
WWW: https://kate2.nies.go.jp

5.4. Limits of applicability
See 5.1 and 5.2.




6.Internal validation - OECD Principle 4

6.1. Availability of the training set
It is available in supporting information.
6.2. Available information for the training set
Chemical Name: Yes
SMILES: Yes
CAS RN: Yes
InChI: No
MOL file: No
Formula: No
6.3. Data for each descriptor variable for the training set
No
6.4. Data for the dependent variable for the training set
The data for the dependent variable for each QSAR class are available in the spreadsheet
“training_set” in the attachment file “KATE2020_fish_acute.xlsx”.
6.5. Other information about the training set
The number of the training set for each QSAR class is described on the column named “n” in
the spreadsheet “gsar_data” in the attachment file “KATE2020_fish_acute.xlsx”.
6.6. Pre-processing of data before modelling
The endpoint data LCso [mg/L] was converted into log (1/LCso [mmol/L]).
6.7. Statistics for goodness-of-fit
The following statistical values for each QSAR class are obtained and shown in the
spreadsheet “gsar_data” in the attachment file “KATE2020_fish_acute.xlsx”.
R2: square of correlation coefficient
RMSE: Root Mean Squared Error
6.8. Robustness - Statistics obtained by leave-one-out cross-validation
The following statistical value for each QSAR class is obtained and shown in the spreadsheet
“gsar_data” in the attachment file “KATE2020_fish_acute.xlsx”.
Q2: square of correlation coefficient
6.9. Robustness - Statistics obtained by leave-many-out cross-validation
No
6.10. Robustness - Statistics obtained by Y-scrambling
No
6.11. Robustness - Statistics obtained by bootstrap
No
6.12. Robustness - Statistics obtained by other methods
No



7.External validation - OECD Principle 4

7.1. Availability of the external validation set

Available for some QSAR classes, and available in supporting information.
7.2. Available information for the external validation set

Chemical Name: No

SMILES: No

CAS RN: No

InChI: No

MOL file: No

Formula: No

7.3. Data for each descriptor variable for the external validation set

No

7.4. Data for the dependent variable for the external validation set
No

7.5. Other information about the external validation set
No

7.6. Experimental design of test set
No

7.7. Predictivity - Statistics obtained by external validation
No

7.8. Predictivity - Assessment of the external validation set
No

7.9. Comments on the external validation of the model
No



8.Providing a mechanistic interpretation - OECD Principle 5

8.1. Mechanistic basis of the model
Each QSAR class is a group of compounds with specific structure class. Structure class is
defined by the information about the substructures (see 4.2) and not directly relevant to the
mode of actions. There are a few classes which can be relevant to the mode of actions. For
example, QSAR ID: 12899941 (in the spreadsheet of “gsar_data”) is a group of chemicals with
structure class: GD_28999 (narcotic group), and considered to exert narcotic actions. This
structure class was created with the integration of the multiple structure classes including
aliphatic hydrocarbons, aliphatic and aromatic ethers, aliphatic and aromatic ketones, and
alcohols which are considered to have simple narcotic actions.

8.2. A priori or a posteriori mechanistic interpretation
A priori mechanistic interpretation.

8.3. Other information about the mechanistic interpretation

No



‘9.Miscellane0us information

9.1. Comments
This model can output multiple estimations based on the adequacy to the structure classes
(see 4.2). There is neither recommended value nor guideline to select one right now and the users
should select by themselves based on R2, Q2, the shape of the regression line (slope and the number
of reference chemicals), and the applicability domain based on descriptor (log P) and structure
(structure judgement).
9.2. Bibliography
[1] OECD Guideline of Testing of Chemicals, No. 203 (17th July 1992) - Fish, Acute Toxicity Test.
9.3. Supporting information
1. KATE2020 _fish_acute.xlsx
The name and content of each spreadsheet are as follows:
substructure_def: definition of substructures
substructure_def for_AD: definition of substructures (also used for the applicability domain)
structure_def: definition of structure classes
gsar_data: data for each QSAR class (QSAR equation etc.)

training_set: data of the training set

‘10.Summary (JRC QSAR Model Database)

10.1. QMRF number:

To be entered by JRC
10.2. Publication date:

To be entered by JRC
10.3. Keywords:

To be entered by JRC
10.4. Comments:

To be entered by JRC
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OMREF identifier (JRC Inventory):To be entered by JRC
0t OMREF Title: QSAR Model Reporting Format Prepared for KATE (Fish Chronic)
CLTEDS Printing Date:
\ 1.QSAR identifier

1.1. QSAR identifier (title)
KATE2020 on NET for chronic toxicity to Fish
1.2. Other related models

1.3. Software coding the model
Name: KATE2020 on NET

Description: Ecotoxicity prediction system consists of QSAR models

Contact: kate@nies.go.jp
WWW: https://kate2.nies.go.jp/
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‘Z.General information

2.1. Date of QMRF
14 January 2020

2.2. QMRF author(s) and contact details
Names: Hiroshi Yamamoto, Koji Imai, Yuto Itami, Ayako Furuhama, and Koichi Ohno
Affiliation: National Institute for Environmental Studies, Japan
Contact: 16-2 Onogawa, Tsukuba, Ibaraki, 305-8506, Japan
e-mail: kate@nies.go.jp
WWW: https://www.nies.go.jp/index-e.html

2.3. Date of QMRF update(s)

2.4. QMRF update(s)

2.5. Model developer(s) and contact details

Names: Hiroaki Shiraishi and Koji Imai

Affiliation: National Institute for Environmental Studies, Japan
Contact: 16-2 Onogawa, Tsukuba, Ibaraki, 305-8506, Japan
e-mail: kate@nies.go.jp

WWW: https://www.nies.go.jp/index-e.html

2.6. Date of model development and/or publication
3 February 2020
2.7. Reference(s) to main scientific papers and/or software package
(1) KATE2020 on NET https:/kate2.nies.go.jp/
(2) A Furuhama, T Toida, N Nishikawa, Y Aoki, Y Yoshioka, and H Shiraishi (2010). Development
of an ecotoxicity QSAR model for the KAshinhou Tool for Ecotoxicity (KATE) system, March
2009 version. SAR and QSAR Environmental Research 21 (5-6) 403—413
http://dx.doi.org/10.1080/1062936X.2010.501815.
(3) A. Furuhama, K. Hasunuma, Y. Aoki, Y. Yoshioka and H. Shiraishi (2011). Application of

chemical reaction mechanistic domains to an ecotoxicity QSAR model, KAshinhou Tool for
Ecotoxicity (KATE). SAR and QSAR Environmental Research 22 (5-6) 505-523
http://dx.doi.org/10.1080/1062936X.2011.569944.

2.8. Availability of information about the model

The model is proprietary, but the training set and algorithm are available.
2.9. Availability of another QMRF for exactly the same model
None to date.
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3.Defining the endpoint - OECD Principle 1

3.1. Species
Japanese medaka (Oryzias Latipes)

3.2. Endpoint
Long-term toxicity to fish (early-life stage)

3.3. Comment on endpoint
The model predicts the no-observed-effect concentration (NOEC) values in the Fish Early-Life
Stage Toxicity Test.

3.4. Endpoint units
mg/L

3.5. Dependent variable
All of the measured endpoint values were converted to mmol/Li units, replaced with their
reciprocal, and transformed to logarithmic units. The dependent variable is: log (1/NOEC)

3.6. Experimental protocol
OECD Test Guideline No. 210 test protocol

3.7. Endpoint data quality and variability
The data are from the ecotoxicity tests conducted by the Ministry of the Environment,
Government of Japan (Fish early-life stage toxicity tests) according to good laboratory practice
(GLP).
This data are available at: http://www.env.go.jp/en/chemi/sesaku/aquatic Mar 2019.pdf
(Accessed on January 14, 2020)
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‘4.Deﬁning the algorithm - OECD Principle 2

4.1. Type of model

QSAR

4.2. Explicit algorithm

The predicted values are calculated with the following algorithm:

(1) Extract the information about the number of substructures, which we defined, in the target
compound. (As for the definition of the substructures, see the spreadsheets
“substructure_def” and “substructure_def_for AD” in the “KATE2020_fish_chronic.xlsx”).

(2) Extract the adequate structure classes in the target compound from the information about

the number of the substructure (see 4.5. (3)).

(3) Predict the ecotoxicity of the target compound using the descriptor (log P) and the QSAR
equation (slope and intercept) provided for each structure class.

(4) Convert the unit of the predicted ecotoxicity from log (1I/NOEC [mmol/L]) to [mg/L] using

the molecular weight (see 3.5).
4.3. Descriptors in the model

Descriptor: log P Octanol-water partition coefficient

For structural fragments, see the spreadsheets “substructure_def”, “substructure_def_for_AD”

and “structure_def” in the attachment file “KATE2020_fish_chronic.xlsx”.

4.4. Descriptor selection
See 4.2.
4.5. Algorithm and descriptor generation

(1) Log P can be input by the user, otherwise log P is calculated using KOWWIN from SMILES
notation.

(2) The information about the number of substructures (see 4.2. (1)) is calculated using the
JAVA application developed by NIES using Chemistry Development Kit (CDK) from
inputted SMILES and the definition of the substructure.

(3) The adequacy to each structure class (1:Yes, 0:No) is evaluated by the information about the
number of the substructures and the definition of the structure class (see the spreadsheet
“structure_def” in the file “KATE2020_fish_chronic.xlsx”) in the KATE2020 on NET.

(4) Molecular weight of the target compound is calculated from SMILES by using Open Babel.

4.6. Software name and version for descriptor generation

Name: KOWWIN

Description: A program to estimate log P values of organic compounds. That is incorporated in

EPI Suite™ (Estimation Programs Interface: a tool intended for use in applications such as to

quickly screen chemicals), which was developed by the US EPA, etc.

KOWWIN v1.69 (April 2015)

14



¢ 2000-2015 U.S. Environmental Protection Agency

KOWWIN is owned by the U.S. Environmental Protection Agency and is protected by
copyright throughout the world.

Permission is granted for individuals to download and use the software on their personal

and business computers.

Users may not alter, modify, merge, adapt or prepare derivative works from the software.
Users may not remove or obscure copyright, tradename, or proprietary notices on the

program or related documentation.

KOWWIN contained therein is a tradename owned by the U.S. Environmental Protection

Agency.

KOWWIN™ (included in EPI Suite™)

* https://www.epa.gov/tsca-screening-tools/epi-suitetm-estimation-programinterface

Name: None

Description: An application for SMARTS substructure searching from SMILES that we have
developed by using Chemistry Development Kit (CDK) version 2.0

Contact: kate@nies.go.jp

WWW: https://kate2.nies.go.jp/

Name: Open Babel

Description: The Open Source Chemistry Toolbox, version 2.3.1, 2011.
Contact: Contact not available

WWW: http://openbabel.org/wiki/Main Page

4.7. Chemicals/Descriptors ratio
The ratio (column name: ratiol) for each QSAR class is described in the spreadsheet

“gsar_data” in the attachment file “KATE2020_fish_chronic.xlsx”.

15



‘S.Deﬁning the applicability domain - OECD Principle 3 ‘

5.1. Description of the applicability domain of the model
(1) Applicability domain of the model for the descriptor (log P) is established for each QSAR
class, which we define as a group of compounds with specific structure classes, and is the range
of the descriptor, “between the maximum and the minimum” (see the column named “Log P
Range” of the spreadsheet “gsar_data” in the attached file “KATE2020_fish_chronic.xlsx”).
(2) Applicability domain of the model for the structure is also established for each QSAR class,
and is provided from the list of substructure for the structure judgement of the chemicals in
the training set which belongs to the QSAR class and in the class called “narcotic group” (see
the column “FraglDs_for AD” of the spreadsheet “gsar_data” in the attached file
“KATE2020_fish_chronic.xlsx”)

5.2. Method used to assess the applicability domain
The applicability domain of both descriptor and structure is assessed for each QSAR class into
which the target compound is classified.
(1) If the log P value of the target compound is within the applicability domain of the descriptor
as indicated in 5.1.(1), it is judged as “inside of the applicability domain” in terms of the
descriptor.
(2) If the substructure for the structure judgement (see the substructure defined in the
spreadsheet “substructure_def_for_ AD” in the file “KATE2020_fish_chronic.xlsx”) possessed by
the target compound is all included in the list of the structure judgement of the QSAR class
(see 5.1.(2)), it is judged as “inside of the applicability domain” in terms of the structure.
For more details, see Furuhama et al. (2011) (see 2.7 (3)).

5.3. Software name and version for applicability domain assessment
Name: KATE2020 on NET
Contact: kate@nies.go.jp
WWW: https://kate2.nies.go.jp

5.4. Limits of applicability
See 5.1 and 5.2.
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6.Internal validation - OECD Principle 4

6.1. Availability of the training set
It is available in the supporting information.
6.2. Available information for the training set
Chemical Name: Yes
SMILES: Yes
CAS RN: Yes
InChI: No
MOL file: No
Formula: No
6.3. Data for each descriptor variable for the training set
No
6.4. Data for the dependent variable for the training set
The data for the dependent variable for each QSAR class are available in the spreadsheet
“training_set” in the attachment file “KATE2020_fish_chronic.xlsx”.
6.5. Other information about the training set
The number of the training set for each QSAR class is described on the column named “n” in
the spreadsheet “gsar_data” in the attachment file “KATE2020_fish_chronic.xlsx”.
6.6. Pre-processing of data before modelling
The endpoint data NOEC [mg/L] was converted into log (1/NOEC [mmol/L]).
6.7. Statistics for goodness-of-fit
The following statistical values for each QSAR class are obtained and shown in the
spreadsheet “gsar_data” in the attachment file “KATE2020_fish_chronic.xIsx”.
R2: square of correlation coefficient
RMSE: Root Mean Squared Error
6.8. Robustness - Statistics obtained by leave-one-out cross-validation
The following statistical value for each QSAR class is obtained and shown in the spreadsheet
“gsar_data” in the attachment file “KATE2020_fish_chronic.xlsx”.
Q2: square of correlation coefficient
6.9. Robustness - Statistics obtained by leave-many-out cross-validation
No
6.10. Robustness - Statistics obtained by Y-scrambling
No
6.11. Robustness - Statistics obtained by bootstrap
No
6.12. Robustness - Statistics obtained by other methods
No

17



7.External validation - OECD Principle 4

7.1. Availability of the external validation set
No.
7.2. Available information for the external validation set
Chemical Name: No
SMILES: No
CAS RN: No
InChI: No
MOL file: No
Formula: No

7.3. Data for each descriptor variable for the external validation set

No

7.4. Data for the dependent variable for the external validation set
No

7.5. Other information about the external validation set
No

7.6. Experimental design of test set
No

7.7. Predictivity - Statistics obtained by external validation
No

7.8. Predictivity - Assessment of the external validation set
No

7.9. Comments on the external validation of the model
No

18



8.Providing a mechanistic interpretation - OECD Principle 5

8.1. Mechanistic basis of the model
Each QSAR class is a group of compounds with specific structure class. Structure class is
defined by the information about the substructures (see 4.2) and not directly relevant to the
mode of actions. There are a few classes which can be relevant to the mode of actions. For
example, QSAR ID: 12899951 (in the spreadsheet of “gsar_data”) is a group of chemicals with
structure class: GD_28999 (narcotic group), and considered to exert narcotic actions. This
structure class was created with the integration of the multiple structure classes including
aliphatic hydrocarbons, aliphatic and aromatic ethers, aliphatic and aromatic ketones, and
alcohols which are considered to have simple narcotic actions.

8.2. A priori or a posteriori mechanistic interpretation
A priori mechanistic interpretation.

8.3. Other information about the mechanistic interpretation

No
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‘9.Miscellane0us information

9.1. Comments
This model can output multiple estimations based on the adequacy to the structure classes
(see 4.2). There is neither recommended value nor guideline to select one right now and the users
should select by themselves based on R2, Q2, the shape of the regression line (slope and the number
of reference chemicals), and the applicability domain based on descriptor (log P) and structure
(structure judgement).
9.2. Bibliography
[1] OECD Guideline for Testing of Chemicals, No. 210 (26th July 2013) - Fish, Early-Life Stage
Toxicity Test.
9.3. Supporting information
1. KATE2020_fish_chronic.xlsx
The name and content of each spreadsheet are as follows:
substructure_def: definition of substructures
substructure_def for_AD: definition of substructures (also used for the applicability domain)
structure_def: definition of structure classes
gsar_data: data for each QSAR class (QSAR equation etc.)

training_set: data of the training set

‘10.Summary (JRC QSAR Model Database)

10.1. QMRF number:

To be entered by JRC
10.2. Publication date:

To be entered by JRC
10.3. Keywords:

To be entered by JRC

10.4. Comments:

To be entered by JRC
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OMREF identifier (JRC Inventory):To be entered by JRC
0t OMREF Title: QSAR Model Reporting Format Prepared for KATE (Daphnid Acute)
DV RE
i Printing Date:
\ 1.QSAR identifier

1.1. QSAR identifier (title)
KATE2020 on NET for acute toxicity to Daphnid
1.2. Other related models

1.3. Software coding the model
Name: KATE2020 on NET

Description: Ecotoxicity prediction system consists of QSAR models

Contact: kate@nies.go.jp
WWW: https://kate2.nies.go.jp/
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‘Z.General information

2.1. Date of QMRF
14 January 2020

2.2. QMRF author(s) and contact details
Names: Hiroshi Yamamoto, Koji Imai, Yuto Itami, Ayako Furuhama, and Koichi Ohno
Affiliation: National Institute for Environmental Studies, Japan
Contact: 16-2 Onogawa, Tsukuba, Ibaraki, 305-8506, Japan
e-mail: kate@nies.go.jp
WWW: https://www.nies.go.jp/index-e.html

2.3. Date of QMRF update(s)

2.4. QMRF update(s)

2.5. Model developer(s) and contact details

Names: Hiroaki Shiraishi and Koji Imai

Affiliation: National Institute for Environmental Studies, Japan
Contact: 16-2 Onogawa, Tsukuba, Ibaraki, 305-8506, Japan
e-mail: kate@nies.go.jp

WWW: https://www.nies.go.jp/index-e.html

2.6. Date of model development and/or publication
3 February 2020
2.7. Reference(s) to main scientific papers and/or software package
(1) KATE2020 on NET https:/kate2.nies.go.jp/
(2) A Furuhama, T Toida, N Nishikawa, Y Aoki, Y Yoshioka, and H Shiraishi (2010). Development
of an ecotoxicity QSAR model for the KAshinhou Tool for Ecotoxicity (KATE) system, March
2009 version. SAR and QSAR Environmental Research 21 (5-6) 403—413
http://dx.doi.org/10.1080/1062936X.2010.501815.
(3) A. Furuhama, K. Hasunuma, Y. Aoki, Y. Yoshioka and H. Shiraishi (2011). Application of

chemical reaction mechanistic domains to an ecotoxicity QSAR model, KAshinhou Tool for
Ecotoxicity (KATE). SAR and QSAR Environmental Research 22 (5-6) 505-523
http://dx.doi.org/10.1080/1062936X.2011.569944.

2.8. Availability of information about the model

The model is proprietary, but the training set and algorithm are available.
2.9. Availability of another QMRF for exactly the same model
None to date.

22



3.Defining the endpoint - OECD Principle 1

3.1. Species
Daphnia magna

3.2. Endpoint
Short-term toxicity to Daphnid (immobilization)

3.3. Comment on endpoint
The model predicts the 50% effective concentration (ECs0) values in the Daphnia sp. Acute
Immobilization Test (48-h exposure).

3.4. Endpoint units
mg/L

3.5. Dependent variable
All of the measured endpoint values were converted to mmol/Li units, replaced with their
reciprocal, and transformed to logarithmic units. The dependent variable is: log (1/ECs0)

3.6. Experimental protocol
OECD Test Guideline No. 202 test protocol

3.7. Endpoint data quality and variability
The data are from the ecotoxicity tests conducted by the Ministry of the Environment,
Government of Japan (Daphnia sp. immobilization tests) according to good laboratory practice
(GLP).
This data are available at: http://www.env.go.jp/en/chemi/sesaku/aquatic Mar 2019.pdf
(Accessed on January 14, 2020)
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‘4.Deﬁning the algorithm - OECD Principle 2

4.1. Type of model

QSAR

4.2. Explicit algorithm

The predicted values are calculated with the following algorithm:

(1) Extract the information about the number of substructures, which we defined, in the target
compound. (As for the definition of the substructures, see the spreadsheets
“substructure_def” and “substructure_def _for AD” in the “KATE2020_daphnid_acute.xlsx”).

(2) Extract the adequate structure classes in the target compound from the information about

the number of the substructure (see 4.5. (3)).

(3) Predict the ecotoxicity of the target compound using the descriptor (log P) and the QSAR
equation (slope and intercept) provided for each structure class.

(4) Convert the unit of the predicted ecotoxicity from log (1/ECso [mmol/L]) to [mg/L] using the

molecular weight (see 3.5).
4.3. Descriptors in the model

Descriptor: log P Octanol-water partition coefficient

For structural fragments, see the spreadsheets “substructure_def”, “substructure_def_for_AD”

and “structure_def” in the attachment file “KATE2020_daphnid_acute.xlsx”.

4.4. Descriptor selection
See 4.2.
4.5. Algorithm and descriptor generation

(1) Log P can be input by the user, otherwise log P is calculated using KOWWIN from SMILES
notation.

(2) The information about the number of substructures (see 4.2. (1)) is calculated using the
JAVA application developed by NIES using Chemistry Development Kit (CDK) from
inputted SMILES and the definition of the substructure.

(3) The adequacy to each structure class (1:Yes, 0:No) is evaluated by the information about the
number of the substructures and the definition of the structure class (see the spreadsheet
“structure_def” in the file “KATE2020_daphnid_acute.xlsx”) in the KATE2020 on NET.

(4) Molecular weight of the target compound is calculated from SMILES by using Open Babel.

4.6. Software name and version for descriptor generation

Name: KOWWIN

Description: A program to estimate log P values of organic compounds. That is incorporated in

EPI Suite™ (Estimation Programs Interface: a tool intended for use in applications such as to

quickly screen chemicals), which was developed by the US EPA, etc.

KOWWIN v1.69 (April 2015)
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¢ 2000-2015 U.S. Environmental Protection Agency

KOWWIN is owned by the U.S. Environmental Protection Agency and is protected by
copyright throughout the world.

Permission is granted for individuals to download and use the software on their personal

and business computers.

Users may not alter, modify, merge, adapt or prepare derivative works from the software.
Users may not remove or obscure copyright, tradename, or proprietary notices on the

program or related documentation.

KOWWIN contained therein is a tradename owned by the U.S. Environmental Protection

Agency.

KOWWIN™ (included in EPI Suite™)

* https://www.epa.gov/tsca-screening-tools/epi-suitetm-estimation-programinterface

Name: None

Description: An application for SMARTS substructure searching from SMILES that we have
developed by using Chemistry Development Kit (CDK) version 2.0

Contact: kate@nies.go.jp

WWW: https://kate2.nies.go.jp/

Name: Open Babel

Description: The Open Source Chemistry Toolbox, version 2.3.1, 2011.
Contact: Contact not available

WWW: http://openbabel.org/wiki/Main Page

4.7. Chemicals/Descriptors ratio
The ratio (column name: ratiol) for each QSAR class is described in the spreadsheet

“gsar_data” in the attachment file “KATE2020_daphnid_acute.xlsx”.
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‘S.Deﬁning the applicability domain - OECD Principle 3 ‘

5.1. Description of the applicability domain of the model
(1) Applicability domain of the model for the descriptor (log P) is established for each QSAR
class, which we define as a group of compounds with specific structure classes, and is the range
of the descriptor, “between the maximum and the minimum” (see the column named “Log P
Range” of the spreadsheet “qsar_data” in the attached file “KATE2020_daphnid_acute.xlsx”).
(2) Applicability domain of the model for the structure is also established for each QSAR class,
and is provided from the list of substructures for the structure judgement of the chemicals in
the training set which belongs to the QSAR class and in the class called “narcotic group” (see
the column “FraglDs_for AD” of the spreadsheet “gsar_data” in the attached file
“KATE2020_daphnid_acute.xlsx”)

5.2. Method used to assess the applicability domain
The applicability domain of both descriptor and structure is assessed for each QSAR class into
which the target compound is classified.
(1) If the log P value of the target compound is within the applicability domain of the descriptor
as indicated in 5.1. (1), it is judged as “inside of the applicability domain” in terms of the
descriptor.
(2) If the substructure for the structure judgement (see the substructure defined in the
spreadsheet “substructure_def for_AD” in the file “KATE2020_daphnid_acute.xlsx”) possessed
by the target compound is all included in the list of the structure judgement of the QSAR class
(see 5.1.(2)), it is judged as “inside of the applicability domain” in terms of the structure. For
more details, see Furuhama et al. (2011) (see 2.7 (3)).

5.3. Software name and version for applicability domain assessment
Name: KATE2020 on NET
Contact: kate@nies.go.jp
WWW: https://kate2.nies.go.jp

5.4. Limits of applicability
See 5.1 and 5.2.
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6.Internal validation - OECD Principle 4

6.1. Availability of the training set
It is available and attached as supporting information.
6.2. Available information for the training set
Chemical Name: Yes
SMILES: Yes
CAS RN: Yes
InChI: No
MOL file: No
Formula: No
6.3. Data for each descriptor variable for the training set
No
6.4. Data for the dependent variable for the training set
The data for the dependent variable for each QSAR class are available in the spreadsheet
“training_set” in the attachment file “KATE2020_daphnid_acute.xlsx”.
6.5. Other information about the training set
The number of the training set for each QSAR class is described on the column named “n” in
the spreadsheet “gsar_data” in the attachment file “KATE2020_daphnid_acute.xlsx”.
6.6. Pre-processing of data before modelling
The endpoint data ECs0 [mg/L] was converted into log (1/ECs0 [mmol/L]).
6.7. Statistics for goodness-of-fit
The following statistical values for each QSAR class are obtained and shown in the
spreadsheet “gsar_data” in the attachment file “KATE2020_daphnid_acute.xlsx”.
R2: square of correlation coefficient
RMSE: Root Mean Squared Error
6.8. Robustness - Statistics obtained by leave-one-out cross-validation
The following statistical value for each QSAR class is obtained and shown in the spreadsheet
“gsar_data” in the attachment file “KATE2020_daphnid_acute.xlsx”.
Q2: square of correlation coefficient
6.9. Robustness - Statistics obtained by leave-many-out cross-validation
No
6.10. Robustness - Statistics obtained by Y-scrambling
No
6.11. Robustness - Statistics obtained by bootstrap
No
6.12. Robustness - Statistics obtained by other methods
No
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7.External validation - OECD Principle 4

7.1. Availability of the external validation set

Available for some QSAR classes, and in supporting information.
7.2. Available information for the external validation set

Chemical Name: No

SMILES: No

CAS RN: No

InChI: No

MOL file: No

Formula: No

7.3. Data for each descriptor variable for the external validation set

No

7.4. Data for the dependent variable for the external validation set
No

7.5. Other information about the external validation set
No

7.6. Experimental design of test set
No

7.7. Predictivity - Statistics obtained by external validation
No

7.8. Predictivity - Assessment of the external validation set
No

7.9. Comments on the external validation of the model
No
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8.Providing a mechanistic interpretation - OECD Principle 5

8.1. Mechanistic basis of the model
Each QSAR class is a group of compounds with specific structure class. Structure class is
defined by the information about the substructures (see 4.2) and not directly relevant to the
mode of actions. There are a few classes which can be relevant to the mode of actions. For
example, QSAR ID: 22899941 (in the spreadsheet of “gsar_data”) is a group of chemicals with
structure class: GD_28999 (narcotic group), and considered to exert narcotic actions. This
structure class was created with the integration of the multiple structure classes including
aliphatic hydrocarbons, aliphatic and aromatic ethers, aliphatic and aromatic ketones, and
alcohols which are considered to have simple narcotic actions.

8.2. A priori or a posteriori mechanistic interpretation
A priori mechanistic interpretation.

8.3. Other information about the mechanistic interpretation

No
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‘9.Miscellane0us information

9.1. Comments
This model can output multiple estimations based on the adequacy to the structure classes
(see 4.2). There is neither recommended value nor guideline to select one right now and the users
should select by themselves based on R2, Q2, the shape of the regression line (slope and the number
of reference chemicals), and the applicability domain based on descriptor (log P) and structure
(structure judgement).
9.2. Bibliography
[1] OECD Guideline for Testing of Chemicals, No. 202 (13th April 2004) - Daphnia sp., Acute
Immobilization Test.
9.3. Supporting information
1. KATE2020_daphnid_acute.xlsx
The name and content of each spreadsheet are as follows:
substructure_def: definition of substructures
substructure_def for_AD: definition of substructures (also used for the applicability domain)
structure_def: definition of structure classes
gsar_data: data for each QSAR class (QSAR equation etc.)

training_set: data of the training set

‘10.Summary (JRC QSAR Model Database)

10.1. QMRF number:

To be entered by JRC
10.2. Publication date:

To be entered by JRC
10.3. Keywords:

To be entered by JRC

10.4. Comments:

To be entered by JRC
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OMREF identifier (JRC Inventory):To be entered by JRC
0t OMREF Title: QSAR Model Reporting Format Prepared for KATE (Daphnid Chronic)
— Printing Date:
\ 1.QSAR identifier

1.1. QSAR identifier (title)
KATE2020 on NET for chronic toxicity to Daphnid
1.2. Other related models

1.3. Software coding the model
Name: KATE2020 on NET

Description: Ecotoxicity prediction system consists of QSAR models

Contact: kate@nies.go.jp
WWW: https://kate2.nies.go.jp/
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‘Z.General information

2.1. Date of QMRF
14 January 2020

2.2. QMRF author(s) and contact details
Names: Hiroshi Yamamoto, Koji Imai, Yuto Itami, Ayako Furuhama, and Koichi Ohno
Affiliation: National Institute for Environmental Studies, Japan
Contact: 16-2 Onogawa, Tsukuba, Ibaraki, 305-8506, Japan
e-mail: kate@nies.go.jp
WWW: https://www.nies.go.jp/index-e.html

2.3. Date of QMRF update(s)

2.4. QMRF update(s)

2.5. Model developer(s) and contact details

Names: Hiroaki Shiraishi and Koji Imai

Affiliation: National Institute for Environmental Studies, Japan
Contact: 16-2 Onogawa, Tsukuba, Ibaraki, 305-8506, Japan
e-mail: kate@nies.go.jp

WWW: https://www.nies.go.jp/index-e.html

2.6. Date of model development and/or publication
3 February 2020
2.7. Reference(s) to main scientific papers and/or software package
(1) KATE2020 on NET https:/kate2.nies.go.jp/
(2) A Furuhama, T Toida, N Nishikawa, Y Aoki, Y Yoshioka, and H Shiraishi (2010). Development
of an ecotoxicity QSAR model for the KAshinhou Tool for Ecotoxicity (KATE) system, March
2009 version. SAR and QSAR Environmental Research 21 (5-6) 403—413
http://dx.doi.org/10.1080/1062936X.2010.501815.
(3) A. Furuhama, K. Hasunuma, Y. Aoki, Y. Yoshioka and H. Shiraishi (2011). Application of

chemical reaction mechanistic domains to an ecotoxicity QSAR model, KAshinhou Tool for
Ecotoxicity (KATE). SAR and QSAR Environmental Research 22 (5-6) 505-523
http://dx.doi.org/10.1080/1062936X.2011.569944.

2.8. Availability of information about the model

The model is proprietary, but the training set and algorithm are available.
2.9. Availability of another QMRF for exactly the same model
None to date.
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3.Defining the endpoint - OECD Principle 1

3.1. Species
Daphnia magna

3.2. Endpoint
Long-term toxicity to Daphnid (reproduction output)

3.3. Comment on endpoint
The model predicts the no-observed-effect concentration (NOEC) values in the Daphnia magna
Reproduction Test (21-d exposure).

3.4. Endpoint units
mg/L

3.5. Dependent variable
All of the measured endpoint values were converted to mmol/Li units, replaced with their
reciprocal, and transformed to logarithmic units. The dependent variable is: log (1/NOEC)

3.6. Experimental protocol
OECD Test Guideline No. 211 test protocol

3.7. Endpoint data quality and variability
The data are from the ecotoxicity tests conducted by the Ministry of the Environment,
Government of Japan (Daphnia magna reproduction tests) according to good laboratory
practice (GLP).
This data are available at: http://www.env.go.jp/en/chemi/sesaku/aquatic Mar 2019.pdf
(Accessed on January 14, 2020)
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‘4.Deﬁning the algorithm - OECD Principle 2

4.1. Type of model

QSAR

4.2. Explicit algorithm

The predicted values are calculated with the following algorithm:

(1) Extract the information about the number of substructures, which we defined, in the target
compound. (As for the definition of the substructures, see the spreadsheets
“substructure_def” and “substructure_def for AD” in the
“KATE2020_daphnid_chronic.xlsx”).

(2) Extract the adequate structure classes in the target compound from the information about

the number of the substructure (see 4.5. (3)).

(3) Predict the ecotoxicity of the target compound using the descriptor (log P) and the QSAR
equation (slope and intercept) provided for each structure class.

(4) Convert the unit of the predicted ecotoxicity from log (1I/NOEC [mmol/L]) to [mg/L] using

the molecular weight (see 3.5).
4.3. Descriptors in the model

Descriptor: log P Octanol-water partition coefficient

For structural fragments, see the spreadsheets “substructure_def”, “substructure_def_for_AD”

and “structure_def” in the attachment file “KATE2020_daphnid_chronic.xlsx”.

4.4. Descriptor selection
See 4.2.
4.5. Algorithm and descriptor generation

(1) Log P can be input by the user, otherwise log P is calculated using KOWWIN from SMILES
notation.

(2) The information about the number of substructures (see 4.2. (1)) is calculated using the
JAVA application developed by NIES using Chemistry Development Kit (CDK) from
inputted SMILES and the definition of the substructure.

(3) The adequacy to each structure class (1:Yes, 0:No) is evaluated by the information about the
number of the substructures and the definition of the structure class (see the spreadsheet
“structure_def” in the file “KATE2020_daphnid_chronic.xlsx”) in the KATE2020 on NET.

(4) Molecular weight of the target compound is calculated from SMILES by using Open Babel.

4.6. Software name and version for descriptor generation

Name: KOWWIN

Description: A program to estimate log P values of organic compounds. That is incorporated in

EPI Suite™ (Estimation Programs Interface: a tool intended for use in applications such as to

quickly screen chemicals), which was developed by the US EPA, etc.
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KOWWIN v1.69 (April 2015)

¢ 2000-2015 U.S. Environmental Protection Agency

KOWWIN is owned by the U.S. Environmental Protection Agency and is protected by
copyright throughout the world.

Permission is granted for individuals to download and use the software on their personal

and business computers.

Users may not alter, modify, merge, adapt or prepare derivative works from the software.
Users may not remove or obscure copyright, tradename, or proprietary notices on the

program or related documentation.

KOWWIN contained therein is a tradename owned by the U.S. Environmental Protection

Agency.

KOWWIN™ (included in EPI Suite™)

* https://www.epa.gov/tsca-screening-tools/epi-suitetm-estimation-programinterface

Name: None

Description: An application for SMARTS substructure searching from SMILES that we have
developed by using Chemistry Development Kit (CDK) version 2.0

Contact: kate@nies.go.jp

WWW: https://kate2.nies.go.jp/

Name: Open Babel

Description: The Open Source Chemistry Toolbox, version 2.3.1, 2011.
Contact: Contact not available

WWW: http://openbabel.org/wiki/Main Page

4.7. Chemicals/Descriptors ratio
The ratio (column name: ratiol) for each QSAR class is described in the spreadsheet

“gsar_data” in the attachment file “KATE2020_daphnid_chronic.xIsx”.
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‘S.Deﬁning the applicability domain - OECD Principle 3 ‘

5.1. Description of the applicability domain of the model
(1) Applicability domain of the model for the descriptor (log P) is established for each QSAR
class, which we define as a group of compounds with specific structure classes, and is the range
of the descriptor, “between the maximum and the minimum” (see the column named “Log P
Range” of the spreadsheet “gsar_data” in the attached file “KATE2020_daphnid_chronic.xlsx”).
(2) Applicability domain of the model for the structure is also established for each QSAR class,
and is provided from the list of substructure for the structure judgement of the chemicals in
the training set which belongs to the QSAR class and in the class called “narcotic group” (see
the column “FraglDs_for AD” of the spreadsheet “gsar_data” in the attached file
“KATE2020_daphnid_chronic.xlsx”)

5.2. Method used to assess the applicability domain
The applicability domain of both descriptor and structure is assessed for each QSAR class into
which the target compound is classified.
(1) If the log P value of the target compound is within the applicability domain of the descriptor
as indicated in 5.1.(1), it is judged as “inside of the applicability domain” in terms of the
descriptor.
(2) If the substructure for the structure judgement (see the substructure defined in the
spreadsheet “substructure_def for AD” in the file “KATE2020_daphnid_chronic.xlsx”)
possessed by the target compound is all included in the list of the structure judgement of the
QSAR class (see 5.1.(2)), it is judged as “inside of the applicability domain” in terms of the
structure.
For more details, see Furuhama et al. (2011) (see 2.7 (3)).

5.3. Software name and version for applicability domain assessment
Name: KATE2020 on NET
Contact: kate@nies.go.jp
WWW: https://kate2.nies.go.jp

5.4. Limits of applicability
See 5.1 and 5.2.
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6.Internal validation - OECD Principle 4

6.1. Availability of the training set
It is available and attached as supporting information.
6.2. Available information for the training set
Chemical Name: Yes
SMILES: Yes
CAS RN: Yes
InChI: No
MOL file: No
Formula: No
6.3. Data for each descriptor variable for the training set
No
6.4. Data for the dependent variable for the training set
The data for the dependent variable for each QSAR class are available in the spreadsheet
“training_set” in the attachment file “KATE2020_daphnid_chronic.xIsx”.
6.5. Other information about the training set
The number of the training set for each QSAR class is described on the column named “n” in
the spreadsheet “gsar_data” in the attachment file “KATE2020_daphnid_chronic.xIsx”.
6.6. Pre-processing of data before modelling
The endpoint data NOEC [mg/L] was converted into log (1/NOEC [mmol/L]).
6.7. Statistics for goodness-of-fit
The following statistical values for each QSAR class are obtained and shown in the
spreadsheet “gsar_data” in the attachment file “KATE2020_daphnid_chronic.xlsx”.
R2: square of correlation coefficient
RMSE: Root Mean Squared Error
6.8. Robustness - Statistics obtained by leave-one-out cross-validation
The following statistical value for each QSAR class is obtained and shown in the spreadsheet
“gsar_data” in the attachment file “KATE2020_daphnid_chronic.xIsx”.
Q2: square of correlation coefficient
6.9. Robustness - Statistics obtained by leave-many-out cross-validation
No
6.10. Robustness - Statistics obtained by Y-scrambling
No
6.11. Robustness - Statistics obtained by bootstrap
No
6.12. Robustness - Statistics obtained by other methods
No
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7.External validation - OECD Principle 4

7.1. Availability of the external validation set
No.
7.2. Available information for the external validation set
Chemical Name: No
SMILES: No
CAS RN: No
InChI: No
MOL file: No
Formula: No

7.3. Data for each descriptor variable for the external validation set

No

7.4. Data for the dependent variable for the external validation set
No

7.5. Other information about the external validation set
No

7.6. Experimental design of test set
No

7.7. Predictivity - Statistics obtained by external validation
No

7.8. Predictivity - Assessment of the external validation set
No

7.9. Comments on the external validation of the model
No
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8.Providing a mechanistic interpretation - OECD Principle 5

8.1. Mechanistic basis of the model

Each QSAR class is a group of compounds with specific structure class. Structure class is
defined by the information about the substructures (see 4.2) and not directly relevant to the
mode of actions. There are a few classes which can be relevant to the mode of actions. This
structure class was created with the integration of the multiple structure classes including
aliphatic hydrocarbons, aliphatic and aromatic ethers, aliphatic and aromatic ketones, and
alcohols which are considered to have simple narcotic actions.

8.2. A priori or a posteriori mechanistic interpretation
A priori mechanistic interpretation.

8.3. Other information about the mechanistic interpretation
No
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‘9.Miscellane0us information

9.1. Comments
This model can output multiple estimations based on the adequacy to the structure classes
(see 4.2). There is neither recommended value nor guideline to select one right now and the users
should select by themselves based on R2, Q2, the shape of the regression line (slope and the number
of reference chemicals), and the applicability domain based on descriptor (log P) and structure
(structure judgement).
9.2. Bibliography
[1] OECD Guideline for Testing of Chemicals, No. 211 (2nd October 2012) - Daphnia magna
Reproduction Test.
9.3. Supporting information
1. KATE2020_daphnid_chronic.xlsx
The name and content of each spreadsheet are as follows:
substructure_def: definition of substructures
substructure_def for_AD: definition of substructures (also used for the applicability domain)
structure_def: definition of structure classes
gsar_data: data for each QSAR class (QSAR equation etc.)

training_set: data of the training set

‘IO.Summary (JRC QSAR Model Database)

10.1. QMRF number:

To be entered by JRC
10.2. Publication date:

To be entered by JRC
10.3. Keywords:

To be entered by JRC

10.4. Comments:

To be entered by JRC
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OMREF identifier (JRC Inventory):To be entered by JRC
0t OMREF Title: QSAR Model Reporting Format Prepared for KATE (Alga Acute)
— Printing Date:
\ 1.QSAR identifier

1.1. QSAR identifier (title)
KATE2020 on NET for acute toxicity to Alga
1.2. Other related models

1.3. Software coding the model
Name: KATE2020 on NET

Description: Ecotoxicity prediction system consists of QSAR models

Contact: kate@nies.go.jp
WWW: https://kate2.nies.go.jp/

41




‘Z.General information

2.1. Date of QMRF
14 January 2020

2.2. QMRF author(s) and contact details
Names: Hiroshi Yamamoto, Koji Imai, Yuto Itami, Ayako Furuhama, and Koichi Ohno
Affiliation: National Institute for Environmental Studies, Japan
Contact: 16-2 Onogawa, Tsukuba, Ibaraki, 305-8506, Japan
e-mail: kate@nies.go.jp
WWW: https://www.nies.go.jp/index-e.html

2.3. Date of QMRF update(s)

2.4. QMRF update(s)

2.5. Model developer(s) and contact details

Names: Hiroaki Shiraishi and Koji Imai

Affiliation: National Institute for Environmental Studies, Japan
Contact: 16-2 Onogawa, Tsukuba, Ibaraki, 305-8506, Japan
e-mail: kate@nies.go.jp

WWW: https://www.nies.go.jp/index-e.html

2.6. Date of model development and/or publication
3 February 2020
2.7. Reference(s) to main scientific papers and/or software package
(1) KATE2020 on NET https:/kate2.nies.go.jp/
(2) A Furuhama, T Toida, N Nishikawa, Y Aoki, Y Yoshioka, and H Shiraishi (2010). Development
of an ecotoxicity QSAR model for the KAshinhou Tool for Ecotoxicity (KATE) system, March
2009 version. SAR and QSAR Environmental Research 21 (5-6) 403—413
http://dx.doi.org/10.1080/1062936X.2010.501815.
(3) A. Furuhama, K. Hasunuma, Y. Aoki, Y. Yoshioka and H. Shiraishi (2011). Application of

chemical reaction mechanistic domains to an ecotoxicity QSAR model, KAshinhou Tool for
Ecotoxicity (KATE). SAR and QSAR Environmental Research 22 (5-6) 505-523
http://dx.doi.org/10.1080/1062936X.2011.569944.

2.8. Availability of information about the model

The model is proprietary, but the training set and algorithm are available.
2.9. Availability of another QMRF for exactly the same model
None to date.
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3.Defining the endpoint - OECD Principle 1

3.1. Species
Pseudokirchneriella subcapitata

3.2. Endpoint
Short-term toxicity to alga (inhibition of the exponential growth rate)

3.3. Comment on endpoint
The model predicts the 50% effective concentration (ECso) values in the Alga Growth Inhibition
Test (72-h exposure).

3.4. Endpoint units
mg/L

3.5. Dependent variable
All of the measured endpoint values were converted to mmol/Li units, replaced with their
reciprocal, and transformed to logarithmic units. The dependent variable is: log (1/ECs0)

3.6. Experimental protocol
OECD Test Guideline No. 201 test protocol

3.7. Endpoint data quality and variability
The data are from the ecotoxicity tests conducted by the Ministry of the Environment,
Government of Japan (Alga growth inhibition tests) according to good laboratory practice
(GLP).
This data are available at: http://www.env.go.jp/en/chemi/sesaku/aquatic Mar 2019.pdf
(Accessed on January 14, 2020)
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‘4.Deﬁning the algorithm - OECD Principle 2

4.1. Type of model

QSAR

4.2. Explicit algorithm

The predicted values are calculated with the following algorithm:

(1) Extract the information about the number of substructures, which we defined, in the target
compound. (As for the definition of the substructures, see the spreadsheets
“substructure_def” and “substructure_def for_AD” in the “KATE2020_alga_acute.xlsx”).

(2) Extract the adequate structure classes in the target compound from the information about

the number of the substructure (see 4.5. (3)).

(3) Predict the ecotoxicity of the target compound using the descriptor (log P) and the QSAR
equation (slope and intercept) provided for each structure class.

(4) Convert the unit of the predicted ecotoxicity from log (1/ECso [mmol/L]) to [mg/L] using the

molecular weight (see 3.5).
4.3. Descriptors in the model

Descriptor: log P Octanol-water partition coefficient

For structural fragments, see the spreadsheets “substructure_def”, “substructure_def_for_AD”

and “structure_def” in the attachment file “KATE2020_alga_acute.xlsx”.

4.4. Descriptor selection
See 4.2.
4.5. Algorithm and descriptor generation

(1) Log P can be input by the user, otherwise log P is calculated using KOWWIN from SMILES
notation.

(2) The information about the number of substructures (see 4.2. (1)) is calculated using the
JAVA application developed by NIES using Chemistry Development Kit (CDK) from
inputted SMILES and the definition of the substructure.

(3) The adequacy to each structure class (1:Yes, 0:No) is evaluated by the information about the
number of the substructures and the definition of the structure class (see the spreadsheet
“structure_def” in the file “KATE2020_alga_acute.xlsx”) in the KATE2020 on NET.

(4) Molecular weight of the target compound is calculated from SMILES by using Open Babel.

4.6. Software name and version for descriptor generation

Name: KOWWIN

Description: A program to estimate log P values of organic compounds. That is incorporated in

EPI Suite™ (Estimation Programs Interface: a tool intended for use in applications such as to

quickly screen chemicals), which was developed by the US EPA, etc.

KOWWIN v1.69 (April 2015)
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¢ 2000-2015 U.S. Environmental Protection Agency

KOWWIN is owned by the U.S. Environmental Protection Agency and is protected by
copyright throughout the world.

Permission is granted for individuals to download and use the software on their personal

and business computers.

Users may not alter, modify, merge, adapt or prepare derivative works from the software.
Users may not remove or obscure copyright, tradename, or proprietary notices on the

program or related documentation.

KOWWIN contained therein is a tradename owned by the U.S. Environmental Protection

Agency.

KOWWIN™ (included in EPI Suite™)

* https://www.epa.gov/tsca-screening-tools/epi-suitetm-estimation-programinterface

Name: None

Description: An application for SMARTS substructure searching from SMILES that we have
developed by using Chemistry Development Kit (CDK) version 2.0

Contact: kate@nies.go.jp

WWW: https://kate2.nies.go.jp/

Name: Open Babel

Description: The Open Source Chemistry Toolbox, version 2.3.1, 2011.
Contact: Contact not available

WWW: http://openbabel.org/wiki/Main Page

4.7. Chemicals/Descriptors ratio
The ratio (column name: ratiol) for each QSAR class is described in the spreadsheet

“gsar_data” in the attachment file “KATE2020_alga_acute.xlsx”.
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‘S.Deﬁning the applicability domain - OECD Principle 3 ‘

5.1. Description of the applicability domain of the model
(1) Applicability domain of the model for the descriptor (log P) is established for each QSAR
class, which we define as a group of compounds with specific structure classes, and is the range
of the descriptor, “between the maximum and the minimum” (see the column named “Log P
Range” of the spreadsheet “gsar_data” in the attached file “KATE2020_alga_acute.xlsx”).
(2) Applicability domain of the model for the structure is also established for each QSAR class,
and is provided from the list of substructure for the structure judgement of the chemicals in
the training set which belongs to the QSAR class and in the class called “narcotic group” (see
the column “FraglDs_for AD” of the spreadsheet “gsar_data” in the attached file
“KATE2020_alga_acute.xlsx”)

5.2. Method used to assess the applicability domain
The applicability domain of both descriptor and structure is assessed for each QSAR class into
which the target compound is classified.
(1) If the log P value of the target compound is within the applicability domain of the descriptor
as indicated in 5.1.(1), it is judged as “inside of the applicability domain” in terms of the
descriptor.
(2) If the substructure for the structure judgement (see the substructure defined in the
spreadsheet “substructure_def for_AD” in the file “KATE2020_alga_acute.xlsx”) possessed by
the target compound is all included in the list of the structure judgement of the QSAR class
(see 5.1.(2)), it is judged as “inside of the applicability domain” in terms of the structure.
For more details, see Furuhama et al. (2011) (see 2.7 (3)).

5.3. Software name and version for applicability domain assessment
Name: KATE2020 on NET
Contact: kate@nies.go.jp
WWW: https://kate2.nies.go.jp

5.4. Limits of applicability
See 5.1 and 5.2.
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6.Internal validation - OECD Principle 4

6.1. Availability of the training set
It is available in the supporting information.
6.2. Available information for the training set
Chemical Name: Yes
SMILES: Yes
CAS RN: Yes
InChI: No
MOL file: No
Formula: No
6.3. Data for each descriptor variable for the training set
No
6.4. Data for the dependent variable for the training set
The data for the dependent variable for each QSAR class are available in the spreadsheet
“training_set” in the attachment file “KATE2020_alga_acute.xlsx”.
6.5. Other information about the training set
The number of the training set for each QSAR class is described on the column named “n” in
the spreadsheet “gqsar_data” in the attachment file “KATE2020_alga_acute.xlsx”.
6.6. Pre-processing of data before modelling
The endpoint data ECs0 [mg/L] was converted into log (1/ECs0 [mmol/L]).
6.7. Statistics for goodness-of-fit
The following statistical values for each QSAR class are obtained and shown in the
spreadsheet “gsar_data” in the attachment file “KATE2020_alga_acute.xlsx”.
R2: square of correlation coefficient
RMSE: Root Mean Squared Error
6.8. Robustness - Statistics obtained by leave-one-out cross-validation
The following statistical value for each QSAR class is obtained and shown in the spreadsheet
“gsar_data” in the attachment file “KATE2020_alga_acute.xlsx”.
Q2: square of correlation coefficient
6.9. Robustness - Statistics obtained by leave-many-out cross-validation
No
6.10. Robustness - Statistics obtained by Y-scrambling
No
6.11. Robustness - Statistics obtained by bootstrap
No
6.12. Robustness - Statistics obtained by other methods
No
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7.External validation - OECD Principle 4

7.1. Availability of the external validation set
No.
7.2. Available information for the external validation set
Chemical Name: No
SMILES: No
CAS RN: No
InChI: No
MOL file: No
Formula: No

7.3. Data for each descriptor variable for the external validation set

No

7.4. Data for the dependent variable for the external validation set
No

7.5. Other information about the external validation set
No

7.6. Experimental design of test set
No

7.7. Predictivity - Statistics obtained by external validation
No

7.8. Predictivity - Assessment of the external validation set
No

7.9. Comments on the external validation of the model
No
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8.Providing a mechanistic interpretation - OECD Principle 5

8.1. Mechanistic basis of the model
Each QSAR class is a group of compounds with specific structure class. Structure class is
defined by the information about the substructures (see 4.2) and not directly relevant to the
mode of actions. There are a few classes which can be relevant to the mode of actions. For
example, QSAR ID: 32899941 (in the spreadsheet of “gsar_data”) is a group of chemicals with
structure class: GD_28999 (narcotic group), and considered to exert narcotic actions. This
structure class was created with the integration of the multiple structure classes including
aliphatic hydrocarbons, aliphatic and aromatic ethers, aliphatic and aromatic ketones, and
alcohols which are considered to have simple narcotic actions.

8.2. A priori or a posteriori mechanistic interpretation
A priori mechanistic interpretation.

8.3. Other information about the mechanistic interpretation

No
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‘9.Miscellane0us information

9.1. Comments
This model can output multiple estimations based on the adequacy to the structure classes
(see 4.2). There is neither recommended value nor guideline to select one right now and the users
should select by themselves based on R2, Q2, the shape of the regression line (slope and the number
of reference chemicals), and the applicability domain based on descriptor (log P) and structure
(structure judgement).
9.2. Bibliography
[1] OECD Guideline for Testing of Chemicals, No. 201 (23rd March 2006) - Annex 5 corrected:
28th July 2011) - Freshwater Alga and Cyanobacteria, Growth Inhibition Test.
9.3. Supporting information
1. KATE2020_alga_acute.xlsx
The name and content of each spreadsheet are as follows:
substructure_def: definition of substructures
substructure_def for_AD: definition of substructures (also used for the applicability domain)
structure_def: definition of structure classes
gsar_data: data for each QSAR class (QSAR equation etc.)

training_set: data of the training set

‘IO.Summary (JRC QSAR Model Database)

10.1. QMRF number:

To be entered by JRC
10.2. Publication date:

To be entered by JRC
10.3. Keywords:

To be entered by JRC

10.4. Comments:

To be entered by JRC
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OMREF identifier (JRC Inventory):To be entered by JRC
0t OMREF Title: QSAR Model Reporting Format Prepared for KATE (Alga Chronic)
CLTEDS Printing Date:
\ 1.QSAR identifier

1.1. QSAR identifier (title)
KATE2020 on NET for chronic toxicity to Alga
1.2. Other related models

1.3. Software coding the model
Name: KATE2020 on NET

Description: Ecotoxicity prediction system consists of QSAR models

Contact: kate@nies.go.jp
WWW: https://kate2.nies.go.jp/
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‘Z.General information

2.1. Date of QMRF
14 January 2020

2.2. QMRF author(s) and contact details
Names: Hiroshi Yamamoto, Koji Imai, Yuto Itami, Ayako Furuhama, and Koichi Ohno
Affiliation: National Institute for Environmental Studies, Japan
Contact: 16-2 Onogawa, Tsukuba, Ibaraki, 305-8506, Japan
e-mail: kate@nies.go.jp
WWW: https://www.nies.go.jp/index-e.html

2.3. Date of QMRF update(s)

2.4. QMRF update(s)

2.5. Model developer(s) and contact details

Names: Hiroaki Shiraishi and Koji Imai

Affiliation: National Institute for Environmental Studies, Japan
Contact: 16-2 Onogawa, Tsukuba, Ibaraki, 305-8506, Japan
e-mail: kate@nies.go.jp

WWW: https://www.nies.go.jp/index-e.html

2.6. Date of model development and/or publication
3 February 2020
2.7. Reference(s) to main scientific papers and/or software package
(1) KATE2020 on NET https:/kate2.nies.go.jp/
(2) A Furuhama, T Toida, N Nishikawa, Y Aoki, Y Yoshioka, and H Shiraishi (2010). Development
of an ecotoxicity QSAR model for the KAshinhou Tool for Ecotoxicity (KATE) system, March
2009 version. SAR and QSAR Environmental Research 21 (5-6) 403—413
http://dx.doi.org/10.1080/1062936X.2010.501815.
(3) A. Furuhama, K. Hasunuma, Y. Aoki, Y. Yoshioka and H. Shiraishi (2011). Application of

chemical reaction mechanistic domains to an ecotoxicity QSAR model, KAshinhou Tool for
Ecotoxicity (KATE). SAR and QSAR Environmental Research 22 (5-6) 505-523
http://dx.doi.org/10.1080/1062936X.2011.569944.

2.8. Availability of information about the model

The model is proprietary, but the training set and algorithm are available.
2.9. Availability of another QMRF for exactly the same model
None to date.

52



3.Defining the endpoint - OECD Principle 1

3.1. Species
Pseudokirchneriella subcapitata

3.2. Endpoint
Short-term toxicity to alga (inhibition of the exponential growth rate)

3.3. Comment on endpoint
The model predicts the no-observed-effect concentration (NOEC) values in the Alga Growth
Inhibition Test (72-h exposure).

3.4. Endpoint units
mg/L

3.5. Dependent variable
All of the measured endpoint values were converted to mmol/Li units, replaced with their
reciprocal, and transformed to logarithmic units. The dependent variable is: log (1/NOEC)

3.6. Experimental protocol
OECD Test Guideline No. 201 test protocol

3.7. Endpoint data quality and variability
The data are from the ecotoxicity tests conducted by the Ministry of the Environment,
Government of Japan (Alga growth inhibition tests) according to good laboratory practice
(GLP).
This data are available at: http://www.env.go.jp/en/chemi/sesaku/aquatic Mar 2019.pdf
(Accessed on January 14, 2020)
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‘4.Deﬁning the algorithm - OECD Principle 2

4.1. Type of model

QSAR

4.2. Explicit algorithm

The predicted values are calculated with the following algorithm:

(1) Extract the information about the number of substructures, which we defined, in the target
compound. (As for the definition of the substructures, see the spreadsheets
“substructure_def” and “substructure_def_for AD” in the “KATE2020_alga_chronic.xlsx”).

(2) Extract the adequate structure classes in the target compound from the information about

the number of the substructure (see 4.5. (3)).

(3) Predict the ecotoxicity of the target compound using the descriptor (log P) and the QSAR
equation (slope and intercept) provided for each structure class.

(4) Convert the unit of the predicted ecotoxicity from log (1I/NOEC [mmol/L]) to [mg/L] using

the molecular weight (see 3.5).
4.3. Descriptors in the model

Descriptor: log P Octanol-water partition coefficient

For structural fragments, see the spreadsheets “substructure_def”, “substructure_def_for_AD”

and “structure_def” in the attachment file “KATE2020_alga_chronic.xlsx”.

4.4. Descriptor selection
See 4.2.
4.5. Algorithm and descriptor generation

(1) Log P can be input by the user, otherwise log P is calculated using KOWWIN from SMILES
notation.

(2) The information about the number of substructures (see 4.2. (1)) is calculated using the
JAVA application developed by NIES using Chemistry Development Kit (CDK) from
inputted SMILES and the definition of the substructure.

(3) The adequacy to each structure class (1:Yes, 0:No) is evaluated by the information about the
number of the substructures and the definition of the structure class (see the spreadsheet
“structure_def” in the file “KATE2020_alga_chronic.xlsx”) in the KATE2020 on NET.

(4) Molecular weight of the target compound is calculated from SMILES by using Open Babel.

4.6. Software name and version for descriptor generation

Name: KOWWIN

Description: A program to estimate log P values of organic compounds. That is incorporated in

EPI Suite™ (Estimation Programs Interface: a tool intended for use in applications such as to

quickly screen chemicals), which was developed by the US EPA, etc.

KOWWIN v1.69 (April 2015)
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¢ 2000-2015 U.S. Environmental Protection Agency

KOWWIN is owned by the U.S. Environmental Protection Agency and is protected by
copyright throughout the world.

Permission is granted for individuals to download and use the software on their personal

and business computers.

Users may not alter, modify, merge, adapt or prepare derivative works from the software.
Users may not remove or obscure copyright, tradename, or proprietary notices on the

program or related documentation.

KOWWIN contained therein is a tradename owned by the U.S. Environmental Protection

Agency.

KOWWIN™ (included in EPI Suite™)

* https://www.epa.gov/tsca-screening-tools/epi-suitetm-estimation-programinterface

Name: None

Description: An application for SMARTS substructure searching from SMILES that we have
developed by using Chemistry Development Kit (CDK) version 2.0

Contact: kate@nies.go.jp

WWW: https://kate2.nies.go.jp/

Name: Open Babel

Description: The Open Source Chemistry Toolbox, version 2.3.1, 2011.
Contact: Contact not available

WWW: http://openbabel.org/wiki/Main Page

4.7. Chemicals/Descriptors ratio
The ratio (column name: ratiol) for each QSAR class is described in the spreadsheet

“gsar_data” in the attachment file “KATE2020_alga_chronic.xlsx”.
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‘S.Deﬁning the applicability domain - OECD Principle 3 ‘

5.1. Description of the applicability domain of the model
(1) Applicability domain of the model for the descriptor (log P) is established for each QSAR
class, which we define as a group of compounds with specific structure classes, and is the range
of the descriptor, “between the maximum and the minimum” (see the column named “Log P
Range” of the spreadsheet “gsar_data” in the attached file “KATE2020_alga_chronic.xlsx”).
(2) Applicability domain of the model for the structure is also established for each QSAR class,
and is provided from the list of substructure for the structure judgement of the chemicals in
the training set which belongs to the QSAR class and in the class called “narcotic group” (see
the column “FraglDs_for AD” of the spreadsheet “gsar_data” in the attached file
“KATE2020_alga_chronic.xlsx”)

5.2. Method used to assess the applicability domain
The applicability domain of both descriptor and structure is assessed for each QSAR class into
which the target compound is classified.
(1) If the log P value of the target compound is within the applicability domain of the descriptor
as indicated in 5.1.(1), it is judged as “inside of the applicability domain” in terms of the
descriptor.
(2) If the substructure for the structure judgement (see the substructure defined in the
spreadsheet “substructure_def for_AD” in the file “KATE2020_alga_chronic.xlsx”) possessed
by the target compound is all included in the list of the structure judgement of the QSAR class
(see 5.1.(2)), it is judged as “inside of the applicability domain” in terms of the structure.
For more details, see Furuhama et al. (2011) (see 2.7 (3)).

5.3. Software name and version for applicability domain assessment
Name: KATE2020 on NET
Contact: kate@nies.go.jp
WWW: https://kate2.nies.go.jp

5.4. Limits of applicability
See 5.1 and 5.2.

56



6.Internal validation - OECD Principle 4

6.1. Availability of the training set
It is available in the supporting information.
6.2. Available information for the training set
Chemical Name: Yes
SMILES: Yes
CAS RN: Yes
InChI: No
MOL file: No
Formula: No
6.3. Data for each descriptor variable for the training set
No
6.4. Data for the dependent variable for the training set
The data for the dependent variable for each QSAR class are available in the spreadsheet
“training_set” in the attachment file “KATE2020_alga_chronic.xlsx”.
6.5. Other information about the training set
The number of the training set for each QSAR class is described on the column named “n” in
the spreadsheet “gsar_data” in the attachment file “KATE2020_alga_chronic.xlsx”.
6.6. Pre-processing of data before modelling
The endpoint data NOEC [mg/L] was converted into log (1/NOEC [mmol/L]).
6.7. Statistics for goodness-of-fit
The following statistical values for each QSAR class are obtained and shown in the
spreadsheet “gsar_data” in the attachment file “KATE2020_alga_chronic.xlsx”.
R2: square of correlation coefficient
RMSE: Root Mean Squared Error
6.8. Robustness - Statistics obtained by leave-one-out cross-validation
The following statistical value for each QSAR class is obtained and shown in the spreadsheet
“gsar_data” in the attachment file “KATE2020_alga_chronic.xlsx”.
Q2: square of correlation coefficient
6.9. Robustness - Statistics obtained by leave-many-out cross-validation
No
6.10. Robustness - Statistics obtained by Y-scrambling
No
6.11. Robustness - Statistics obtained by bootstrap
No
6.12. Robustness - Statistics obtained by other methods
No
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7.External validation - OECD Principle 4

7.1. Availability of the external validation set
No.
7.2. Available information for the external validation set
Chemical Name: No
SMILES: No
CAS RN: No
InChI: No
MOL file: No
Formula: No

7.3. Data for each descriptor variable for the external validation set

No

7.4. Data for the dependent variable for the external validation set
No

7.5. Other information about the external validation set
No

7.6. Experimental design of test set
No

7.7. Predictivity - Statistics obtained by external validation
No

7.8. Predictivity - Assessment of the external validation set
No

7.9. Comments on the external validation of the model
No
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8.Providing a mechanistic interpretation - OECD Principle 5

8.1. Mechanistic basis of the model
Each QSAR class is a group of compounds with specific structure class. Structure class is
defined by the information about the substructures (see 4.2) and not directly relevant to the
mode of actions. There are a few classes which can be relevant to the mode of actions. This
structure class was created with the integration of the multiple structure classes including
aliphatic hydrocarbons, aliphatic and aromatic ethers, aliphatic and aromatic ketones, and
alcohols which are considered to have simple narcotic actions.

8.2. A priori or a posteriori mechanistic interpretation
A priori mechanistic interpretation.

8.3. Other information about the mechanistic interpretation
No
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‘9.Miscellane0us information

9.1. Comments
This model can output multiple estimations based on the adequacy to the structure classes
(see 4.2). There is neither recommended value nor guideline to select one right now and the users
should select by themselves based on R2, Q2, the shape of the regression line (slope and the number
of reference chemicals), and the applicability domain based on descriptor (log P) and structure
(structure judgement).
9.2. Bibliography
[1] OECD Guideline for Testing of Chemicals, No. 201 (23rd March 2006) - Annex 5 corrected:
28th July 2011) - Freshwater Alga and Cyanobacteria, Growth Inhibition Test.
9.3. Supporting information
1. KATE2020_alga_chronic.xlsx
The name and content of each spreadsheet are as follows:
substructure_def: definition of substructures
substructure_def for_AD: definition of substructures (also used for the applicability domain)
structure_def: definition of structure classes
gsar_data: data for each QSAR class (QSAR equation etc.)

training_set: data of the training set

‘10.Summary (JRC QSAR Model Database)

10.1. QMRF number:

To be entered by JRC
10.2. Publication date:

To be entered by JRC
10.3. Keywords:

To be entered by JRC

10.4. Comments:

To be entered by JRC
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substructure_def

		FragID		SubstructureClassName		SMARTS

		3000		elements other than CNOSPSiAsSnXNa,K		[!#6;!#7;!#8;!#15;!#16;!#14;!#33;!#50;!#9;!#17;!#35;!#53;!#11;!#19]

		3001		elements other than CX		[!#6;!#9;!#17;!#35;!#53]

		3002		elements other than CNX		[!#6;!#7;!#9;!#17;!#35;!#53]

		3003		elements other than COX		[!#6;!#8;!#9;!#17;!#35;!#53]

		3004		elements other than CSX		[!#6;!#16;!#9;!#17;!#35;!#53]

		3006		elements other than CNOX		[!#6;!#7;!#8;!#9;!#17;!#35;!#53]

		3008		elements other than CNPX		[!#6;!#7;!#15;!#9;!#17;!#35;!#53]

		3009		elements other than COSX		[!#6;!#8;!#16;!#9;!#17;!#35;!#53]

		3010		elements other than COPX		[!#6;!#8;!#15;!#9;!#17;!#35;!#53]

		3011		elements other than COns		[!#6;!F;!Cl;!Br;!I;!n;!s;!o;!O]

		3012		elements other than COSPnX		[!#6;!#8;!#16;!#15;!#9;!#17;!#35;!#53;!n]

		3013		elements other than CNOSX		[!#6;!#7;!#8;!#16;!#9;!#17;!#35;!#53]

		3014		elements other than CnosX		[$([!#6;!F;!Cl;!Br;!I;!n;!s;!o]),$([n+])]

		3015		elements other than CNOSPX		[!#6;!#7;!#8;!#15;!#16;!#9;!#17;!#35;!#53]

		3016		elements other than COSnosX		[!#6;!#8;!#16;!#9;!#17;!#35;!#53;!n]

		3020		tautomer M=Q-ZH (-> HM-Q=Z)		[*;!H0;#7v3,#8v2,#16v2,#34v2,#52v2][#6,#7,#15,#33,#16,#34,#52]=[#7v3,#8v2,#16v2,#34v2,#52v2]

		3021		tautomer HC-Q=Z (-> C=Q-ZH)		[*;!H0;#6X4][#6,#7,#15,#33,#16,#34,#52]=[#7v3,#8v2,#16v2,#34v2,#52v2]

		3022		Carbon		[#6]

		3030		carbonyl C=O		[#6;$([#6](=[#8]))]

		3031		ketone CC(=O)C		[#6;$([#6](=[#8])([#6])[#6])]

		3032		ester CC(=O)OC		[#6;$([#6](=[#8])([#6])[#8][#6]);!$([#6](=[#8])([#6])[#8][#6]=[O,S,N])]

		3033		carbonate COC(=O)OC		[#6;$([#6](=[#8])([#8][#6])[#8][#6])]

		3034		carboxylic acid C(=O)O		[#6;$([#6](=[#8])([#6])[#8H1])]

		3035		peroxy OO, general		[#6;$([#6][#8][#8])]

		3036		aldehyde		[#6H1;$([#6](=[#8])[#6])]

		3037		acid halide		[#6;$([#6](=[#8])[#9,#17,#35,#53])]

		3038		anhydride		[#6;$([#6](=[#8])[#8][#6](=[#8])[#6])]

		3039		fused aromatic cR3		[cR3;!$([cR3]([cR2][CR])[cR2][CR])]

		3040		fused aromatic c!R1		[c!R1;$([c!R1]@[c!R1])]

		3041		carbamate general NC(=O,S)O,S		[#7v3X3;$([#7][#6R0](=[O,S])[O,S])]

		3044		ether general		[#8H0;!$([#8]C=[O,N,S]);!$([#8]C[#8]);$([#8]([#6])[#6])]

		3045		ether COC		[#8H0!r3;$([#8]([#6])[#6]);!$([#8][#6](=[#8,#7,S]));!$([#8][#6][#6]=[#6H2]);!$([#8][#6][#6r3][#8r3])]

		3046		alcohol COH		[#6;$([#6][#8;H]);!X3;v4]

		3047		phenol cOH		[OX2H][cX3;$(c1ccccc1)]

		3049		epoxide general		[#8r3;$([#8]1[#6][#6]1)]

		3050		o-,p-unshared pairs of electrons		[$([#8H1,#7H2]cc[#8H1,#7H2]),$([#8H1,#7H2]cccc[#8H1,#7H2])]

		3051		alkenyl,alkynyl,2-hanogeno pri-,sec O		[$([#8X2][#6H1,#6H2][#6]=,#[#6]),$([#8X2][#6H1,#6H2][#6H1,#6H2][#6]=[#6H2]),$([#8X2][#6H1,#6H2][#6H1,#6H2][#6]#[#6]),$([#8X2][#6H1,#6H2][#6H1,#6H2][Cl,Br,I]),$([#8X2][#6H1,#6H2][#6][F])]

		3052		alkenyl,alkynyl,2-hanogeno pri-,sec O,pinacol		[$([#8X2][#6H1,#6H2][#6]=,#[#6]),$([#8X2][#6H1,#6H2][#6H1,#6H2][#6]=[#6H2]),$([#8X2][#6H1,#6H2][#6H1,#6H2][#6]#[#6]),$([#8X2H1][#6X4]([#6X3])([#6X3])[#6X4]([#6X3])([#6X3])[#8X2H1])]

		3053		carbonyl a-halo, ab-unsaturated		[$([#6R0](=O)[#6H1,#6H2][Cl,Br,I,F]),$([#6](=O)[#6]=[#6;H2]),$([#6](=O)[#6]=[#6;H1][a]),$([a][#6](=O)[#6]=[#6][#6](=O)[a]),$([#6R0](=O)[#6H2][#6R0](=O))]

		3054		O-alkenyl,alkynyl,halogen, ketene		[$([#8X2](C=O)[#6]=,#[#6]),$([#8X2][#6H1,#6H2][#6]=,#[#6]),$([#8X2][#6H1,#6H2][#6H1,#6H2][#6]=[#6H2]),$([#8X2][#6H1,#6H2][#6H1,#6H2][#6]#[#6]),$([#8X2][#6H1,#6H2][#6H1,#6H2][Cl,Br,I]),$([#8X2][#6H1,#6H2][#6][F]),$([#8X2][#6H1,#6H2][#6r3][Or3])]

		3055		CH2=CHC(=O)O		[$([#6H2]=[#6H1][#6](=O)[OH]),$([#6H2]=[#6H1][#6](=O)[O][#6])]

		3056		CH2=CC(=O)O		[$([#6H2]=[#6H0][#6](=O)[OH]),$([#6H2]=[#6H0][#6](=O)[O][#6])]

		3057		a-X, a-O,b-O,a,b-C=C acid		[$([#6](=O)([OH])[#6](=[C])),$([#6](=O)([OH])[#6](-,=[O,S,Cl,Br,I,F])),$([#6](=O)([OH])[#6][#6](-,=[O,S]));!$([#6](=O)([OH])[#6][#6](O)[#6][CX4H0])]

		3058		oxyethlene		[O;$(O[CR0][CR0]O[#6])]

		3059		C=O w/o electron donated o-, p-Nv3X3		[C;$(C=O);!$(C(=O)c1c([Nv3X3])cccc1);!$(C(=O)c1ccc([Nv3X3])cc1)]

		3061		-O-alkenyl, alkynyl OCC=,#C		[$([#8X2][#6H1,#6H2][#6]=,#[#6])]

		3062		ERROR:#NAME?		[$([#8X2][#6H1,#6H2][#6H1,#6H2][#6]=[#6H2])]

		3063		-O-alkenyl, alkynyl OCCC#C		[$([#8X2][#6H1,#6H2][#6H1,#6H2][#6]#[#6])]

		3064		-O-halogen OCCC[C,Br,I] pro-OCc=C		[$([#8X2][#6H1,#6H2][#6H1,#6H2][Cl,Br,I])]

		3065		ERROR:#NAME?		[$([#8X2][#6H1,#6H2][#6][F])]

		3066		pinacol C(OH)C(OH)		[$([#8X2H1][#6X4]([#6X3])([#6X3])[#6X4]([#6X3])([#6X3])[#8X2H1])]

		3096		nitro halogen or CF3 =>4		[N;$(N(=O)=O);!$(Nc[cH][cH]);!$(Nc[cH]c[cH]);!$(Nc[cH]cc[cH])]c1[cH,$(c[F,Cl,Br,I]),$(cC(F)(F)F)][cH,$(c[F,Cl,Br,I]),$(cC(F)(F)F)][cH,$(c[F,Cl,Br,I]),$(cC(F)(F)F)][cH,$(c[F,Cl,Br,I]),$(cC(F)(F)F)][cH,$(c[F,Cl,Br,I]),$(cC(F)(F)F)]1

		3097		nitro o-C(=O,Cl,Br,I)		[NX3v5;$(N(=O)(=O)ccC(~[OX1,Cl,Br,I]))]

		3098		nitro m-C(=O,Cl,Br,I)		[NX3v5;$(N(=O)(=O)cccC(~[OX1,Cl,Br,I]))]

		3099		nitro p-C(=O,Cl,Br,I)		[NX3v5;$(N(=O)(=O)ccccC(~[OX1,Cl,Br,I]))]

		3100		amine CNH2		[#7X3H2;!$([#7][*v6]);!$(N[#6](~[#7,#8,#16]))]

		3101		amine aromatic alkylated C.cNH2		[#7X3H2;!$([#7][#7]);$(Ncc[CX4,OH0]),$(Nccc[CX4,OH0]),$(Ncccc[CX4,OH0])]

		3102		ammonium N+		[#7v4;+]

		3103		carbamate NC(=O)O		[Nv3X3;$(NC(=[O,S])[O,S]);!$([N]([C]=O)([C]=O)([C]=O))]

		3104		nitril C#N		[N;$([#7X1]#[#6X2])]

		3105		hydrazine N-N		[Nv3X3;!$(NC=[*;!#6]);!$(N[*;v6])][Nv3X3;!$(NC=[*;!#6]);!$(N[*;v6])]

		3106		azo N=N		[NX2;$(N=N)]

		3107		N3		[NX1;$(N~N~N)]

		3108		imino C=N-, guanidine		[#7v3X2;$(N=[Cv4X3]);!$(N[N,O,S])]

		3109		urea NC(=O)N		[#6X3;$([#6X3](=[O,S])(N)N);!$([#6X3](=[O,S])NN)]

		3110		amine CNH1		[#7v3X3H1;!$([#7][!#6]);!$([#7][*v6]);!$([#7][#6](~[#7,#8,#16]));!$([#7r5H1](a)a)]

		3111		guanidine NC(=N)N		[#6X3;$([#6X3](=[N])(N)N)]

		3112		enemine NC=C		[NX3;$(NC=C)]

		3113		ntroso amine, imine N-N=O		[#7v3;$(N-N=O)]

		3114		hydrazine N-NH2		[Nv3H2;$([Nv3H2]-[Nv3X3]);!$(NN(C=*)(C=*))]

		3115		NH0 amide, imide		[#7v3X3H0;!$([#7][#7,#8,#16]);!$([#7]C(=[CH2]));$(N[#6](~[#7,#8,#16]))]

		3116		Nv3-hetero atom (O,S,Si,P)		[#7v3;$([#7][#8,#14,#15,#16]);!$([#7][#7]);!$([#7H0R][#8R,#14R,#15R,#16R]);!$([#7]([#8,#14,#15,#16])[#8,#14,#15,#16]);!$([#7][#8,#14,#15,#16][#7][#8,#14,#15,#16])]

		3117		aldoxime CH=N-O		[#7v3;$([#7]([#8])=[#6H1][#6]),$([#7]([#8])=[#6H2])]

		3118		reactive halogen  XC=@[N,n,O,S], X-[N,O,S]		[F,Cl,Br,I;$(*[#6]=,@[#7,#8,#16]),$(*[#7,#8,#16])]

		3119		unreactive pyridine		[n;$(n:c[OH]),$(n:[c;R1]([!N]):c[OH]),$(n:[c;R1]([!N]):[c;R1]:c[OH])]

		3120		amine CNH0		[#7v3X3H0;!$([#7][!#6]);!$([#7][*v6]);!$([#7][#6](~[#7,#8,#16]))]

		3121		amine Nv3 not hindered		[#7v3X3;!$([NR0][CR1][CR1]([CX4R0])[CX4R1]);!$([NR1](C)C(C)(C)C);!$([#7][#7]);!$(NC(=[CH2]));!$(N[#6](~[#7,#8,#16]))]

		3122		amine hindered		[#7v3X3;$([NR0][CR1][CR1]([CX4R0])[CX4R1]),$([NR1](C)C(C)(C)C);!$([#7][#7]);!$(NC(=[CH2]));!$(N[#6](~[#7,#8,#16]))]

		3123		amide		[#7v3X3;$([#7][C](=O)[!N;!S;!O;!P]),$([#7][CH1](=O));!$(N~[N,S,O]);!$(N(C=[N,O,S])C=O)]

		3125		cO reactive 12,13,14 O,N		[Ov2X2;$(Occ[Nv3,O]),$(Occc[Nv3,O]),$(Occcc[Nv3,O])]

		3126		halomethane, tri, tetra		[C;$([CH1]([Cl,Br,I])([Cl,Br,I])([Cl,Br,I])),$(C([F,Cl,Br,I])([Cl,Br,I])([Cl,Br,I])([Cl,Br,I]))]

		3127		amine reactive 12,13,14 wo H0		[N;H2;$(Ncc[NH2,NH1,OH1]),$(Nccc[NH2,NH1,OH1]),$(Ncccc[NH2,NH1,OH1])]

		3128		amine reactive 12,13,14 w H0		[N;H2;$(Ncc[Nv3X3,OH1]),$(Nccc[Nv3X3,OH1]),$(Ncccc[Nv3X3,OH1])]

		3129		amine Nv3 reactive 12,13,14 Nv3,O		[Nv3X3;$(Ncc[Nv3,O]),$(Nccc[Nv3,O]),$(Ncccc[Nv3,O])]

		3130		nitro N(=O)=O		[$(N(=O)=O),$([N+](=O)[O-])]

		3131		nitrated benzene carbonyl		[NX3v5;$(N(=O)(=O)ccC(~[OX1,Cl,Br,I])),$(N(=O)(=O)cccC(~[OX1,Cl,Br,I])),$(N(=O)(=O)ccccC(~[OX1,Cl,Br,I]))]

		3132		carbamate reactive		[N;$([N;!H2][#6X3](=[O,S])[O][C,N]),$([N;!H2][#6X3](=[O,S])[O]cc[O,N]),$([N;!H2][#6X3](=[O,S])[O]cccc[O,N]);!$([NR0]([C]=O)([C]=O)([C]=O));!$([NH1][C][CR1])]

		3133		carbamete NH2		[#6X3;$([#6X3](=[O,S])([O,S])[N;H2])]

		3134		NH2, 2,5-halo		[#7X3H2;$([#7]c1c([F,Cl,Br,I])ccc([F,Cl,Br,I])c1)]

		3135		NH2, hetero aromatic 3-, 4- n		[NH2;$([NH2v3][c]1[c][c,n][c,n][c,n][c]1);!$([NH2v3][c]1[c][c][c][c][c]1)]

		3136		NH2, mono-halo or unsubstututed		[NH2;$(Nc1[cH,cR2][cH,cR2][cH,cR2][cH,cR2][cH,cR2]1),$(Nc1[cH,cR2][cH,cR2][c;$(c[F,Cl])][cH,cR2][cH,cR2]1),$(Nc1[c;$(c[F,Cl])][cH,cR2][cH,cR2][cH,cR2][cH,cR2]1),$(Nc1[cH,cR2][c;$(c[F,Cl])][cH,cR2][cH,cR2][cH,cR2]1)]

		3137		amine reactive Nv3 o-(Nv3, O)		[Nv3X3;$(Ncc[Nv3,O])]

		3140		P-SC,c (reactive P ester alcohol)		[#15;$([#15]-[#16][#6])]

		3141		barbital		[C;$(C1NC(=O)[CX4]C(=O)N1)]

		3142		nitril unreactive		[N;$([#7X1]#[#6X2]);!$(N#C[CH2;R0]C#N);!$(N#C[CR0]=[CR0]);!$(N#CC[Cl,Br,I,OH1]);!$(N#CccC#N)]

		3143		nitril reactive		[N;$(N#C[CH2;R0]C#N),$(N#C[CH1R0]=[CR0]),$(N#CC[Cl,Br,I,OH1]),$(N#Cc(n)c(C#N)n),$(N#Cc(cCl)c(C#N)(cCl))]

		3144		amine oxide		[#7;$([#7v5X4](=[#8])([#6])([#6])[#6])]

		3145		acetal		[#6X4;$([#6]([#8])[#8])]

		3150		pyrrol		[#7r5v3X3;!$([#7][*v6]);!$([#7][#6](~[AR0;#7,#8,#16]));$([#7](a)a)]

		3151		aldehyde CH=C		[#6;$([CH](=O)[C;H1]=[CH2]),$([CH](=O)[C;H1]=[CH][CX4])]

		3152		aldehyde CF2X		[#6;$([CH](=O)CC[O,Sv2X2,Cl,Br,I])]

		3153		aldehyde CC[S,Cl,Br,I]		[#6;$([CH](=O)CC[O,Sv2X2,Cl,Br,I])]

		3160		aldehyde o-OH		[#6;$([CH](=O)cc[OH]);!$([C](=O)cc([OH])cc[OH])]

		3161		aldehyde o-F,Cl		[#6;$([CH](=O)c([cH1])c[F,Cl])]

		3162		aldehyde p-F,Cl		[#6;$([CH](=O)cccc[F,Cl])]

		3163		aldehyde m-CF3		[#6;$([CH](=O)cccC(F)(F)F)]

		3164		aldehyde p-CF3		[#6;$([CH](=O)ccccC(F)(F)F)]

		3165		aldehyde o-nitro		[#6;$([CH](=O)ccN(=O)(=O))]

		3166		aldehyde m-nitro		[#6;$([CH](=O)cccN(=O)(=O))]

		3167		aldehyde p-nitro		[#6;$([CH](=O)ccccN(=O)(=O))]

		3168		aldehyde 2-n		[#6;$([CH](=O)cn)]

		3169		aldehyde 3-n		[#6;$([CH](=O)ccn)]

		3170		aldehyde 4-n		[#6;$([CH](=O)cccn)]

		3171		carbonyl CH(X)		[$([#6R0](=O)[#6H1,#6H2][Cl,Br,I,F])]

		3172		carbonyl C=CH2		[$([#6](=O)[#6]=[#6;H2])]

		3173		carbonyl C=CH-a		[$([#6](=O)[#6]=[#6;H1][a])]

		3174		carbonyl a-C=O C=CC(=O)-a		[$([#6v4X3][#6](=O)[#6]=[#6][#6](=O)[#6v4X3])]

		3175		carbonyl CH2C=O		[$([#6R0](=O)[#6H2][#6R0](=O))]

		3176		carbonyl C=[N,O,S]		[#6;$([C](=O)[C]=[O,S,NR0])]

		3181		a-C=[O,C] acid		[#6;$(C=[O,C])][C,S](=O)

		3182		a-[~#7+,O,S,Cl,Br,I] acid		[#6;$(C([O,Sv2X2,Cl,Br,I]))][C,S](=O)

		3183		a-CNC[C,S=O]OH acid (nitrilo acetic acid)		[#6;$([CX4][NX3][CX4]C(=O)O)][C,S](=O)

		3184		a-[#7+,H0] acid		[#6;$([#6][#7+;H0])][C,S](=O)

		3185		b-[#7+,H0] acid		[#6;$([#6][#6][#7+;H0])][C,S](=O)

		3186		r-[#7+,H0] acid		[#6;$([#6][#6][#6][#7+;H0])][C,S](=O)

		3190		OC(=O)C=,#C		[$([#8X2](C=O)[#6]=,#[#6])]

		3191		OCHC=,#C		[$([#8X2][#6H1,#6H2][#6]=,#[#6])]

		3192		OCHCHC=CH2		[$([#8X2][#6H1,#6H2][#6H1,#6H2][#6]=[#6H2])]

		3193		OCHCHC#C		[$([#8X2][#6H1,#6H2][#6H1,#6H2][#6]#[#6])]

		3194		OCHCH[Cl,Br,I]		[$([#8X2][#6H1,#6H2][#6H1,#6H2][Cl,Br,I])]

		3195		O,S-C(F)(F)C(F)F		[$([#8X2,#16][CX4]([F])([F])[CX4]([F])[F])]

		3196		OCC1OC1		[$([#8X2][#6H1,#6H2][#6r3][Or3])]

		3200		carbamate NC(=O,S)O[C,N]		[N;$([N;!H2][#6X3](=[O,S])[O][C,N]);!$([NR0]([C]=O)([C]=O)([C]=O));!$([NH1][C][CR1])]

		3201		carbamate NC(=O,S)Occ[O,N]		[N;$([N;!H2][#6X3](=[O,S])[O]cc[O,N]);!$([NR0]([C]=O)([C]=O)([C]=O));!$([NH1][C][CR1])]

		3202		carbamate NC(=O,S)Occcc[O,N]		[N;$([N;!H2][#6X3](=[O,S])[O]cccc[O,N]);!$([NR0]([C]=O)([C]=O)([C]=O));!$([NH1][C][CR1])]

		3203		carbamate NC(=O,S)Occ(CC)cc		[N;$([N;!H2][#6X3](=[O,S])[O]cc(CC)cc);!$([NR0]([C]=O)([C]=O)([C]=O));!$([NH1][C][CR1])]

		3210		NN, hydrazine general, not in ring		[Nv3X3R0;$([N][Nv3X3])]

		3234		SH thiophenol		[Sv2X2H1;$(Sc1ccccc1)]

		3235		SH mercaptan, not hindered		[$([Sv2X2H1][CX4v4]);!$([Sv2X2H1]C(CC)(CC)CC)]

		3236		SH general		[$([#16v2X2H1][#6])]

		3501		sterically hindered ortho O,S,N,P		[O,S,N,P;$([*][#6;X3;R1][#6;X3;R1][#6;X4;R0]([#6X4R0])([#6X4R0]))]

		3502		sterically hindered ortho C=O, C=S		[C;$([C,P](=[O,S,N])[#6;X3;R1][#6;X3;R1][#6;X4;R0]([#6;X4;R0])([#6;X4;R0]))]

		3535		disulfide exception		[#16v2X2H0;$([S]([#6X4H3,c])[Sv2X2H0][#6X4H2,c])]

		3536		disulfide general		[#16v2X2H0;$([S]([#6X4,c])[Sv2X2H0][#6X4,c])]

		3537		2-mercapto-thiazol		[#16v2X2H1;$(S[cr5]([sr5,or5])[nr5])]

		3539		aromatic n=c-thiol		nc-[SH1]

		3550		sulfonylurea		[c,N,O]S(=O)(=O)N~C(~O)~N

		3600		organo-tin		[Sn;$([Sn;v4][#6])]

		4034		carboxylic acid C(=O)(C,c)OH, hindered		[#6;$([#6](=[#8])([#6R][#6R0])[#8H1])]

		4119		n+, N+ alkyl chain <6		[$([N,n;+]);!$([N+]CCCCCC)]

		4120		n+, N+ alkyl chain >=6		[$([N,n;+]);$([N+]CCCCCC)]

		4149		-C#N[$Aliphatic]		[NX1]#C[$([A;!P;!N;!S;!Se]);!$(C=N)]

		4150		-C#N[$aromatic]		[NX1]#[C][a]

		4168		-C(=O)O[$aromatic]		[a]C(=O)[OD2][!Na;!K;!Li]

		4199		-CL[$aromatic]		[a;!n][Cl]

		4204		-COOH[$Aliphatic]		[A][CD3](=[OX1])[OH1]

		4205		-COOH[$aromatic]		[a][CX3](=[OX1])[OH1]

		4207		-F[$aromatic]		[a][F]

		4227		-N[$an aromatic]		[N;$([Nv3X3][a]);!$([Nv3X3]([a])[a]);!$([Nv3X3]([a])([a])[a]);!$([Nv3X3]-[P]);!$([Nv3X3]([CX3]=[C])[CX3]=[C])]

		4228		-N-[$two aromatic]		[N;$([Nv3X3]([a])[a]);!$([Nv3X3]-[P])]

		4259		-NO2[$aromatic]		[N;$(N([a])(=O)=O),$([N+]([a])(=O)[O-])]

		4315		-S-[$two aromatic]		[a][Sv2X2][a]

		4320		-S(=O)-[$aromatic]		[a][Sv4!H](=[OX1])[A;!O;!N]

		4321		-S(=O)-[$Aliphatic]		S(=O)A

		4322		-S(=O)-[$two aromatic]		[a][Sv4!H](=[OX1])[a]

		4501		aromatic ring (sPilot1)		[c;R]

		4504		>C=O or >C=S (sPilot4)		[CX3]=[OX1,SX1]

		4507		halogen		[F,Cl,Br,I]

		4510		aromatic NH2		c-[N;H2]

		4511		heteroaromatic-C=C		[n,c;R;$([n,c]C=C);!$(c1ccccc1)]

		4515		o-disubstitued pix2, pi-n-pi		cOC(=O)[c;R][c;R]C(=O)Oc

		4519		X-CC=/#		[C;X4;$(C[Cl,Br,I]);!$(C([F,Cl,Br,I])([F,Cl,Br,I])([F,Cl,Br,I]))][C,c]=,#[C,c,O,S,N]

		4520		halogen(Cl,Br,I) a- to pi electron		[$([Cl,Br,I]CC=C),$([Cl,Br,I]Cc);!$([Cl,Br,I]C([Cl,Br,I])c)]

		4521		b-halogen(Cl,Br,I) to lone pair (b-atom) XCC(O,N,S..)		[Cl,Br,I][C;$([C;X4;H1]),$([C;X4;H2])][CX4;$(C[OH]),$(C[NH]),$(C[SH])]

		4523		perfluoro ethylene -CF2CF2-		[C;$(C(F)(F))][C;$(C(F)(F))]

		4525		acidic -C(=O)CH2-C(=O)- or N#C-CH2-C#N		[CH2;R0;$(C(C(=O))C(=O)),$(C(C#N)C#N)]

		4526		a,b-unsaturated C=,#(Het)		C=[C;H1;$(CC=O),$(CC#N)]

		4527		-C=C(C)C(=O,#N)-		C=[C;H0;$(CC=O),$(CC#N)]

		4528		XCCCX 1,3-Halogen		[Br,I][C,X4][C,X4][C,X4][Br,I]

		4529		PRE:aldehyde ar-CX2		c[CH]([Cl,Br,I])[Cl,Br,I]

		4532		n+ or N+ or P+ or S+		[n,N,P,S;+;!$([#7v4+][O-])]

		4534		LAS NP surfactant		CCC[C;$(c1ccccc1)]

		4535		disulfide not ph-S or CH3-S		[#16X2H0;$([S][C,c]);!$(S[C;H3]);!$(S[cccccc])][#16X2H0;$([S][C,c]);!$(S[C;H3]);!$(S[cccccc])]

		4536		PRE:b-diketone (diketene)		C(=O)CC([O;r4])=C

		4537		PRE:aldehyde (Vinyl ester)		C(=O)O[C;H1]=C

		4538		thiol, mercaptane		[S;X2;H1][C;!$(C=[O,S,N,P]);$(C[C,c])]

		4539		thiophenol		c[S;X2;H1;!$(Scn)]

		4540		phenol		[O;H1][c;$(c1ccccc1);!$(ccN(=O)(=O));!$(cc[C;H1]=O);!$(cc[C](=O)O);!$(cccN(=O)(=O));!$(ccc[C;H1]=O);!$(ccc[C](=O)O);!$(ccccN(=O)(=O));!$(cccc[C;H1]=O);!$(cccc[C](=O)O)]

		4541		epoxide monocyclic		[#8r3;$([#8]1[#6R1][#6R1])]

		4542		epoxide dicyclic (poor Sn2)		[#8r3;$([#8]1[#6R2][#6R2])]

		4543		MF:not C,c,O,F		[!C;!c;!O;!F]

		4544		aromatic nucleophilic substitution (dinitrobenzene)		[$([Cl,Br,I]c1c([Nv5X3])cc([Nv5X3])cc1),$([Cl,Br,I]c1c([Nv5X3])cccc1([Nv5X3]))]

		4545		PRE:HS-C-X (e.g. thioacetal)		[P,C](=[O,S])S[C,H2][S,N,O]

		4546		hetero aromatic m6, n>0		[n;r6]

		4554		peroxy OO, not hindered (OO-t-C, OO-ring-o-C,c)		[#8;$([#8][#8]);!$([#8][#6]([#6])[#6]);!$([#8]([#6R1][#6R1][#6R0])([#6R1][#6R1][#6R0]));!$([#8][#6]=[#8])]

		4555		imide 5 membered ring		[C;!$(C(=O)[O,S,Cl,Br,I,F])](=O)[N;X3;r5;!$(C(=O)[O,S,Cl,Br,I,F])][C;!$(C(=O)[O,S,Cl,Br,I,F])](=O)

		4556		imide 6 membered ring		[C;!$(C(=O)[O,S,Cl,Br,I,F])](=O)[N;X3;r6;!$(C(=O)[O,S,Cl,Br,I,F])][C;!$(C(=O)[O,S,Cl,Br,I,F])](=O)

		4557		alkyl surfactant		OS(=O)(=O)[C;X4][C&X4,C&$(C(=O))][OX2,CX4][C;X4][C;X4][C;X4]

		4560		indole alkaloid		c1ccc2[C,c](CCN)[C,c][N,n]c2c1

		4700		o-non substituted aniline NH2		[N;H2;$(Nc([c;H1])[c;H1]ccc)]

		4702		-C(=O)H aldehyde, formyl-, -carbaldehyde, -al		[CX3H1](=O)[#6]

		4704		-C(=O)OH, carboxylic acid, carboxy-, -oic acid		[CX3](=O)[OX2H1]

		4705		-C(=O)O-, ester, oxycarbonyl, -carboxylate (not O-vinyl)		[#6;$([#6;R0](=O)([O;R0])[#6]);!$(CccN(=O)=O);!$(CC=[CH2,CH1])](=[OX1])O[#6;!$(C=O);!$(C=S);!$(C=N);!$(C=[CH2]);!$(CC=[CH2])]

		4708		a-halocarbonyl		[C;$(C[F,Cl,Br,I])]C=O

		4711		aliphatic-NH2		[N;H2;v3;X3;!$(NC=[S,N,O]);!$(NCC(=O)O)][C]

		4712		aromatic(Ho)-NH2		[N;H2][a;R;$(cccccc)]

		4713		aromatic(He)-NH2		[N;H2][a;R;!$(cccccc)]

		4714		o- or p-OH, NH2 substituted aromatic-NH2		[NH2,OH1;$([OH1,NH2]aa[OH1,NH2]),$([OH1,NH2]aaaa[OH1,NH2]),$([OH1,NH2]a[aR2]a[OH1,NH2])]

		4715		o- or p-OH substituted aromatic-OH		[OH1,OH1;$([OH1,OH1]aa[OH1,OH1]),$([OH1,OH1]aaaa[OH1,OH1])]

		4716		CH2=CC(=O)O		[C;H2]=CC(=O)O[C,c;!$(C=C);!$(CC1CO1)]

		4718		aliphatic ketone (use MF:CHO)		[C;H0;$(C(=O)([C])[C]);!$(C(=O)C[Cl,Br,I,F])!$(C(=O)C=Cc)]

		4719		C[H0,1] b-diketone		[C,c]C(=O)[C;X4;!$(C[F,Cl,Br,I]),H1,H0]([C,c])C(=O)[C,c]

		4720		o-substituted-aniline (for daphnid)		[N;H2;$(Nc([cH])c[C,OH0])]

		4721		cyclic b-diketone		[C;R]C(=O)[C;X4;H2;R]C(=O)[C;R]

		4722		ar-C(=O)-C		[c;$(cC(=O)C);!$(cC(=O)[C;H2]C(=O));!$(cC(=O)C[F,Cl,Br,I]);!$(cC(=O)C=C);!$(cC(=O)C[F,Cl,Br,I]);!$(c[O;H1]);!$(cc[O;H1]);!$(ccc[O;H1]);!$(c[n,N]);!$(cc[n,N]);!$(ccc[n,N]);!$(ccOCC=C);!$(cccOCC=C);!$(ccccOCC=C)]

		4723		ar-C(=O)-ar		[c;r5,r6;$(c[c,n,s,o]),$(cc[c,n,s,o]),$(ccc[c,n,s,o])]C(=O)[c;r5,r6;$(c[c,n,s,o]),$(cc[c,n,s,o]),$(ccc[c,n,s,o])]

		4724		>NH		[N;H1;v3;X3;$(N(C)C);!$(NC=[S,N,O])]

		4725		>N- unreactive		[N;H0;v3;X3;$(N(C)(C)C);!$(N(C)(C)C[CH2][OH1]);!$(N(C)(C)CC(=O)[O]);!$(NC=[S,N,O])]

		4726		ArNH(Cc)		[N;H1;v3;!$(NC(=O));!$(N([#6;X3;R2])[#6;X3;R2]);!$(NccccN)]([#6])[$(cccccc)]

		4727		ArN(Cc)2		[N;H0;v3;!$(NC(=O));!$(Nc1ccc([N,O,S])cc1)]([C,c&$(c1ccccc1)])([C,c&$(c1ccccc1)])[c;$(c1ccccc1)]

		4728		1,4-N-HoAr		[N;H2;$(Ncc[NH2,OH1]),$(Ncccc[NH2,OH1]),$(Nc[cR2]c[NH2,OH1]);!$(Ncc[Nv5X3,Cl]);!$(Nccc[Nv5X3,Cl]);!$(Ncccc[Nv5X3,Cl])]

		4731		oxine chelate		cnc([c;H0])[c;H0][O;H1]

		4732		nitrophenol count N		[c;$(c1ccccc1)][Nv5X3;$(Ncc[O;H1]),$(Nccc[O;H1]),$(Ncccc[O;H1])]

		4733		bisphenol		[C,O;$([C,O](cccc([O;H1])cc)cccc([O;H1])cc)]

		4734		halophenol		[O;H1][$(cc[Cl,Br,I]),$(ccc[Cl,Br,I]),$(cccc[Cl,Br,I]);!$(cn);!$(ccn);!$(cccn);!$(cc[OH1])]

		4735		nitrophenol		[c;$(c1ccccc1)][O;H1;$(Occ[Nv5X3]),$(Occc[Nv5X3]),$(Occcc[Nv5X3])]

		4736		ether C-O-C		[O;X2;H0;$(O(C)C);!r3;!$(OC[N,S,O,P]);!$(OC=[N,S,O,P])]

		4745		PO4 HC		[C,c,O][P](=O)([C,c,O][C,c])[C,c,O]

		4760		-SO3H, Sulfonic Acid, sulfo-, -sulfonic acid		[C,c,O]S(=O)(=O)[O;$([OH1]),$(O[Na,Li,K])]

		4765		test: amide not reactive test		[N;$(N[C](=O)[!N;!S;!O;!P]),$(N[C;H1](=O));!$(N[N,S,O]);!$(N(C=[O,S])C=O)]

		4766		test: amide reactive test		[N;$(NC(=O)C=[O,N,S]),$(N(C=O)ccO),$(NC(=O)C=[C;H2]);!$(N[N,S,O]);!$(N(C=[O,S])C=O)]

		4770		alcohol primary		[O;H1][C;H2;X4;$(C[C,c])][C;X4;!$(C[S,N,F,Cl,Br,I,Si,P])]

		4771		alcohol secondary		[O;H1][C;H1;X4;$(C[C,c])][C;X4;!$(C[S,N,F,Cl,Br,I,Si,P])]

		4772		alcohol tertiary		[O;H1][C;H0;X4;$(C[C,c])][C,c]

		4773		O-CC=C alcohol		[O;H1][C;H1,H2]C=C

		4774		O-CC#C		O[C;H1,H2]C#C

		4775		O-CCC=C		O[C;H1,H2]CC=C

		4776		O-CCC#C		O[C;H1,H2]CC#C

		4778		alcohol C1 (methanol)		[C;H3][O;H1]

		4781		carbamate or thiocarbamate (not NH2)		[N;X3;H0,H1;!$(N(C=[O,S])(C=[O,S]))][C](=[O,S])[O,S][N,c]

		4782		aldehyde reactive		[$(C[CH]=C),$(CC(F)(F)[F,Cl,Br,I]),$(CCC[O,S,Cl,Br,I]);$([C;H1](=O))][C]

		4786		P-Pest		[$([N,S,O][C,c])][P;!$(P(O)(O)(O)(=O))](=[O,S])[$([O,S,c][C,c])]

		4787		acid reactive		[#6;$(C=[O,C]),$(C(~[#7+,O,S,Cl,Br,I])[C,S]=O),$([CX4][NX3][CX4]C(=O)O),$([#6][#7+;H0]),$([#6][#6][#7+;H0]),$([#6][#6][#6][#7+;H0])][C,S](=O)[O;H1]

		4788		acid aliphatic		[C;X4;!$(C[F,Cl,Br,I,N,S,O,P]);$(C[CX4,c]),$([C;H3]),$(C1CCCCC1)]C(=O)[O;H1]

		4789		MF:Ccos		[!C;!c;!o;!s]

		4791		Pro: a,b-unsaturated C=O (amine elimination)		[C;X4;$([CH2][N;X3]),$([CH2][OH;X2,SH;X2]),$([CH2][Cl,Br,I])][C;X4;$([C;H1]),$([C;H2])][C;R0]=O

		4797		acid reactive		[C;$(C=[O,C]),$(C[#7+,O,S,Cl,Br,I]),$([C][N]CC(=O)O)]C(=O)[O;H1]

		4806		[C]		[C]

		4813		aromatic(Hetero)-NH2. excl. triazine		[N;H2][a;R;!$(c1ccccc1);!$(c1n[c,n][c,n]cn1)]

		4814		triazine N,n general		[#7;$([#7]1[#6][#7][#6][#7][#6]1)]

		4815		triazine n general		[n;$(n1cncnc1)]

		4847		MF:NOS_X, not oxazole, not CF2		[N,n,O,S,F,Cl,Br,I;!$(ncocc);!$(ncscc);!$(ncncc);!$(N#Cc);!$(FCF);!$(Clc);!$(Fc);!$(ncccc),$(nC=C),$(ncC=C),$(nccC=C),$(ncccC=C),$(nc-cc),$([n+])]

		4849		stable delocalized cation		ncc[C;H1][N;!$(C=O)]

		4886		terphenyl type		[c;r6]-[c;r6;$(cc(-[c;r6])),$(cac(-[c;r6])),$(caac(-[c;r6]))]

		4892		MF: not CHO  (kPilotO)		[!C;!c;!O]

		4893		MF: not CHOP		[!C;!c;!O;!P]

		4900		CC(C)(C)CC(C)(C)c1ccc(OCCO)cc1		CC(C)(C)CC(C)(C)c1ccc(OCCO)cc1

		4901		Aliphatic N NO		[Nv3]

		4904		Aliphatic P		[P]

		4907		thiol, reactive, not hindered		[$([#16v2X2H1][#6]);!$([#16v2X2H1][#6]=[#6,#7,#8,#16]);!$(Sc[n,s,o]);!$(SC(CC)(CC)CC);!$(Sc(cCC)c(CC))]

		4908		aromatic thiol => 341, 2447		[a][Sv2X2H1]

		4910		aromatic		[a]

		4911		aromatic n		[n]

		4912		aromatic o		[o]

		4913		aromatic s		[s]

		4914		aniline (compound, C6H7N)		[cH]1[cH][cH][cH][cH][c]1[NH2v3]

		4915		aromatic carbon-halogen (Cl, Br, I)		[c][Cl,Br,I]

		4916		aromativ SH general		[c][SH]

		4917		aromatic OH general		[c][OH]

		4918		aniline NH2 general		[NH2]c(ccc1)cc1

		4926		CO (Aliphatic aldehyde)		[CH](=O)[C]

		4927		CO (aromatic aldehyde)		[CH](=O)[c]

		4940		COC(Aliphatic ether)		[O;$(O([CX4])[CX4]);!$(OC[O,S,N])]

		4941		cO(C,c) (aromatic ether)		[O;$([O;R0]([c;R1]([!N])[c;R1]([!N])[c;R1]([!N]))[CX4,c;R1]([!N])[CX4,c;R1]([!N])[CX4,c;R1]([!N])[CX4,c;R1]([!N]))]

		4942		sulfide (C,c)S(C,c) not CX,O,S,N,P		[Sv2X2;$(S([Cv4X4,c])[Cv4X4,c]);!$(SC~[N,O,P,S,F,Cl,Br,I])]

		4946		sulfoxide		[S;$(S([Cv4X4,c])([Cv4X4,c])=[O]);!$(SC~[N,O,P,S,F,Cl,Br,I])]

		4955		Aliphatic & aromatic amide		[#6]C(=O)[Nv3X3;!$(N[C](=[N,S]))]

		4972		O=C-N		C(=O)[N;v3]

		4982		aromatic aldehyde reactice		[$(Ccc[OH]),$(Ccc[F,Cl]),$(Ccccc[F,Cl]),$(CcccC(F)(F)F),$(CccccC(F)(F)F),$(CccN(=O)(=O)),$(CcccN(=O)(=O)),$(CccccN(=O)(=O)),$(Ccn),$(Cccn),$(Ccccn);C;$([C;H1](=O))][c]

		4983		CX unreactive		[C;$([C;X3,C;X4]([F,Cl,Br,I]));!$(CC=,#[*]);!$([C;X4]c);!$([C;X4]C[O;H1])]

		6002		acrylate		[CX3]=[CX3H1][CD3](=O)[OD2;!$(O(C=O)(C=[!#6]))]

		6015		1,4-diaminobenzene		[c]1[c][c]([c][c][c]1[Nv3;!$([N]C(=O))])[Nv3;!$([N]C(=O))]

		6016		amine Nv3X3 o-, p-(Nv3, OH) w/o parent		[#7v3X3;!$([#7][*v6]);!$(N[#6](~[#7,#8,#16]));!$([NH2][c]1[cH][cH][c]([NH2,OH])[cH][cH]1);!$([NH2][c]1[c]([NH2,OH])[cH][cH][cH][cH]1);$(Ncc[Nv3,OH1]),$(Ncccc[Nv3,OH1])]

		6022		dinitroaniline(not  include amide)		[NX3;H2,H1,H0;!$(NC=O);!$(N=O)][cX3][$(c([#7](=O)(=O))c([#7](=O)(=O))),$(c([#7](=O)(=O))cc([#7](=O)(=O))),$(c([#7](=O)(=O))ccc([#7](=O)(=O))),$(c([#7](=O)(=O))cccc([#7](=O)(=O))),$(c([#7](=O)(=O))ccccc([#7](=O)(=O))),$(cc([#7](=O)(=O))c([#7](=O)(=O))),$(cc([#7](=O)(=O))cc([#7](=O)(=O)))]

		6025		dinitrobenzene		[N;$(N(=O)(=O)acN(=O)(=O)),$(N(=O)(=O)aacN(=O)(=O)),$(N(=O)(=O)aaacN(=O)(=O))]c1aaaaa1

		6030		epoxide		[C;R1]1[C;R1][#8]1

		6040		phenol reactive (o-,m-,p- OH, #7)		[c;$(c1ccc([#7,OH])cc1),$(c1cc([#7,OH])ccc1),$(c1c([#7,OH])cccc1)][OH]

		6041		phenol o-formyl		[#6H1;$([#6](=[#8])[#6][#6][OH])]

		6042		CH=N o-OH reactive (aldehyde analog)		[#6H1;$([#6](=[#7])[#6][#6][OH])]

		6046		thiocyanate		[#7!D1]=[C]=[#16]

		6050		sulfone amide		cS(=O)(=O)N

		6065		vinyl N		[#6][#7]C=[CX3H2]

		6099		hydrazine(NN, any)		[NX3v3R0;$([NX3v3][NX3v3]);!$([N;H2][#7;r5,r6][#6;r5,r6](=O))]

		6105		a-halo-CN		N#CC[I,Br,Cl]

		6108		o-di-CN-aromatic		N#C[a][a]C#N

		6109		pyrethroid		cOcccCO[C,NX2]Cc

		6110		pyrethroids-a1		C=CC1C(C(OC[c,N])=O)C1

		6111		pyrethroids-a2		[C&r3&$(CC(=O)OCC=C),C&r3&$(CC(=O)OCa)]

		6112		pyrethroids-b		aa(a)[C,O]aaaCOC(=O)C

		6213		carbamate4		[A]NC(=O)[O][a,N]

		6518		4-O-phenol		[OH]aaaa[OH]

		6568		1-N-2-OH-Ar OH free, include oxine		[#7v3][aR2]a[OH]

		6600		amine?edetic acid		[#7v3X3;$([#7](CC(=O)O)CC(=O)O),$([#7](CC(=O)O)CCNCC(=O)O)]

		6631		cCH=CH2 (unreactive)		[C;H2]=[C;H1]c

		6930		(C,c)-SO2-O-(H,Na,K,Li)		[C,c,O]S(=O)(=O)[OH,$(O[Na,K,Li])]

		6933		C1=NN=CC(=O)N1N		C1=[N;v3][N;v3]=CC(=O)[N;v3]1[N;v3]

		6950		anti-microbial (irgasan)		[O;H1]ccOccCl

		6961		naphthalene		c1ccc2ccccc2c1

		6963		triazine		[S,Cl,O]c1nc(N)nc(N)n1

		6969		benzo-aromatic n,s,o ring (unreactive)		[n,s,o;R1;$([n,s,o][c;R2]),$([n,s,o]c[c;R2]),$([n,s,o]cc[c;R2])]

		6978		pyridine NH2		[N;H2;$(Nc1ncccc1),$(Nc1cnccc1),$(Nc1ccncc1)]

		6981		pyridine 3-NH2 (reactive)		[N;H2;$(Nc1cnccc1)]

		6982		C(Cl,Br,I)(C=O)OH (reactive)		[Cl,Br,I]CC(=O)[O;H1]

		6983		pyridine (measured)		[n;$(n[c;H1][c;H1][c;H1][c;H1][c;H1]),$(n[c;H1][c]([C;H3])[c;H1][c;H1][c;H1])]

		6984		biphenyl (parent, p-C)		[c;$([c;H1]1[c;H1][c;H1][c]([c;H1][c;H1]1)[c]2[c;H1][c;H1][c;H1,H0][c;H1][c;H1]2)]

		6985		Cl2C=CCl2 (measured)		[C;$(C(Cl)(Cl)=C(Cl)Cl)]

		6986		1,2-dichloro CHCl-CHCl		[C;$([C;R0;H1,H2](Cl)[C;R0;H1,H2]Cl)]

		6987		gem-Cl C(H)(Cl)(Cl)CH		[C;$([C;H1](Cl)(Cl)[C;H1,H2,H3])]

		6988		ClC=CCH2Cl		[C;H2;$(C(Cl)C=CCl)]

		6989		1-NO2 4-NO2, halogen		[Nv5X3;$(N(=O)(~O)c1ccc([F,Cl,Br,I,Nv5X3])cc1);!$(Ncc[Nv3,O,S]);!$(Nccc[O,S,Nv3])]

		6990		ether reactive O-C=CH2		[#8H0;!$([#8]C=[O,N,S]);$([#8][#6]=[#6H2])]

		7999		n r6 OH not reactive		[n;$(n:c[OH]),$(n:[c;R1]([!N]):c[OH]),$(n:[c;R1]([!N]):[c;R1]:c[OH])]





substruction_def_for_AD

		FragID		SubstructureClassName		SMARTS

		5001		Lithium [Li]		[#3]

		5002		Sodium [Na]		[#11]

		5003		Boron [B]		[#5]

		5004		NH 5 menbered aromatic		[#7r5H1;$([#7](a)(a))]

		5006		Silicon [Si]		[#14]

		5007		Nitrogen [N,n]		[#7]

		5008		Oxygen [O,o]		[#8]

		5012		Arsenic [As]		[#33]

		5013		Selenium [Se]		[#34]

		5014		Potassium [K]		[#19]

		5016		Sulfur [S]		[#16]

		5017		Tin [Sn]		[#50]

		5018		Phosphorus [P]		[#15]

		5019		halogen C-[Cl,Br,I]>2 CF2>3		[F,Cl,Br,I;$([Cl,Br,I]C[Cl,Br,I]),$(FC(F)C(F)(F)C(F)(F))]

		5020		Mechanism=SNAr 1		c1([F,Cl,Br,I,$(N(=O)~O)])c([F,Cl,Br,I,$(N(=O)~O),$(C#N),$(C=O),$(C(F)(F)F),$(S=O)])cc([F,Cl,Br,I,$(N(=O)~O),$(C#N),$(C=O),$(C(F)(F)F),$(S=O)])cc1

		5021		Mechanism=SNAr 2		c1([F,Cl,Br,I,$(N(=O)~O)])c([F,Cl,Br,I,$(N(=O)~O),$(C#N),$(C=O),$(C(F)(F)F),$(S=O)])cccc1([F,Cl,Br,I,$(N(=O)~O),$(C#N),$(C=O),$(C(F)(F)F),$(S=O)])

		5022		Mechanism=SNAr 3		c1([F,Cl,Br,I,$(N(=O)~O)])ncc([F,Cl,Br,I,$(N(=O)~O),$(C#N),$(C=O),$(C(F)(F)F),$(S=O)])cc1

		5023		Mechanism=SNAr 4		c1([F,Cl,Br,I,$(N(=O)=O)])ncccc1([F,Cl,Br,I,$(N(=O)=O),$(C#N),$(C=O),$(C(F)(F)F),$(S=O)])

		5024		Mechanism=SNAr 5		c1([F,Cl,Br,I,$(N(=O)=O)])ncccn1

		5025		Mechanism=SNAr 6		c1([F,Cl,Br,I,$(N(=O)=O)])ncncc1

		5026		Mechanism=SNAr 7		c1([F,Cl,Br,I,$(N(=O)=O)])ncc([F,Cl,Br,I,$(N(=O)=O),$(C#N),$(C=O),$(C(F)(F)F),$(S=O)])nc1

		5027		Mechanism=SNAr 8		c1nc([F,Cl,Br,I,$(N(=O)=O)])ncn1

		5028		Mechanism=SNAr 9		[F,Cl,Br,I,$(N(=O)(=O))]c1c([$(C(F)(F)(F)),$(S=O),F,Cl,Br,I,$(N(=O)(=O)),$(C#N),$(C=O)])cncc1

		5029		Mechanism=SB 1 modified		[CH2]=[O,SX2]

		5030		Mechanism=SB 2 modified		[CX4][CH]=[O,SX2]

		5031		Mechanism=SB 3 not use		[a][CH]=O

		5032		Mechanism=SB 4 modified		C(C)(C)=CC=[O,SX2]

		5033		Mechanism=SB 5		[C;!r5]([C;!r5])=[C;!r5](C)[C;!r5]=[O,SX2;!r5]

		5034		Mechanism=SB 6		[#6]C(=[O,SX2])C(=[O,SX2])[#6]

		5035		Mechanism=SB 7		[#6]C(=[O,SX2])[CX4]C(=[O,SX2])[#6]

		5036		Mechanism=SB 8		[#6][$([NX2]=O),$(N=C=O),$(OC#N),$(SC#N),$(N=C=S)]

		5037		Mechanism=pro-SB 1		[CH2][NH2]

		5038		Mechanism=pro-SB 2		[CH2]N([CH3])[CH3]

		5039		Mechanism=pro-SB 3		CC(C)=[CH][CH2][OH]

		5040		Mechanism=pro-SB 4		CC=C(C)[CH2][OH]

		5041		Mechanism=Michael 1		[CH2,CH]=[CH][$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5042		Mechanism=Michael 2		[CH2]=C[$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5043		Mechanism=Michael 3		aC=C[$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5044		Mechanism=Michael 4		C#C[$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5045		Mechanism=Michael 5		[CH2,CH]=[CH]C=C[$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5046		Mechanism=Michael 6		[CHR]=[CR][$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5047		Mechanism=Michael 7		C=C([F,Cl,Br,I])[F,Cl,Br,I]

		5048		Mechanism=Michael 8		c1c(=[O,NH2,NH])c(=[O,NH2,NH])ccc1

		5049		Mechanism=Michael 9		c1c(=[O,NH2,NH])ccc(=[O,NH2,NH])c1

		5050		Mechanism=Michael 10		C1=[C,N][$(S(=O)(=O)),$(C=[N,O]),$(S=O)][C,N]=C1c2ccccc2

		5051		Mechanism=Michael 11		[CH2,CH]=C1C(=[O,SX2])**C1

		5052		Mechanism=proMichael 1		c1c([OH,NH2,NH])c([OH,NH2,NH,$(N=N),$(N(C)C)])ccc1

		5053		Mechanism=proMichael 2		c1c([OH,NH2,NH])ccc([OH,NH2,NH,$(N=N),$(N(C)C)])c1

		5054		Mechanism=proMichael 3		c1([OH])c(O[CH3])cccc1

		5055		Mechanism=proMichael 4		c1([OH])ccc(O[CH3])cc1

		5056		Mechanism=proMichael 5		c1c([OH])ccc(C=C[CH3])c1

		5057		Mechanism=proMichael 6		c1c([OH,NH2,NH])cc([OH,NH2,NH,$(N(C)C)])cc1

		5058		Mechanism=proMichael 7		C([F,Cl,Br,I])[CH2,CH][$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5059		Mechanism=proMichael 8		[$([CH]=[CH2,CH]),$(C(C)=[CH2,CH]),$(C#C);!$(C(C)=CC)][CH2][OH]

		5060		Mechanism=proMichael 9		c1([OH])ccc([CH2][CH]=[CH2])cc1

		5061		Mechanism=proMichael 10		c1(O[CH3])ccc([CH2][CH]=[CH2])cc1

		5062		Mechanism=proMichael 11		[OH]c1cccc2ccccc12

		5063		Mechanism=proMichael 12		F[CH2,CH]C(F)[$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5064		Mechanism=proMichael 13		Cl[CH2,CH]C(Cl)[$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5065		Mechanism=proMichael 14		Br[CH2,CH]C(Br)[$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5066		Mechanism=proMichael 15		I[CH2,CH]C(I)[$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5067		Mechanism=SN2 1		[CH,CH2,CH3;!$([CH2]CC=[O,S])][F,Cl,Br,I,$(OS(=O)(=O)[#6,#1]),$(OS(=O)(=O)O[#6,#1])]

		5068		Mechanism=SN2 2		[#6]1[O,N,SX2][#6]1

		5069		Mechanism=SN2 3		C1C(=[O,S])[O,S][CH2,CH]1

		5070		Mechanism=SN2 4		[$(C=C),$(C#C),a][CH2,CH][O,S][$([CH]=O),$([CH]=S),$(C(C)=O),$(C(C)=S),a]

		5071		Mechanism=sulphurSN2 1		[#6]1=,:[#6]C(=[O,SX1])N[SX2]1

		5072		Mechanism=sulphurSN2 2		[#6][O,SX2,N][O,SX2,N][$([CH]=O),$([CH]=S),$(C(C)=O),$(C(C)=S),a]

		5073		Mechanism=oxophilicSN2 1		[CH2,CH3][NX3][NX2]=[O,S]

		5074		Mechanism=pro-SN2 1		c1ccc2cc3ccccc3cc2c1

		5075		Mechanism=pro-SN2 2		c1ccc2c(c1)ccc3ccccc23

		5076		Mechanism=acylating 1		[!$(C=C);!$(C#C)]C(=[O,SX1,N])[F,Cl,Br,I]

		5077		Mechanism=acylating 2		[!$(C=C);!$(C#C)]C(=[O,SX1,N])[O,S,N][a]

		5078		Mechanism=acylating 3		[!$(C=C);!$(C#C)]C(=[O,SX1,N])[O,S,N]C(=[O,SX1,N])

		5079		Mechanism=acylating 4		[!$(C=C);!$(C#C)]C(=[O,S,N])[O,S][$(C=C),$(C=N),$(C#C),$(C#N)]

		5080		Mechanism=acylating 5		[#6]1C(=[O,S])[O,N,S][#6]1

		5081		Mechanism=acylating 6		[C,N,O,S,a]c1[n,o,s]c2ccccc2[n,o,s]1

		5082		Mechanism=acylating 7		[#6]1[#6](=[N,O,S])[#7,#8,#16][#6][#7,#8,#16]1

		5083		Mechanism=acylating 8		[C,O]=[#6]1[#7,#8,#16][#6](=[O,N,SX1])c2ccccc12

		5084		Mechanism=acylating 9		[!$(C=C);!$(C#C)]C(=[O,SX1,N])[O,S,N][CX4,O,S][$(C=O),a,$(C=C),$(C#C),$(C=N),$(C#N)]

		5085		Mechanism=pro-SN2 KATE		cC(=O)C[O;H1]

		5086		CFCFCF		C([F,Cl,Br,I])([F,Cl,Br,I])C([F,Cl,Br,I])([F,Cl,Br,I])C([F,Cl,Br,I])([F,Cl,Br,I])

		5087		CFCF attached not to Cc		C(F)(F)C(F)(F)[!$([#6])]

		5088		HRAC Aa		[C;$(C(O[c;r6][c;r6][c;r6][c;r6]Oc)(C)C(=O)[O,N])]

		5089		HRAC Ab		[C;$(C(=NOC)(C)[C;r6](C=O)C=O),$(C(=NOC)(C)[C;r6](=C[O;H1])C=O)]

		5090		HRAC Ba		[S;$(S(=O)(=O)[N]~C([O;H1,H0])~N~[#6](~[#7])~[#7])]

		5091		HRAC Bb		[C;$([C;r5](=[N;r5][C;r5](=O))([N;r5])cc)]

		5092		HRAC Bc		[S;$(S(=O)(=O)(Nc)c(n)(n)),$(S(=O)(=O)(c)Nc(n)(n))]

		5093		HRAC Bd,f		[c;$([c;r6]([O,S,C]c)(nc(OC))nc(OC))]

		5094		HRAC Be		[S;$(S(=O)(=O)(c)~N~C(~O)[#7;r5])]

		5095		HRAC C1a		[c;$([c;r6]([Cl,S,O])(~[#7;r6]~[#6;r6](~N)~[#7;r6]~[#6;r6](~N)))]

		5096		HRAC C1b		[N;$([N;H2][#7;r5,r6][#6;r5,r6](=O))]

		5097		HRAC C2a		[N;$(N(~c)C(=O)N([C,O])),$(N(c)~C([O;H1])~N([C,O]))]

		5098		HRAC C2b		[N;$(N(C(=O)C)[c;r6][c;r6][c;r6][Cl,Br]),$(N(=C([O;H1])C)[c;r6][c;r6][c;r6][Cl,Br])]

		5099		HRAC C3a		[O;H1;$(Oc(c([Br,I,Cl])c)c([Br,I,Cl])ccC#N),$(Oc(c([Br,I,Cl])c)c([Br,I,Cl])ccC=NO)]

		5100		HRAC Na		[C;$(C(N(C)(C))(=O)SC)]

		5101		HRAC Nd		[C;$(C([Cl,F])C(=O)[O;H1])]

		5102		HRAC Nc		[O]c1cc2c(OC[C;X4]2)cc1

		5103		HRAC K1a		[N;$(N(C)c(c(N(=O)(=O)))cN(=O)(=O));!$(NC=[O,S]);H0,H1]

		5104		HRAC K3b		[N;$(N(C(=O)CCl)[c]),$(N(C(=O)CCl)C=C)]

		5105		HRAC K3d		[N;$(NC(=O)C([C,c])[O,c]),$(N=C([O;H1])C([C,c])[O,c])]

		5106		HRAC K3e,d, Oa chomeprop		[N;$(NC(=O)C[O,c]c),$(N=C([O;H1])C[O,c]c)]

		5107		HRAC Oa		[O;$(O(c1c([Cl,CH3])cc([Cl,CH3])cc1)CC(=O)[OH]),$(O(c1c([Cl,CH3])cc([Cl,CH3])cc1)CCCC(=O)[OH])]

		5108		HRAC Ob,c		[C;$(C(c1c(Cl)ccc(Cl)[c,n]1)(=O)[OH])]

		5109		HRAC Oc		[O;$(O(c1c(Cl)cc(Cl)cn1)CC(=O)[OH])]

		5110		HRAC M		[O;H1;$(Occ(N(=O)(=O))cc(N(=O)(=O))cc)]

		5111		FRAC 29a		[O;H0;$(Occ(N(=O)(=O))cc(N(=O)(=O))cc)]

		5112		HRAC C3a		[O;$(Oc1c([I,Br,Cl])cc(C#N)cc([I,Br,Cl])1)]

		5113		HRAC Pa		[N;$(N=CccC(=O)[O]),$(NC(=O)ccC(=O)[O])]

		5114		HRAC C1d		[#7;$([#7;r6]~[#6;r6]([O;H1])~[#7;r6]([C;H0,H1])~[#6,r6](=O)~[#6,r6]),$([#7;r6]~[#6;r6](=O)~[#7;r6]([C;H0,H1])~[#6,r6](=O)~[#6,r6])]

		5115		HRAC Ea		[O;$(O(c)c1c(Cl)cc(Cl)cc1),$(O(c)c1c(Cl)cc(C(F)(F)F)cc1)]

		5116		HRAC Ec,d		c1([Cl,F])c([O,S,C&$(C=O)])cc([N,n,c&$(cn)])c([Cl,F])c1

		5117		HRAC La		[N;$(N#Cc1c(Cl)cccc(Cl)1),$([N;H1]=C([S,O])c1c(Cl)cccc(Cl)1)]

		5118		HRAC F1b		n1[c;$(cOc),$(cC(=O)Nc),$(cC([O;H1])=Nc)][c;$([c;H1]),$(cC(=O)Nc),$(cC([O;H1])=Nc)]cc[c;$([c;H1])$(cC(=O)Nc),$(cC([O;H1])=Nc)]1

		5119		HRAC Da		[n;+;$([n;+]cc[n;+]),$([n;+]cccccc[n;+])]

		5120		HRAC Lb		[N;$(N(c)C(=O)(c)),$(N(c)=C([O;H1])c)]

		5121		HRAC Ld,Od		O=C([O;H1])c1cccc2cccnc21

		5122		HRAC K2a		[N;$(N(c)=C([O;H1])OC),$(N(c)C(=O)OC)]

		5123		HRAC K1c		n1[c;$(cC(F))][c;$(cC(=[O,N])[O,S]C)]cc[c;$(cCF)]1

		5124		HRAC K3h		[S;$(S(=O)(=O)(Cc)C1=NOCC1)]

		5125		HRAC Ga, Ha		[N;$(N(CP)CC(=O)O),$(NC(CCP)C(=O)O)]

		5126		HRAC F2a		[C;$([C;r6]([C;r6]=O)([C;r6]=O)C(=O)c)]

		5127		HRAC C3c		n1nc(c)c([O;H1,$(OC=O)])cc1

		5128		HRAC F2b		n1oc([C;r3])c(C(=O)c)c1

		5129		HRAC K1e		[c;$(cC(=O)O)]1[c;$(c[Cl,H])][c;$(c[Cl,H])][c;$(cC(=O)O)][c;$(c[Cl,H])][c;$(c[Cl,H])]1

		5130		HRAC Lc		n1[c;$(cC(=O)N)]n[n;$(n([c,C])c)][c;$(c[c,C])]1

		5131		HRAC Eh		n1([c,C])c(=O)ccn(C)c1(=O)

		5132		HRAC Ia		[C;$(C(=NS(=O)(=O))([O;H1])O[C,c]),$(C(NS(=O)(=O))(=O)O[C,c])]

		5133		HRAC F3a		[N;$(N~c1nncn1)]

		5134		HRAC C3b		N1S(=O)(=O)N(C)C(=O)cc1

		5135		HRAC mix		[n;r5,r6][n;r5,r6]c(~[O,N])

		5136		IRAC 4 nicotinic AChR agonist		nccC[S&$(S(=N)(=O)C),N&X3&!$(NC=[S,O])]

		5137		IRAC 4 nicotinic AChR agonist dinotefuran		[O;X2]CCC[N&X3&!$(NC=[S,O])]

		5138		IRAC 21 chain 4		c~[OR0,CR0,NR0;!$(N~N);!$(NC(~O)~N)]~[OR0,CR0,NR0;!$(N~N);!$(NC(~O)~N)]~[OR0,CR0,NR0;!$(N~N);!$(NC(~O)~N)]~[OR0,CR0,NR0;!$(N~N);!$(NC(~O)~N)]~c

		5139		IRAC 21 chain 3		[c][OR0,CR0,NR0;!$(N~N);!$(NC(~O)~N)][OR0,CR0,NR0;!$(N~N);!$(NC(~O)~N)][OR0,CR0,NR0;!$(N~N);!$(NC(~O)~N)][c]

		5140		IRAC 21 chain 2		c[S;!$(S=O)][CX4]c

		5141		IRAC 1A carbamate or chose 4780		[C&$(C(=[N;H0])(O)O[c,N]),C&$(C([N;H1,H0])(=O)O[c,N]),C&$(C([N;H1,H0])(=O)[n;r5]);!$(C(=O)N(C=O))]

		5142		IRAC 15		[$(cN=C([O;H1])N=C([O;H1])c),$(cNC(=O)N=C([O;H1])c),$(cNC(=O)NC(=O)c)]

		5143		IRAC 18   cC(=O)NNC(=O)c		[$(cC(=O)N([C;X4;H0])NC(=O)c),$(cC(=O)N([C;X4;H0])N=C([O;H1])c)]

		5144		IRAC 25 cC(C#N)<pi electron, enol,>Cc		[$(C(C#N)(c)C(=O)c),$(C(C#N)(c)=C(O)c)]

		5145		IRAC 26 cC(=O)Nca[c,C]N		[$(c[N;H1]C(=O)c[c,n][#6]~[#7]),$(cN=C([O;H1])c[c,n][#6]~[#7])]

		5146		IRAC 3B		[C;$(C(c)(c)C(Cl)Cl)]

		5147		IRAC 3A		[C;$(C(=O)[C;r3][C;r3][C;r3]C=C),$(C(=O)[C;r3][C;r3][C;r3]c),$(C(=O)[C;r3][C;r3][C;r3]C[Br,Cl,I])]

		5148		IRAC 3A		[O;$(O([c;r6])[c;r6][c;r6][c;r6]C(O)C#N),$(O([c;r6])[c;r6][c;r6][c;r6][C,Si][C,O][C,O][C,Si][c;r6])]

		5149		IRAC 2A		[C;$([C;R2](Cl)C(Cl)~C(Cl)[C;R2](Cl))]

		5150		IRAC 2B		[N;H2;$(N[c;r5][n;r5](c)[n;r5][c;r5]C#N)]

		5151		IRAC 5		[C;$([C;r12](=O)([O;r12][C;r12])C[C;R2;r5,r12])]

		5152		IRAC 6		[C;$([C;r16](=O)([O;r16][C;R2,r6,r16])[C;R2;r6,r16])]

		5153		IRAC 7		[O;$(O([c;r6])[c;r6][c;r6][c;r6][c;r6]OCC[O,N])]

		5154		IRAC 7		[C;$(C(=O)(OCC)C=C(C)C=CCC(C)C)]

		5155		IRAC 8		[C;$(C(S)(S)=N-C),$(C(=S)(S)NC),$(C[Cl,Br,I]),$(C(Cl)(Cl)(Cl)N(=O)(=O))]

		5156		IRAC 8		[$(S(=O)(=O)F),$(B(O)(O)(O))]

		5157		IRAC 10		[$(c-cnnc-c),$(c-CN=C-c),$(c-CCNC([O;H1])=NC),$(c-CCNC(=O)[N;H1])C]

		5158		IRAC 12		[O;$(O([c;r6])[c;r6][c;r6][c;r6][c;r6][N;H1]C(=S)[N]),$(O([c;r6])[c;r6][c;r6][c;r6][c;r6]N=C([S;H1])[N])]

		5159		IRAC 12		[S;$(S(c)(=O)(=O)c),$(S(=O)(O)(OCC#C))]

		5160		IRAC 12		[Sn;+]

		5161		IRAC 14		[C;X4;$(C(N(C)C)(C[S;H0])C[S;H0])]

		5162		IRAC 16		[N;R1;$(N(C)(C(=N)[S;R1])(C(=O)[N;R1]))]

		5163		IRAC 17		[#7;R1;r6;$([#7;r6]~[#6;r6](~[#7])~[#7;r6]~[#6;r6](~[#7])~[#7;r6]~[#6;r6](~[#7]))]

		5164		IRAC 19		[N;$(N([C;X4])(C=Nc)C=Nc)]

		5165		IRAC 20		[$(cC=CC=NN),$([c;R2][C;r6](=O)[C;r6]=[C;r6][C;r6](=O)[c;R2]),$(COC=CC=O)]

		5166		IRAC 22		[c;$(cNC(~O)~NN=C(c)([c,C]))]

		5167		IRAC 23		[C;R2;$([C;r5][O,N]~C(~O)[C;r5]=[C;r5])]

		5168		IRAC 24		[C;-]#N

		5169		IRAC 24		[P;H1,H2,H3]

		5170		IRAC 25		[C;$(C(C#N)(c)=CO),$(C(C#N)(c)C(=O)[O,#6])]

		5171		IRAC 28		[C;R0;$(C(~O)(~N[c;r6][c;r6][C;H3])[c;r5,r6])]

		5172		IRAC  3A pyrethroid		cOcccCO[C,NX2]Cc

		5173		IRAC 1B phospho pestpest		[P&!$(P[OH,SH])&!$(P(=O)([O,c,CX4])([O,c,CX4])[O,c,CX4])&$(P(=[O,S])([O,S,N,C,c])([O,S,N])[O,S,N,F]),P&!$(P[OH,SH])&!$(P(=O)([O,c,CX4])([O,c,CX4])[O,c,CX4])&$(P(=O)Oaa[F,Cl,Br,I]),P&!$(P[OH,SH])&$(P(=O)Oaaaa[S,F,Cl,Br,I])]

		5180		fungicide imidazole		[#7r5;$([#7]C(CO)),$([#7]C(a)(a)a)]

		5201		hetero-hetero bond		[$([NR0,OR0,SR0,P]~[!#6]);!$(N~O);!$(S~O);!$(P~O);!$(O~[N,S,P])]

		5203		hetero-hetero-hetero		[$([!#6](~[!#6])~[!#6]);!$([P][S,O]);!$([P,S,N]=[S,O]);!$([#7R1]~[#7R1]~[#7R1])]

		5267		C1-3 sulfate, OSO2CF3 alkylation		[CH,CH2,CH3;!$(CCCC)][$(OS(=O)(=O)C(F)(F)F),$(OS(=O)(=O)O[#6])]

		5500		amin (daphnid ACR100)		[#7;v3;X3;!$([#7][!#6]);!$([#7][#6;X3]([#7])[#7]);!$([#7][#6]=,#[!#6]);!$([#7][!#6;R][!#6;!#7;!#8;!#16;R][!#6;!#7;!#8;!#16;R][!#6;!#7;!#8;!#16;R])]

		5600		organo-tin (IV)		[Sn;$([Sn;v4][#6])]

		5601		organo-tin (II)		[Sn;$([Sn;v2][#6])]

		5602		hetero-halogen		[!#6][F,Cl,Br,I]

		5603		X-C-S-N		[Sv2X2;$(S([#6v4X4,#6v4X3][F,Cl,Br,I])([#7v3]))]

		5604		Cymoxanil fungicide		[C;$(C(=O)(C(=N)C#N)N)]





structure_def

		ClassID		StructureClassName		IDCode

		_G1_05010		aliphatic HC		3001,=0,/4507,=0,/4910,=0,/

		_G1_05012		aliphatic HC halogenated unreactive		4983,>0,/4521,=0,/4528,=0,/4716,=0,/4904,=0,/

		_G1_05013		dinitrile		6108,>0,/

		_G1_05020		aromatic HC		3001,=0,/4507,=0,/4910,>0,/4886,=0,/

		_G1_05040		aliphatic amine NH2		4711,=1,/

		_G1_05041		aliphatic amine NH2 >1		4711,>1,/

		_G1_05060		aromatic(He) HN2		4713,>0,/

		_G1_05070		aromatic-NH2, o-,p-(NH2, OH)		4714,>0,/

		_G1_05110		ester not (reactive, acids)		4705,>0,/4716,=0,/4708,=0,/4760,=0,/4704,=0,/4515,=0,/4259,=0,/

		_G1_05120		a,b-unsaturated acid ester		4716,>0,/6002,>0,/

		_G1_05121		not acrylate		4716,>0,/6002,=0,/

		_G1_05122		hetero-vinyl		4511,>0,/

		_G1_05123		pi		4515,>0,/

		_G1_05124		xx		4526,>0,/4716,=0,/4787,=0,/

		_G1_05128				4735,=0,/4544,=0,/6025,>0,/

		_G1_05131				4535,>0,/

		_G1_05132				4519,>0,/4529,=0,/

		_G1_05133				4536,>0,/

		_G1_05134				4528,>0,/

		_G1_05135				4537,>0,/

		_G1_05136				4525,>0,/

		_G1_05137		thiol wo -CO2H		4538,>0,/4704,=0,/

		_G1_05138				4539,>0,/

		_G1_05139				4541,>0,/

		_G1_05141		use with MF:CHO, ketone		4892,=0,/4718,>0,/4525,=0,/

		_G1_05142				4719,>0,/

		_G1_05143		C-C(=O)-C		4721,>0,/

		_G1_05144		a-C(=O)-C		4722,>0,/

		_G1_05145		a-C(=O)-a		4723,>0,/

		_G1_05146				4544,>0,/6025,>0,/

		_G1_05147				4786,>0,/4745,=0,/4545,>0,/

		_G1_05150		primary alcohol (unreactive)		4543,=0,/4770,>0,/4773,=0,/4774,=0,/4776,=0,/4504,=0,/4900,=0,/

		_G1_05151		secondary alcohol (unreactive)		4543,=0,/4771,>0,/4773,=0,/4774,=0,/4776,=0,/4504,=0,/

		_G1_05152		tertiary alcohol		4543,=0,/4772,>0,/4504,=0,/

		_G1_05153		methanol		4778,=1,/

		_G1_05160		alipatic CN		4149,>0,/4525,=0,/4520,=0,/4526,=0,/6105,=0,/

		_G1_05170		>NH		4724,>0,/4911,=0,/4526,=0,/6600,=0,/4711,=0,/4527,=0,/4773,=0,/4791,=0,/3030,=0,/

		_G1_05171		>N-		4725,>0,/4911,=0,/4526,=0,/6600,=0,/4711,=0,/4527,=0,/4773,=0,/4791,=0,/3030,=0,/

		_G1_05180		ArNH, ArNH0		4726,>0,/4728,=0,/4727,=0,/3108,=0,/3103,=0,/4526,=0,/|4727,>0,/4728,=0,/4726,=0,/3108,=0,/3103,=0,/4526,=0,/

		_G1_05220		hanophenol		4734,>0,/4733,=0,/4735,=0,/

		_G1_05230		nitrophenol		4735,>0,/4714,=0,/

		_G1_05240		OH-Ar-O,C-Ar-OH		4733,>0,/

		_G1_05250		use with4543 CHOF replaced 5892 MF:CHO,  C-O-C		4736,>0,/4543,=0,/4774,=0,/4775,=0,/4776,=0,/4504,=0,/6030,=0,/4523,=0,/

		_G1_05253		PO4 MF:CHOP 4893,=0,/		4745,>0,/4893,=0,/

		_G1_05255		amide reactive		4766,>0,/

		_G1_05258		carbamate		4781,>0,/

		_G1_05259		F,Cl,Br,I, HC except pi-C-X		4507,>0,/3001,=0,/4886,=0,/4519,=0,/4504,=0,/4520,=0,/4528,=0,/

		_G1_05260		aliphatic aldehyde (reactive)		4782,>0,/

		_G1_05262		aromatic aldehyde		4982,>0,/

		_G1_05263		imide without carbamate 6034		4555,>0,/

		_G1_05264		aromatic aldehyde reactive		4982,>0,/

		_G1_05265		other aldehyde		4702,>0,/

		_G1_05266		P-Pest		5173,>0,/

		_G1_05267		acid reactive		4787,>0,/

		_G1_05268				4521,>0,/

		_G1_05269				4520,>0,/4529,=0,/

		_G1_05270		aliphatic acid		4788,>0,/

		_G1_05276				4715,>0,/

		_G1_05278				4529,>0,/

		_G1_05279				4556,>0,/

		_G1_05280		fused epoxide		4542,>0,/4541,=0,/

		_G1_05281		hindered peroxide		4554,>0,/

		_G1_05300		indole alkaloid		4560,>0,/

		_G1_05302		ether (unreactive)		4940,>0,/

		_G1_05303		carbamate (unreactive)		6213,>0,/

		_G1_05305		sulfide & sulfone (unreactive)		4942,>0,/

		_G1_05306		non-aromatic C#N (unreactive)		4149,>0,/

		_G1_05307		cCH=CH2 (unreactive)		6631,>0,/

		_G1_05308		pyridine (reactive)		6981,>0,/

		_G1_05310		triazine herbicide (reactive)		6933,>0,/

		_G1_05311		halo-acetic acid (reactive)		6982,>0,/

		_G1_05312		pyrizine (measured)		6983,>0,/

		_G1_05313		reactive (irgasan type)		6950,>0,/

		_G1_05318		ortho 1,2-diNH2		6015,>0,/4204,=0,/4205,=0,/4320,=0,/4321,=0,/4322,=0,/

		_G1_05330		phenol & aromatic_or_aliphatic amide-112		6040,>0,/4955,>0,/

		_G1_05336		di- or tri- aromatic amines		4228,>0,/4315,=0,/4972,=0,/4119,=0,/6961,=0,/

		_G1_05353		aminonaphthalene		6961,>0,/4228,>0,/

		_G1_05355		allyl O alcohol		4773,>0,/

		_G1_05356		propagyl O		4774,>0,/

		_G1_05359		CN=C=S		6046,>0,/

		_G1_05362		sulfoxide,sulfone		4946,>0,/

		_G1_05363		sulfide		4942,>0,/

		_G1_05364		hidrazine not NH2		6099,>0,/

		_G1_05720		o-sub-aniline		4720,>0,/4700,=0,/

		_G1_05900		caroxylic acid, carboxylate, wuthout cation		4704,>0,/4787,=0,/4788,=0,/4532,=0,/

		_G1_05901		LAS, NP		4534,>0,/

		_G1_05902		sulfonic acid, sulfate		4760,>0,/4534,=0,/4557,=0,/

		_G1_05903		long alkyl SO3H		4557,>0,/

		_G1_07999		pyridine unreactive		7999,>0,/

		_GA_30000		CNOS_X alga specific reactive		SA_30000,>0,/3013,=0,/

		_GD_30000		CNOSP_X Daphnid specific reactive		SD_30000,>0,/3015,=0,/

		_GF_30000		CNOSP_X Fish specific reactive		SF_30000,>0,/3015,=0,/

		A_10009		phenol not reactive - acid		3047,>0,/R_00009,=0,/G1_00010,>0,/

		B_00001		biocide carbamate		5100,>0,|5122,>0,|5141,>0,|

		C_80000		Whole

		C_80001		C_X		3001,=0,/

		C_80002		CN_X		3002,=0,/3001,>0,/

		C_80003		CO_X		3003,=0,/3001,>0,/

		C_80006		CNO_X		3006,=0,/3001,>0,/3002,>0,/3003,>0/

		C_80014		Cnos_X		3014,=0,;4911,>0,|4912,>0,|4913,>0,|

		C_81000		Fish high		C_80000,>0,/C_80006,=0,/C_80002,>0

		F_00007		halogen not amine, phenol, ...		4507,>0,/4918,=0,/4927,=0,/4917,=0,/3130,=0,

		F_00032		SH general		3236,>0,/

		F_00042		acid anhydride		3038,>0,/

		F_00043		peroxy general		3035,>0,/

		F_00050		alhedyde		3036,>0,/

		F_00190		hydrazine general, count N not in ring		3210,>0,/

		F_03106		azo -N=N-		3106,>0,/

		F_04814		triazine		4814,>0,|

		F_05017		Tin [#50]		5017,>0,/

		G1_00002		ester alcohol  reactive		S_00030,>0,/R_03054,>0,/

		G1_00004		ester mathacrylate		US_00003,>0,/3056,>0,/

		G1_00005		ester acrylate		US_00003,>0,/3055,>0,/

		G1_00008		phenol reactive w/ NH2		S_20009,>0,/6040,>0,/

		G1_00010		oxoacid [C,c]CO2-, [C,c,O]SO3-		3034,>0,|4760,>0,

		G1_00012		phenol hindered		U_00009,>0,/3501,>0,/

		G1_00013		phenol bisphenol		U_00009,>0,/4733,>0,/

		G1_00014		phenol unreactive		U_00009,>0,/4733,=0,/3501,=0,/

		G1_00015		phenol unreactive wo X		G1_00014,>0,/4507,=0,/

		G1_00016		phenol unreactive w X		G1_00014,>0,/4507,>0,/

		G1_00017		phenol reactive o-formyl		S_20009,>0;6042,>0,|6041,>0,|

		G1_00018		phenol reactive excl. o-formyl		S_20009,>0,/6041,=0,/

		G1_00019		alcohol unreactive (w EO) fish		UF_00021,>0,/3058,>0,/

		G1_00020		alcohol unreactive (wo EO)		UF_00021,>0,/3058,=0,/

		G1_00021		CO_X alcohol reactive C-OH w/ proMichael		SF_00021,>0,/5059,>0,/

		G1_00022		alcohol unreactive (w/o EO) (daphnid)		UD_00021,>0,/G1_00010,=0,/3058,=0,/

		G1_00024		alcohol unreactive (w/ EO) (daphnid)		UD_00021,>0,/G1_00010,=0,/3058,>0,/

		G1_00026		ketone reactive (not QSAR use)		3031,>0,/R_00001,>0,/

		G1_00030		CNO_X phenol o-,m-,p- N,O w/o OH, NH2		G1_00018,>0,/4714,=0,/4715,=0,/

		G1_00031		methacrylate		3032,>0,/3053,>0,/3054,=0,/4515,=0,/3056,>0,/

		G1_00032		acrylate		3032,>0,/3053,>0,/3054,=0,/4515,=0,/3055,>1,/

		G1_00033		CNO_X phenol reactive, w/o o-formyl,  w/ OH,NH2		G1_00018,>0,;4714,>0,|4715,>0,/

		G1_00034		other reactive ester(malonate)		3032,>0,/3053,>0,/3054,=0,/4515,=0,/3055,=0,/3056,=0,/

		G1_00036		CO_X alcohol reactive C-OH w/o proMichael		SF_00021,>0,/5059,=0,/

		G1_00038		CO_X alcohol reactive C-OH w/o pinacol		SD_00021,>0,/3066,=0,/

		G1_00039		alcohol reactive C-OH w/o pinacol		SD_00021,>0,/3066,>0,/

		G1_00046		epoxide		4541,>0,/

		G1_00054		phenol unreactive excl. Diphenylether HRAC Ea		G1_00014,>0,/5115,=0,/

		G1_00055		phenol unreactive w/o X		G1_00054,>0,/4507,=0,/

		G1_00056		phenol unreactive w X		G1_00054,>0,/4507,>0,/

		G1_00060		reactive phenol w/ 14- 12- (OH, NH2)		G1_00008,>0,/4714,>0,/

		G1_00061		reactive phenol w/o 14- 12- (OH, NH2)		G1_00008,>0,/4714,=0,/

		G1_00064		reactive phenol w/o 14- 12- (OH, NH2), w/o nito		G1_00061,>0,/4732,=0,/

		G1_00065		reactive phenol w/o 14- 12- (OH, NH2) w/ nitro		G1_00061,>0,/4732,>0,/

		G1_00100		N-hetero unreactive (wo amine, aldoxime, carbamate)		3116,>0,/3103,=0,/3100,=0,/3117,=0,/

		G1_00123		pyrethroids		6110,>0,/

		G1_00124		pyrethroids		6111,>0,/

		G1_00125		pyrethroids		6112,>0,/

		G1_00130		amine NH2 w C=O		3100,>0,/3030,>0,/

		G1_00131		amine reactive 1,4- 1,2- di function		3100,>0,/3030,=0,/6978,=0,/4714,>0,/

		G1_00132		amine di-NH2 toxic		3100,>1,/3030,=0,/6978,=0,/4714,=0,/3121,>1,/

		G1_00134		amine aromatic lesstoxic		3100,=1,/3030,=0,/6978,=0,/4714,=0,/4510,>0,/3101,>0,/

		G1_00135		amine aromatic slight toxic		3100,=1,/3030,=0,/6978,=0,/4714,=0,/4510,>0,/3101,=0,/

		G1_00140		amine sec, aliphatic or aromatic wo n		3110,=1,/3121,>0,/4911,=0,/

		G1_00141		amine NH w aromatic n		3110,=1,/3121,>0,/4911,>0,/

		G1_00142		amine sec, di-functional		3110,>1,/3121,>1,/

		G1_00151		amine tert, unreactive w C=O		3120,>0,/3100,=0,/3030,>0,/3054,=0,/3053,=0,/4791,=0,/6600,=0,/5142,=0,/3103,=0,/

		G1_00160		nitril aliphatic, unreactive		3104,>0,/4150,=0,/3143,=0,/5148,=0,/

		G1_00161		nitril aromatic, unreactive		3104,>0,/4150,>0,/6108,=0,/

		G1_00163		nitril aromatic NoQSAR (reactive)		3104,>0,/4150,>0,/6108,>0,/

		G1_00170		amide unreactive		3123,>0,/3103,=0,/3053,=0,/4708,=0,/3129,=0,/4560,=0,/

		G1_00180		cOC		4941,>0,/4900,=0,/

		G1_00181		urea unreactive		U_00181,>0,/

		G1_00191		hydrazine NH,NH0 (NoQSAR)		3105,>0,/3114,=0,/

		G1_00401		exception octylphenol		4900,>0,/

		G1_00402		exception CH3, PhSS		3535,>0,/

		G1_00403		nc-SH		3539,>0,/

		G1_00502		sulfonylurea		3550,>0,/

		G1_04814		CNOS_X triazine		3013,=0,/F_04814,>0,/

		G1_05357		cation others		R_00004,>0,/4119,=0,/

		G1_05358		n+, N+ alkyl chain <6		R_00004,>0,/4119,>0,/

		G1_05360		cation N, P, S		4532,>0,/

		G1_06000		alcohol primary		4770,>0,/

		G1_06001		alcohol secondary		4771,>0,/

		G1_06002		alcohol tertiary		4772,>0,/

		G1_20040		CO_X ether unreactive		3003,=0,/U_00005,>0,/

		G1_20041		CO_X ether reactive		3003,=0,/S_00005,>0,/

		G1_20042		CNO_X ether unreactive		3006,=0,/3003,>0,/U_00005,>0,/3102,=0,|

		G1_20060		CNO_X phenol, 14-.12-OH		G1_00060,>0,/3006,=0,/

		G1_21001		Cnos_X HC		U_00002,>0,/3001,=0,/

		G1_21002		Cnos_X excl. HC		U_00002,>0,/3001,>0,/3014,=0,/

		G1_21003		C_X aliphatic w X		G1_21004,>0,/4910,=0,/

		G1_21004		C_X HC w X		G1_21001,>0,/4507,>0,/

		G1_21005		C_X aromatic w X		G1_21004,>0,/4910,>0,/

		G1_21007		C_X aromatic HC, fused R3=0		G1_21009,>0,/3039,=0,/

		G1_21008		C_X aromatic wo X, R3>0		G1_21009,>0,/3039,>0,/

		G1_21009		C_X_aromatic HC, fused R>1		G1_21204,>0,/3040,>0,/

		G1_21010		C_X_aromatic w/o X,  fused R=0		G1_21204,>0,/3040,=0,/

		G1_21011		CO_X phenol unreactive		U_00009,>0,/3003,=0,/

		G1_21012		CO_X phenol hindered		G1_00012,>0,/3003,=0,/

		G1_21013		CO_X phenol bisphenol		G1_00013,>0,/3034,=0,/3003,=0,/

		G1_21014		CO_X phenol unreactive non halogen		G1_00014,>0,/3003,=0,/

		G1_21015		CO_X phenol unreactive halogenated		G1_00015,>0,/3003,=0,/

		G1_21016		CO_X phenol o,p di-OH		G1_00016,>0,/3003,=0,/

		G1_21017		C_X HC w/ X (excl. Halomethane)		G1_21003,>0,/3126,=0,/

		G1_21018		C_X HC w/ X (incl. Halomethane)		G1_21003,>0,/3126,>0,/

		G1_21019		CO_X alcohol unreactive (w EO)		G1_00019,>0,/3003,=0,/

		G1_21020		CO_X alcohol unreactive (wo EO)		G1_00020,>0,/3003,=0,/

		G1_21021		CO_X alcohol reactive C-OH w/ proMichael		G1_00021,>0,/3003,=0,/

		G1_21022		CO_X alcohol unreactive (w/o EO) (daphnid)		G1_00022,>0,/3003,=0,/

		G1_21023		CO_X alcohol reactive (daphnid)		SD_00021,>0,/3003,=0,/

		G1_21024		CO_X alcohol unreactive (w/ EO) (daphnid)		G1_00024,>0,/3003,=0,/

		G1_21025		CO_X ketone unreactive		U_00025,>0,/3011,=0,/

		G1_21026		CO_X ketone reactive		S_10025,>0,/3006,=0,/3173,=0,/

		G1_21027		CO_X ketone unreactive aliphatic		G1_21025,>0,/4910,=0,/

		G1_21028		CNO_X ketone reactive		S_10025,>0,/3006,=0,/

		G1_21029		CO_X ketone unreactive aromatic		G1_21025,>0,/4910,>0,/

		G1_21030		CNO_X ester unreactive  logP<6.1 & 6.1<		U_10030,>0,/3006,=0,/

		G1_21031		CO_X methacrylate		G1_00031,>0,/3003,=0,/

		G1_21032		CO_X acrylate		G1_00032,>0,/3003,=0,/

		G1_21033		CO_X ester reactive alcohol		3003,=0,/3032,>0,/3053,=0,/3054,>0,/4515,=0,/|3032,>0,/3009,=0/3053,>0,/3054,>0,/4515,=0,/

		G1_21034		CO_X other reactive ester(malonate)		G1_00034,>0,/3003,=0,/

		G1_21036		CO_X alcohol reactive C-OH w/o proMichael		G1_00036,>0,/3003,=0,/

		G1_21038		CO_X alcohol reactive C-OH w/o pinacol		G1_00038,>0,/3003,=0,/

		G1_21039		CO_X alcohol reactive C-OH w/ pinacol		G1_00039,>0,/3003,>0,/

		G1_21042		CO_X acid anhydride		F_00042,>0,/3003,=0,/

		G1_21043		CO_X peroxy unreactive		F_00043,>0,/R_00043,=0,/3003,=0,/

		G1_21044		C_X nonhalogenated HC (subclass wo X)		G1_21001,>0,/4507,=0,/

		G1_21046		CO_X epoxide		G1_00046,>0,/3003,=0,/

		G1_21048		C(OS)_X ester unreactive (Alga)		G1_22030,>0,/3040,=0,/

		G1_21049		C(OS)_X ester unreactive (Daphnid)		G1_22030,>0,/3047,=0,/

		G1_21050		CO_X aldehyde normal		U_00050,>0,/3006,=0,/

		G1_21051		CNO_X aldehyde reactive		S_00050,>0,/3006,=0,/

		G1_21052		CNO_X aldehyde aliphatic reactive		G1_21051,>0,/4927,=0,/

		G1_21053		CNO_X aldehyde aromatic reactive		G1_21051,>0,/4927,>0,/

		G1_21059		C_X w/ X, excl. gem-Cl2, 1,2-Cl2, TCE		G1_21017,>0,/6985,=0,/6986,=0,/6987,=0,/

		G1_21060		C_X w/ X, w/ gem-Cl2, 1,2-Cl2, TCE		G1_21017,>0,;6985,>0,|6986,>0,|6987,>0,|

		G1_21063		CO_X peroxy reactive		F_00043,>0,/R_00043,>0,/3003,=0,/

		G1_21124		COS_X thiol		3009,=0,/4538,>0,/

		G1_21145		CS_X thoether unreactive		3004,=0,/4942,>0,/

		G1_21160		CSO-X -SO3H, Sulfonic Acid, sulfo-, -sulfonic acid		3009,=0,/4760,>0,/

		G1_21161		CSO-X sulfoxide, sulfone unreactive		3009,=0,/4946,>0,/

		G1_21162		CS_X disulfide unreactive		3004,=0,/4535,>0,/

		G1_21163		CS_X disulfide reactive		3004,=0,/3535,>0,/

		G1_21182		imide		3006,=0,/U_00182,>0,/

		G1_21203		C_X aliphatic wo X		G1_21044,>0,/4910,=0,/

		G1_21204		C_X aromatic wo X		G1_21044,>0,/4910,>0,/

		G1_21206		Cnos_X reactive  HC		S_00002,>0,/3001,=0,/

		G1_21207		Cnos_X reactive  excl. HC		S_00002,>0,/3001,>0,/

		G1_21208		C_X reactive  HC, excl. ClC=CCCl		G1_21206,>0,/6988,=0,/

		G1_21209		Cnos_X reactive  excl. HC, nC=C		G1_21207,>0,/6065,=0,/

		G1_22000		CN_X NH2 amine unreactive		U_00033,>0,/G1_00010,=0,/

		G1_22001		CN_X amine unreactive NH2=1		G1_22000,>0,/3100,=1,/

		G1_22002		CN_X amine unreactive NH2>1		G1_22000,>0,/3100,>1,/

		G1_22003		CN_X amine mitigated or acid		U_00033,>0,;3122,>0,|G1_00010,>0,

		G1_22004		amine unreactive NH2 =1 aromatic		G1_22001,>0,/4510,>0,/

		G1_22005		CNOSX basic aromatic n reactive		3013,=0,/S_00006,>0,/

		G1_22006		CNOSX basic aromatic n unreactive		3013,=0,/U_00006,>0,/4538,=0,/

		G1_22007		CNO_X amine oxide		3006,=0,/3144,>0,/

		G1_22008		amine unreactive NH2 =1 aliphatic		G1_22001,>0,/4510,=0,/

		G1_22009		CN_X amine unreactive NH2 >1		G1_22002,>0,/3121,<3,/

		G1_22010		CNO_X NH2 amine reactive		3013,=0,/S_10033,>0,/G1_00010,=0,/6099,=0,/

		G1_22011		amine unreactive aromatic w/o  NO2, SO2 w/ o-C		G1_22004,>0,/4321,=0,/3192,=0,/3130,=0,/4700,=0,/

		G1_22012		amine unreactive aromatic w/  NO2, SO2 w/o o-C		G1_22004,>0,;4321,>0,|3192,>0,|3130,>0,|4700,>0,|

		G1_22013		CNO_X NH2 reactive (OH,NH2, hetero-NH2)		G1_22010,>0,;4714,>0,|4713,>0,|

		G1_22014		CNO_X amine NH2 reactive (excl. OH,NH2, hetero-NH)		G1_22010,>0,/4714,=0,/4713,=0,/

		G1_22015		CN_X amine NH2 reactive (hydrazine)		S_10033,>0,/3210,>0,/

		G1_22016		NH2 reactive  (w/o OH, Nv3X3) Daphnid chronic		G1_22010,>0,/3128,=0,/

		G1_22017		NH2 reactive  (w/ OH, Nv3X3) Daphnid chronic		G1_22010,>0,/3128,>0,/

		G1_22020		CN_X amine NH, N< unreactive w/ N-Oxide, N-N=O		3113,>0,|3144,>0,|3120,>0,|3110,>0,;U_00020,>0,;3006,=0,/3030,=0,/

		G1_22021		CNO_X amine unreactive NH, N< aromatic		4227,>0,|4228,>0,;G1_22020,>0,;3002,=0,;4532,=0,/

		G1_22022		CNO_X amine unreactive NH, N< aliphatic		4227,=0,/4228,=0,/G1_22020,>0,/3002,=0,/

		G1_22023		CNO_X amine unreactive NH, N< aliphatic		G1_22020,>0,/3002,>0,/

		G1_22027		CNO_X ketone, aldehyde reactive		S_10025,>0,|U_00050,>0,;3173,>0,;3006,=0,;

		G1_22030		CNO_X ester unreactive  logP<6.1 & 6.1<		U_10030,>0,/3006,=0,/

		G1_22031		CN_X amine NH, N< reactive w (o-, p- N,OH)		S_00020,>0,/6016,>0,/

		G1_22032		CN_X amine NH reactive (hydrazine)		S_00020,>0,/3105,>0,/

		G1_22033		CN_X amine NH reactive (NC=CH2)		S_00020,>0,/6065,>0,/

		G1_22051		CNO_X aldehyde normal, aliphatic		G1_21050,>0,/4927,=0,/

		G1_22052		CNO_X aldehyde normal, aromatic		G1_21050,>0,/4927,>0,/

		G1_22074		CNOS_X basic aromatic n reactive, excl CN n+		G1_22005,>0,/3059,=0,/4150,=0,/

		G1_22080		CNOS_X SH, SS unreactive, w/o c-NH2		3013,=0,/U_00032,>0,/4510,=0,/

		G1_22081		CNOS_X SH reactive		3013,=0,/S_00032,>0,/

		G1_22190		CNOS_X hydrazine general		F_00190,>0,/3013,=0,/

		G1_22191		CNOS_X hydrazine  not in ring		G1_22190,>0,/3210,>1,/

		G1_22192		CNOS_X hydrazine  in ring		G1_22190,>0,/3210,=1,/

		G1_22193		CNOS_X hydrazine w/ NH2		G1_22191,>0,/3114,>0,/

		G1_22194		CNOS_X hydrazine w/o NH2		G1_22191,>0,/3114,=0,/

		G1_23001		CNO_X NaaOH (include chelator)		3006,=0,/6568,>0,/

		G1_23002		CN_X C=N unreactive (not QSAR USE)		3002,=0,/3108,>0,/

		G1_23004		CNOS_X N-hetero ( amine, aldoxime, carbamate = not QSAR use)		3006,=0,/3116,>0,/3103,>0,|3116,>0,/3100,>0,|3116,>0,/3117,>0,|

		G1_23010		CNO_X nitro mono reactive		3006,=0,/R_03131,>0,/3130,=1,/

		G1_23011		CNO_X nitro >1		3006,=0,/R_03131,>0,/3130,>1,/

		G1_23012		CNO_X nitro mono unreactive		3006,=0,/R_03131,=0,/3130,>0,/

		G1_23013		CNO_X nitro mono unreactive (Daphnid)		G1_23012,>0,/3121,=0,/5145,=0,/

		G1_23014		CNO_X nitro mono unreactive (Alga)		G1_23012,>0,/3040,=0,/

		G1_23015		CNO_X nitro >1 w/o 4-hologen, NO2		G1_23011,>0,/6989,=0,/

		G1_23016		CNO_X nitro >1 w/ 4-hologen, NO2		G1_23011,>0,/6989,>0,/

		G1_23020		CNOS_X carbamate unreactive		U_00120,>0,/3013,=0,/

		G1_23021		CNOS_X carbamate reactive (incl isocyanate)		S_00120,>0,/3013,=0,/

		G1_23030		CNOS_X amine NH2 w C=O		G1_00130,>0,/3013,=0,/

		G1_23034		CNOS_X amine aromatic lesstoxic		G1_00134,>0,/3013,=0,/

		G1_23035		CNOS_X amine aromatic slight toxic		G1_00135,>0,/3013,=0,/

		G1_23040		CNOS_X amine sec, aliphatic or aromatic wo n		G1_00140,>0,/3013,=0,/

		G1_23041		CNOS_X amine NH w aromatic n		G1_00141,>0,/3013,=0,/

		G1_23042		CNOS_X amine sec, di-functional		G1_00142,>0,/3013,=0,/

		G1_23043		CNO_X amine sec, aliphatic or aromatic wo n (Daphnid)		3006,=0,/3110,=1,/3121,>0,/4911,=0,/

		G1_23051		CNOS_X amine tert, unreactive w C=O		G1_00151,>0,/3013,=0,/

		G1_23060		CN_X nitril unreactive aliphatic		3002,=0,/U_00003,>0,/4150,=0,/

		G1_23061		CN_X nitril unreactive aromatic		3002,=0,/U_00003,>0,/4150,>0,/

		G1_23062		CN_X nitril unreactive		3002,=0,/S_00003,>0,/

		G1_23063		CNO_X nitril reactive (trial)		3002,>0,/S_00003,>0,/3006,=0,/

		G1_23064		CNO_X nitril unreactive		3002,>0,/U_00003,>0,/3006,=0,/

		G1_23065		CN_X nitril unreactive		3002,=0,/U_00003,>0,/

		G1_23070		amide unreactive		U_00060,>0,/3006,=0,/

		G1_23071		amide reactive		S_00060,>0,/4560,=0,/3176,=0,/

		G1_23072		amide reactive (other class)		S_00060,>0,;4560,>0,|3176,>0,|

		G1_23073		amide unreactive (Daphnid)		3123,>0,/R_00061,=0,/3006,=0,/4911,=0,/

		G1_23074		amide reactive (Daphnid)		3123,>0,/R_00061,>0,/3006,=0,/

		G1_23075		CNO_X amide unreactive (Alga)		3123,>0,/R_00062,=0,/3006,=0,/4911,=0,/

		G1_23076		CNO_X amide reactive (Alga)		3123,>0,/R_00062,>0,/3006,=0,/

		G1_23080		CNOS_X urea unreactive		G1_00180,>0,/3013,=0,/

		G1_23091		CNOS_X hydrazine NH,NH0 (NoQSAR)		G1_00191,>0,/3013,=0,/

		G1_23100		CNOS_X N-hetero unreactive (wo amine, aldoxime, carbamate)		G1_00100,>0,/3013,=0,/

		G1_23106		CNO_X azo		F_03106,>0,/3006,=0,/

		G1_24000		Silicone		5006,>0,/

		G1_24010		Arsenic		5012,>0,/

		G1_24020		organic Tin (II,IV)		F_05017,>0,;5600,>0,|5601,>0,|

		G1_24035		CNOS_X halogen, reactive		S_00007,>0,/3013,=0,/

		G1_24036		CNOS_X halogen, unreactive		U_00007,>0,/3013,=0,/

		G1_24040		CNOSP_X phosphorus unreactive (no  IRAC, HRAC,  reactive alcohol)		3015,=0,/U_00040,>0,/

		G1_24041		CNOSP_X phosphorus reactive (IRAC, HRAC,  reactive alcohol) w/o N,n		5007,=0,/3015,=0,/S_00040,>0,/3140,=0/

		G1_24042		CNOSP_X phosphorus reactive (IRAC, HRAC,  reactive alcohol) w/ N,n		5007,>0,/3015,=0,/S_00040,>0,/

		G1_24043		CNOSP_X  phosphorus		G1_24040,>0,|G1_24041,>0,|G1_24042,>0,|

		G1_25001		CnosX w/o n+ unreactive (Fish Chronic)		U_00002,>0,/3014,=0,/

		G1_25002		CNO_X unreactive (Fish Chronic), excl. (CnosX w/o n+)		U_00002,>0,/3014,>0,/3006,=0,/

		G1_25003		CNO_X reactive (Fish Chronic)		S_00002,>0,/3006,=0,/

		G1_25010		acid general		G1_00010,>0,/R_00051,=0,/3013,=0,/

		G1_25011		CNOS_X oxoacid general, carboxylic, not hindered		G1_25010,>0,/3034,>0,/4034,=0,/

		G1_25012		acid reactive N+=0		S_00051,>0,/3102,=0,/3013,=0,/

		G1_25013		acid reactive N+ >0		S_00051,>0,/3102,>0,/3013,=0,/

		G1_25014		CNOS_X oxoacid general, not carboxylic		G1_25010,>0,/3034,=0,/

		G1_41011		CO_X phenol unreactive (S extension)		U_00009,>0,/3009,=0,/

		G1_41012		CO_X phenol hindered (S extension)		G1_00012,>0,/3009,=0,/

		G1_41013		CO_X phenol bisphenol (S extension)		G1_00013,>0,/3009,=0,/

		G1_41014		CO_X phenol unreactive non halogen (S extension)		G1_00014,>0,/3009,=0,/

		G1_41015		CO_X phenol unreactive halogenated (S extension)		G1_00015,>0,/3009,=0,/

		G1_41016		CO_X phenol o,p di-OH (S extension)		G1_00016,>0,/3009,=0,/

		G1_41019		CNO_X alcohol unreactive (w EO)		G1_00019,>0,/3006,=0,/3003,>0,/

		G1_41020		CNO_X alcohol unreactive (wo EO) fish		G1_00020,>0,/3006,=0,/3003,>0,/

		G1_41021		CNO_X alcohol reactive C-OH w/ proMichael		G1_00021,>0,/3006,=0,/3003,>0,/

		G1_41022		CNO_X alcohol unreactive (w/o EO) (daphnid)		G1_00022,>0,/3006,=0,/3003,>0,/

		G1_41023		CNO_X alcohol reactive (daphnid)		SD_00021,>0,/3006,=0,/3003,>0,/

		G1_41025		excl. CO_X, ketone unreactive		U_00025,>0,/3003,>0,/

		G1_41026		ketone unreactive, excl. (CO_X, C(=O)CCN, nitro)		G1_41025,>0,/4791,=0, /4259,=0,/

		G1_41030		CNO_X ester unreactive, excl. CO_X		U_10030,>0,/3003,>0,/3006,=0,/

		G1_41031		CO_X methacrylate (S extension)		G1_00031,>0,/3009,=0,/

		G1_41032		CO_X acrylate (S extension)		G1_00032,>0,/3009,=0,/

		G1_41033		CO_X ester reactive alcohol (S extension)		3009,=0,/3032,>0,/3053,=0,/3054,>0,/4515,=0,/|3032,>0,/3009,=0/3053,>0,/3054,>0,/4515,=0,/

		G1_41034		CO_X other reactive ester(malonate) (S extension)		G1_00034,>0,/3009,=0,/

		G1_41043		CO_X peroxy 3009		R_00043,>0,/3009,=0,/

		G1_41052		CO_ X aldehyde aromatic reactive		G1_21053,>0,/3003,=0,/

		G1_41053		CNO_ X aldehyde aromatic reactive, excl. CO_X		G1_21053,>0,/3003,>0,/

		G2_30000		element not CNOSPSiAsSnXNa,K		3000,>0,/

		GA_00019		alcohol unreactive (w EO) alga		UA_00021,>0,/3058,>0,/

		GA_00020		alcohol unreactive (wo acid, EO)		UA_00021,>0,/3058,=0,/

		GA_00021		CO_X alcohol reactive C-OH w/o acid		SA_00021,>0,/3003,=0,/

		GA_20040		CO_X ether unreactive excl HRAC (Alga)		3003,=0,/U_00005,>0,/5115,=0,/

		GA_21001		Cnos_X HC		U_00002,>0,/3001,=0,/6984,=0,/

		GA_21002		Cos_X excl. HC (Alga)		G1_21002,>0,/6983,=0,/

		GA_21010		C_X HC aromatic w/o X, biphenyl (Alga)		G1_21010,>0/6984,=0,/

		GA_21020		CO_X alcohol unreactive (wo EO)		GA_00020,>0,/3003,=0,/4507,=0,/

		GA_22008		amine unreactive NH2 =1 aliphatic (alga)		G1_22008,>0,/RA_00033,=0,/

		GA_22015		CN_X amine NH2 reactive (hydrazine) alga (incl. HRAC C1b)		S_10033,>0,;6099,>0,|5096,>0,|

		GA_22023		CNO_X amine unreactive NH, N< aliphatic		G1_22020,>0/3002,>0,/3144,=0,/

		GA_22070		CNOS_X aromatic n unreactive (alga)		G1_22006,>0/RA_00006,=0,/

		GA_22071		CNOS_X aromatic n reactive (alga)		G1_22006,>0/RA_00006,>0,/

		GA_22075		aromatic n reactive (alga)		SA_00006,>0,/5095,=0,/6983,=0,/6981,=0,/

		GA_22080		CNOS_X SH unreactive, Alga, w/o nc(s)-SH		3537,=0,/3013,=0,/U_00032,>0,/

		GA_22081		CNOS_X SH reactive alga excl. SS		G1_22081,>0,/3536,=0/

		GA_22082		CNOS_X SH reactivealga  SS		G1_22081,>0,/3536,>0/

		GA_23020		CNOS_X carbamate unreactive alga		UA_00120,>0,/3013,=0,/

		GA_23021		CNOS_X carbamate reactive alga		SA_00120,>0,/3013,=0,/

		GA_28998		narcotic group (Alga chronic)		G1_21001,>0|G1_21003,>0|G1_21005,>0|G1_21010,>0|G1_21020,>0|G1_21044,>0|G1_21203,>0|G1_21204,>0,;G1_21007,=0,;G1_21008,=0,;3126,=0,

		GA_28999		narcotic group (Alga acute)		G1_21001,>0|G1_21003,>0|G1_21005,>0|G1_21010,>0|G1_21020,>0|G1_21044,>0|G1_21203,>0|G1_21204,>0,|G1_21163,>0,;G1_21008,=0,;3126,=0,

		GA_41020		CNO_X alcohol unreactive (wo EO) alga		GA_00020,>0,/3006,=0,/3003,>0,/

		GA_90014		Cnos_X reactive alga, excl. pyrole		3150,=0,/SA_90014,>0/

		GA_90015		Cnos_X reactive alga, pyrole		3150,>0,/SA_90014,>0/

		GD_22072		CNOS_X aromatic n unreactive (daphnid)		G1_22006,>0/RD_00006,=0,/

		GD_22073		CNOS_X aromatic n reactive (daphnid)		G1_22006,>0/RD_00006,>0,/

		GD_22194		CNOS_X hydrazine w/o NH2 or in ring		G1_22194,>0,|G1_22192,>0,|

		GD_23020		CNOS_X carbamate unreactive daphnid		UD_00120,>0,/3013,=0,/

		GD_23021		CNOS_X carbamate reactive daphnid		SD_00120,>0,/3013,=0,/

		GD_23070		amide unreactive (daphnid)		U_00060,>0,/3006,=0,/R_00061,=0,/

		GD_28998		narcotic group (Daphnid chronic)		G1_21043,>0,|G1_21001,>0|G1_21003,>0|G1_21005,>0|G1_21010,>0|G1_21020,>0|G1_21044,>0|G1_21203,>0|G1_21204,>0,;G1_21008,=0,;SD_00021,=0,

		GD_28999		narcotic group (Daphnid acute)		G1_21043,>0,|G1_21001,>0|G1_21003,>0|G1_21005,>0|G1_21010,>0|G1_21020,>0|G1_21044,>0|G1_21203,>0|G1_21204,>0,;G1_21008,=0,;SD_00021,=0,;G1_21018,=0,;

		GF_22006		CNOS_X aromatic n unreactive (fish) excl. triazine		G1_22006,>0/4815,=0,/

		GF_22007		CNOS_X aromatic n unreactive (fish) triazine		G1_22006,>0/4815,>0,/

		GF_22081		CNOS_X SH reactive fish excl. thiophenol		G1_22081,>0,/3234,=0/

		GF_22082		CNOS_X SH reactive fish thiophenol		G1_22081,>0,/3234,>0/

		GF_28998		narcotic group (Fish chronic)		G1_21001,>0|G1_21003,>0|G1_21005,>0|G1_21010,>0|G1_21020,>0|G1_21044,>0|G1_21203,>0|G1_21204,>0

		GF_28999		narcotic group (Fish acute)		G1_21043,>0,|G1_21001,>0|G1_21003,>0|G1_21005,>0|G1_21010,>0|G1_21020,>0|G1_21044,>0|G1_21203,>0|G1_21204,>0

		GFD_90015		Cnos_X reactive alga, n,cC=C		4511,>0,/SFD_90014,>0/

		GFD_90016		Cnos_X reactive alga, excl. n,cC=C		4511,=0,/SFD_90014,>0/

		GT_06000		alcohol primary		G1_06000,>0,/3054,=0,/3053,=0,/3003,=0,/

		R_00001		C=O reactive (ketone, ester, acid)		3053,>0,|3054,>0|3055,>0,|3056,>0,|4515,>0|3054,>0,|4791,>0,|3036,>0,|6112,>0,|3174,>0,|

		R_00002		C_X_nos reactive		4519,>0,|4528,>0,|4520,>0,|4511,>0,|

		R_00003		nitril reactive		3143,>0,|5144,>0,|5148,>0,|5150,>0,|5159,>0,|5170,>0,|4527,>0,|

		R_00004		cation N, P, S		4532,>0,/6099,=0,/

		R_00005		ether reactive		4541,>0,|3195,>0,|

		R_00006		basic aromatic n		3030,>0,|3100,>0,|3104,>0,|3102,>0,|3120,>0,|4511,>0,|3119,>0,|4731,>0,|4813,>0,|

		R_00007		halogen reactive, X-hetero, X-C=hetero		3118,>0,|4520,>0,|3053,>0,|6105,>0,|3143,>0,|4544,>0,|5603,>0;7999,=0,/

		R_00009		phenol reactive		6040,>0,|6041,>0,|6042,>0,|

		R_00020		CN_X amine reactive NH, N< incl. NH2		3105,>0,|6065,>0,|6016,>0,|3100,>0,|

		R_00032		S reactive		3234,>0,|3235,>0,|3535,>0,|3537,>0,|3536,>0,|

		R_00033		CN_X amine reactive NH2		3134,>0,|3114,>0,|3128,>0,|3135,>0,|3136,>0,|4714,>0|6099,>0,|

		R_00040		phosphorus IRAC, HRAC		5125,>0,|5169,>0,|5173,>0,|

		R_00043		peroxy reactive		4554,>0,/

		R_00050		aldehyde reactive		3151,>0,|3152,>0,|3153,>0,|3160,>0,|3161,>0,|3162,>0,|3163,>0,|3164,>0,|3165,>0,|3166,>0,|3167,>0,|3168,>0,|3169,>0,|3170,>0,|

		R_00051		acid reactive		3181,>0,|3182,>0,|3183,>0,|3184,>0,|3185,>0,|3186,>0,|

		R_00060		amide reactive		3160,>0,|3171,>0,|3172,>0,|3173,>0,|3174,>0,|3175,>0,|3176,>0,|3137,>0,|4560,>0,|

		R_00061		amide reactive (Daphnid)		3129,>0,|

		R_00062		amide reactive (Alga)		5104,>0,|5084,>0,|

		R_00120		carbamate reactive		3200,>0,|3201,>0,|3202,>0,|6046,>0,|

		R_00181		urea reactive		3121,>0,|3055,>0,|3118,>0,|

		R_00182		imide reactive		3200,>0,|

		R_03054		O-alkenyl,alkynyl,halogen, ketene		3190,>0,|3061,>0,|3192,>0,|3193,>0,|3194,>0,|3065,>0,|3196,>0,|

		R_03131		nitro reactive		3098,>0,|3099,>0,|3130,>1,|3127,>0,|3096,>0,|

		RA_00002		C_X_nos reactive		6983,>0,|3150,>0,|4511,>0,|

		RA_00006		basic aromatic n (alga)		5095,>0,|5081,>0,|6983,>0,|

		RA_00021		alcohol reactive C-OH (Alga)		3061,>0,|3062,>0,|3063,>0,|3065,>0,|

		RA_00033		CN_X amine reactive NH2 (alga)		5096,>0,|

		RA_03132		carbamate reactive daphnid		5100,>0,|

		RA_30000		alga specific reactive		5095,>0,|3040,>6,|5104,>0,|4714,>0,|5100,>0,|5096,>0,|5036,>0,|3131,>0,|3114,>0,|4724,>3,|6600,>0,|3055,>0,|

		RD_00006		basic aromatic n (daphnid)		5095,>0,|

		RD_00021		alcohol reactive C-OH (Daphnid)		3061,>0,|3062,>0,|3063,>0,|3066,>0,|

		RD_03132		carbamate reactive daphnid		5141,>0,|

		RD_30000		daphnid specific reactive		5173,>0,|5141,>0,|3235,>0,|3100,>0,|3151,>0,|6046,>0,;3122,=0;

		RF_00021		alcohol reactive C-OH (Fish)		3061,>0,|3062,>0,|3063,>0,|3064,>0,|3065,>0,|

		RF_30000		Fish specific reactive		3061,>0,|6046,>0,|3053,>0,|4520,>0,|4532,>0,|3151,>0,|6099,>0,|4714,>0,|4119,>0,|4907,>0,|4511,>0,|4544,>0,|5172,>0,|4525,>0,|4781,>0,|3151,>0,|3174,>0,|3143,>0,|3140,>0,|

		RFD_00002		C_X_nos reactive		4511,>0,|3118,>0,|3150,>0,|

		S_00002		Cnos reactive		R_00002,>0,/3000,=0,/

		S_00003		nitril reactive		3104,>0,/R_00003,>0,/

		S_00005		ether reactive		3044,>0,/3030,=0,/R_00005,>0,/

		S_00006		aromatic n reactive		4911,>0,/R_00006,>0,/7999,=0,/

		S_00007		halogen reactive		R_00007,>0,/F_00007,>0,/

		S_00020		CN_X amine NH2 reactive		R_00020,>0,/G1_00010,=0,/

		S_00030		ester reactive		3032,>0,/R_00001,>0,/

		S_00032		SH, SS reactive		3234,>0,|3235,>0,|3535,>0,|3537,>0,|3536,>0,|

		S_00040		phosphorus reactive (IRAC, HRAC,  reactive alcohol)		5018,>0;R_00040,>0,|RF_00021,>0,|

		S_00050		aldehyde reactive		3036,>0,/R_00050,>0,/

		S_00051		acid reactive		G1_00010,>0,/R_00051,>0,/

		S_00060		amide reactive		R_00060,>0,/3123,>0,/

		S_00120		carbamate reactive  (incl isocyanate)		6046,>0,|3041,>0,;R_00120,>0,/

		S_00181		urea reactive		3109,>0,/R_00181,>0,/

		S_00182		imide		4555,>0,/R_00182,>0,/

		S_10025		ketone reactive		3031,>0,/R_00001,>0,/

		S_10033		CN_X amine reactive NH2		3100,>0,/R_00033,>0,/

		S_20009		phenol reactive		R_00009,>0,/

		SA_00006		aromatic n reactive (alga)		4911,>0,;R_00006,>0,|RA_00006,>0,|

		SA_00021		alcohol reactive C-OH w/o acid		3046,>0,/3030,=0,/RA_00021,>0,/G1_00010,=0,/

		SA_00120		carbamate reactive alga (incl isocyanate)		6046,>0,|3041,>0,/RA_03132,>0,/

		SA_30000		alga specific reactive		RA_30000,>0,/

		SA_90014		Cnos_X reactive alga		C_80014,>0,/RA_00002,>0,/

		SD_00006		aromatic n reactive (daphnid)		4911,>0,;R_00006,>0,|RD_00006,>0,|

		SD_00021		alcohol reactive (daphnid)		3046,>0,/3030,=0,/RD_00021,>0,/G1_00010,=0,/

		SD_00120		carbamate reactive daphnid (incl isocyanate)		6046,>0,|3041,>0,;RD_03132,>0,/

		SD_30000		alga specific reactive		RD_30000,>0,/

		SF_00021		alcohol reactive		3046,>0,/3030,=0,/RF_00021,>0,/G1_00010,=0,/

		SF_30000		alga specific reactive		RF_30000,>0,/

		SFD_90014		Cnos_X reactive fish, daphnid		C_80014,>0,/RFD_00002,>0,/

		U_00002		C_X_nos unreactive		R_00002,=0,/

		U_00003		nitril unreactive		3104,>0,/R_00003,=0,/

		U_00005		ether, acetal unreactive		3145,>0,|3044,>0,;3030,=0;R_00005,=0,;

		U_00006		aromatic n unreactive		4911,>0,;R_00006,=0,|7999,>0,|

		U_00007		halogen reactive		R_00007,=0,/F_00007,>0,/

		U_00009		phenol not reactive, not acid		3047,>0,/R_00009,=0,/G1_00010,=0,/

		U_00020		amine NH, N< unreactive		R_00020,=0,/G1_00010,=0,/

		U_00025		ketone unreactive		3031,>0,/R_00001,=0,/G1_00010,=0,/

		U_00032		S unreactive hindered SH, SS, S(=O)		R_00032,=0,;3236,>0,|3536,>0,|4946,>0,|

		U_00033		CN_X amine reactive NH2		3100,>0,/R_00033,=0,/

		U_00040		phosphorus unreactive (no  IRAC, HRAC,  reactive alcohol)		5018,>0,/R_00040,=0,/RF_00021,=0,/

		U_00050		aldehyde general		3036,>0,/R_00050,=0,/

		U_00051		acid general		G1_00010,>0,/R_00051,=0,/

		U_00060		amide unreactive		R_00060,=0,/3123,>0,/4911,=0,/

		U_00120		carbamate unreactive fish		3041,>0,/R_00120,=0,/

		U_00181		urea unreactive		3141,>0,|3109,>0,;R_00181,=0,/

		U_00182		imide		4555,>0,/R_00182,=0,/

		U_10030		ester unreactive		3032,>0,/R_00001,=0,/G1_00010,=0,/

		UA_00006		aromatic n unreactive (alga)		4911,>0,/R_00006,=0,/RA_00006,=0,/

		UA_00021		alcohol unreactive C-OH w/o acid (Alga)		3046,>0,/3030,=0,/RA_00021,=0,/G1_00010,=0,/

		UA_00120		carbamate unreactive alga		3041,>0,/RA_03132,=0,/

		UA_30000		alga not specific reactive		RA_30000,=0,/

		UA_80014		Cnos_X unreactive alga		C_80014,>0,/RA_00002,=0,/

		UD_00006		aromatic n unreactive (daohnid)		4911,>0,/R_00006,=0,/RD_00006,=0,/

		UD_00021		CO_X alcohol reactive C-OH w/o acid (Daphnid)		3046,>0,/3030,=0,/RD_00021,=0,/G1_00010,=0,/

		UD_00120		carbamate unreactive daphnid		3041,>0,/RD_03132,=0,/

		UD_30000		alga not specific reactive		RD_30000,=0,/

		UF_00021		CO_X alcohol reactive C-OH w/o acid (Fish)		3046,>0,/3030,=0,/RF_00021,=0,/G1_00010,=0,/

		UF_30000		alga not specific reactive		RF_30000,=0,/

		UFD_80014		Cnos_X reactive fish, daphnid		C_80014,>0,/RFD_00002,=0,/

		US_00003		ester not alcohol  reactive		S_00030,>0,/R_03054,=0,/





qsar_data

		QsarID		QsarClassName		ClassID		Equation		Log P Range		FragIDs_for_AD		n		R2		RMSE		Q2(leave-one-out)		ratio1

		30005441		phenol unreactive excl. Diphenylether HRAC Ea		G1_00054		y = 0.78logP -0.96		[1.34,5.50]		5008,5016,5020,5021,5041,5042,5054,5159		25		0.80		0.39		0.77		25

		30600041		primary alcohol SCAS		GT_06000		y = 1.26logP -2.59		[2.31,5.26]		5008		6		0.91		0.36		0.79		6

		32004041		CO_X ether unreactive excl HRAC (Alga)		GA_20040		y = 0.86logP -1.47		[1.34,5.10]		5008,5054,5055,5061,5067,5139,5155		9		0.93		0.26		0.85		9

		32101741		C_X HC w/ X (excl. Halomethane)		G1_21017		y = 1.08logP -2.40		[1.83,2.97]		5047,5067,5155		5		0.97		0.07		0.90		5

		32102041		CO_X alcohol unreactive C-OH w/o (acid, EO)		GA_21020		y = 1.18logP -2.23		[1.08,5.26]		5008		6		0.95		0.35		0.90		6

		32104841		CO_X ester unreactive (Alga)		G1_21048		y = 0.81logP -1.52		[1.77,5.28]		5008,5155		6		0.96		0.25		0.90		6

		32207541		CNOS_X basic aromatic n  unreactive		GA_22075		y = 0.86logP +0.29		[-0.11,4.13]		5004,5007,5008,5016,5041,5042,5072,5081,5133,5135,5201,5203,5500		9		0.73		0.67		0.63		9

		32899941		narcotic group (Alga acute)		GA_28999		y = 0.98logP -1.94		[1.08,5.26]		5008,5016,5020,5021,5041,5042,5047,5067,5072,5074,5075,5155,5201		48		0.77		0.44		0.75		48





training_set

		Order		QsarID		QsarClassName		SMILES_in_KATE		MolID		CAS_RN		Chemical_Name		Molecular weight estimated by SMILES in KATE		Training_set_log_(1/NOEC [mM])_in_KATE		Measured_NOEC_[mg/L]		KOWWIN

		1		30005441		phenol unreactive excl. Diphenylether HRAC Ea		Cc1ccc(O)c(C)c1		1000057		105-67-9		Phenol, 2,4-dimethyl-		122.17		1.10		9.70		2.61

		2		30005441		phenol unreactive excl. Diphenylether HRAC Ea		Oc1ccc(Br)cc1		1000061		106-41-2		Phenol, 4-bromo-		173.01		1.27		9.20		2.40

		3		30005441		phenol unreactive excl. Diphenylether HRAC Ea		Cc1ccc(O)cc1		1000064		106-44-5		Phenol, 4-methyl-		108.14		0.32		52.00		2.06

		4		30005441		phenol unreactive excl. Diphenylether HRAC Ea		Oc1ccc(Cl)cc1		1000067		106-48-9		Phenol, 4-chloro-		128.56		1.11		10.00		2.16

		5		30005441		phenol unreactive excl. Diphenylether HRAC Ea		Oc1ccccc1		1000107		108-95-2		Phenol		94.11		-0.23		160.00		1.51

		6		30005441		phenol unreactive excl. Diphenylether HRAC Ea		Oc1c(Br)cc(Br)cc1Br		1000201		118-79-6		Phenol, 2,4,6-tribromo-		330.80		2.24		1.90		4.18

		7		30005441		phenol unreactive excl. Diphenylether HRAC Ea		Oc1ccc(Cl)cc1Cl		1000212		120-83-2		Phenol, 2,4-dichloro-		163.00		1.53		4.80		2.80

		8		30005441		phenol unreactive excl. Diphenylether HRAC Ea		COc1ccc(C(=O)c2ccccc2)c(O)c1		1000260		131-57-7		Methanone, (2-hydroxy-4-methoxyphenyl)phenyl-		228.25		2.53		0.67		3.52

		9		30005441		phenol unreactive excl. Diphenylether HRAC Ea		Oc1ccccc1c2ccccc2		1000263		132-27-4		Sodium o-phenylphenol		170.21		1.67		4.10		3.28

		10		30005441		phenol unreactive excl. Diphenylether HRAC Ea		Oc1ccc2ccccc2c1		1000271		135-19-3		2-Naphthalenol		144.17		1.84		2.10		2.69

		11		30005441		phenol unreactive excl. Diphenylether HRAC Ea		CCCCCc1ccc(O)cc1		1000310		14938-35-3		Phenol, 4-pentyl-		164.25		1.87		2.20		4.02

		12		30005441		phenol unreactive excl. Diphenylether HRAC Ea		CCCCCCCCc1ccc(O)cc1		1000339		1806-26-4		Phenol, 4-octyl-		206.33		3.17		0.14		5.50

		13		30005441		phenol unreactive excl. Diphenylether HRAC Ea		CC(=C)c1ccc(O)cc1		1000493		4286-23-1		4-(1-Methylvinyl)phenol		134.18		1.40		5.40		2.96

		14		30005441		phenol unreactive excl. Diphenylether HRAC Ea		Cc1cccc(C)c1O		1000589		576-26-1		Phenol, 2,6-dimethyl-		122.17		0.43		45.00		2.61

		15		30005441		phenol unreactive excl. Diphenylether HRAC Ea		Oc1c(Cl)cc(Cl)c(Cl)c1Cl		1000598		58-90-2		Phenol, 2,3,4,6-tetrachloro-		231.89		2.04		2.10		4.09

		16		30005441		phenol unreactive excl. Diphenylether HRAC Ea		CC(C)(c1ccccc1)c2ccc(O)cc2		1000611		599-64-4		Phenol, 4-(1-methyl-1-phenylethyl)-		212.29		2.18		1.40		4.12

		17		30005441		phenol unreactive excl. Diphenylether HRAC Ea		Oc1ccc(Br)cc1Br		1000631		615-58-7		Phenol, 2,4-dibromo-		251.91		2.36		1.10		3.29

		18		30005441		phenol unreactive excl. Diphenylether HRAC Ea		Oc1ccc(cc1)S(=O)(=O)c2ccc(O)cc2		1000781		80-09-1		Phenol, 4,4'-sulfonylbis-		250.27		0.59		65.00		1.65

		19		30005441		phenol unreactive excl. Diphenylether HRAC Ea		Oc1c(Cl)c(Cl)c(Cl)c(Cl)c1Cl		1000824		87-86-5		Phenol, pentachloro-		266.34		2.49		0.86		4.74

		20		30005441		phenol unreactive excl. Diphenylether HRAC Ea		COc1ccccc1O		1000843		90-05-1		Phenol, 2-methoxy-		124.14		-0.34		270.00		1.34

		21		30005441		phenol unreactive excl. Diphenylether HRAC Ea		Oc1ccc(cc1)c2ccc(O)cc2		1000872		92-88-6		1,1'-Biphenyl -4,4'-diol		186.21		1.51		5.70		2.80

		22		30005441		phenol unreactive excl. Diphenylether HRAC Ea		Oc(c(ccc1C)C)c1		1000909		95-87-4		Phenol, 2,5-dimethyl-		122.17		0.62		29.00		2.61

		23		30005441		phenol unreactive excl. Diphenylether HRAC Ea		Oc1cc(Cl)c(Cl)cc1Cl		1000910		95-95-4		Phenol, 2,4,5-trichloro-		197.45		2.12		1.50		3.45

		24		30005441		phenol unreactive excl. Diphenylether HRAC Ea		CCC(C)c1ccc(O)cc1		1000947		99-71-8		Phenol, 4-(1-methylpropyl)-		150.22		1.30		7.50		3.46

		25		30005441		phenol unreactive excl. Diphenylether HRAC Ea		COC(=O)c1ccc(O)cc1		1000948		99-76-3		Benzoic acid, 4-hydroxy-, methyl ester		152.15		0.43		56.00		2.00

		26		30600041		primary alcohol SCAS		CCCCCCCO		1000165		111-70-6		1-Heptanol		116.20		0.53		34.00		2.31

		27		30600041		primary alcohol SCAS		CCCCCCCCCCO		1000179		112-30-1		1-Decanol		158.29		2.45		0.56		3.79

		28		30600041		primary alcohol SCAS		CCCCCCCCCCCCCO		1000183		112-70-9		1-Tridecanol		200.37		4.22		0.01		5.26

		29		30600041		primary alcohol SCAS		CCCCCCCCCO		1000294		143-08-8		1-Nonanol		144.26		1.82		2.20		3.30

		30		30600041		primary alcohol SCAS		CC(C)CCCCCCCO		1000405		25339-17-7		Isodecanol		158.29		1.37		6.80		3.71

		31		30600041		primary alcohol SCAS		CC(C)(c1ccc(OCCO)cc1)c2ccc(OCCO)cc2		1000846		901-44-0		Ethanol, 2,2'- (1-methylethylidene)bis(4,1-phenyleneoxy) bis-		316.40		1.27		17.00		3.22

		32		32004041		CO_X ether unreactive excl HRAC (Alga)		O(c1ccccc1)c2ccccc2		1000031		101-84-8		Benzene, 1,1'-oxybis-		170.21		2.47		0.58		4.05

		33		32004041		CO_X ether unreactive excl HRAC (Alga)		C(OCc1ccccc1)c2ccccc2		1000041		103-50-4		Benzene, 1,1'- oxybis(methylene) bis-		198.27		1.68		4.10		3.48

		34		32004041		CO_X ether unreactive excl HRAC (Alga)		ClCCOCCCl		1000158		111-44-4		Ethane, 1,1'-oxybis 2-chloro-		143.01		-0.38		340.00		1.56

		35		32004041		CO_X ether unreactive excl HRAC (Alga)		ClC(COCC(Cl)C(Cl)(Cl)Cl)C(Cl)(Cl)Cl		1000253		127-90-2		1,1'-Oxybis[2,3,3,3-tetrachloropropane]		377.74		2.50		1.20		5.10

		36		32004041		CO_X ether unreactive excl HRAC (Alga)		COc1c(Cl)cc(OC)cc1		1000361		2100-42-7		1,4-Dimethoxy-2-chlorobenzene		172.61		1.24		10.00		2.80

		37		32004041		CO_X ether unreactive excl HRAC (Alga)		COc1ccc(O)c(c1)C(C)(C)C		1000401		25013-16-5		Butylated hydroxyanisole		180.25		1.54		5.20		3.50

		38		32004041		CO_X ether unreactive excl HRAC (Alga)		COc1ccccc1O		1000843		90-05-1		Phenol, 2-methoxy-		124.14		-0.34		270.00		1.34

		39		32004041		CO_X ether unreactive excl HRAC (Alga)		CC(C)(c1ccc(OCCO)cc1)c2ccc(OCCO)cc2		1000846		901-44-0		Ethanol, 2,2'- (1-methylethylidene)bis(4,1-phenyleneoxy) bis-		316.40		1.27		17.00		3.22

		40		32004041		CO_X ether unreactive excl HRAC (Alga)		COc1ccc(CC=C)cc1OC		1000875		93-15-2		Benzene, 1,2-dimethoxy-4-(2-propenyl)-		178.23		0.91		22.00		3.03

		41		32101741		C_X HC w/ X (excl. Halomethane)		ClCCCl		1000075		107-06-2		Ethane, 1,2-dichloro-		98.96		-0.37		230.00		1.83

		42		32101741		C_X HC w/ X (excl. Halomethane)		ClC(=C(Cl)Cl)Cl		1000251		127-18-4		Ethene, tetrachloro-		165.83		0.79		27.00		2.97

		43		32101741		C_X HC w/ X (excl. Halomethane)		CC(Cl)CCl		1000761		78-87-5		Propane, 1,2-dichloro-		112.99		-0.09		140.00		2.25

		44		32101741		C_X HC w/ X (excl. Halomethane)		ClC=C(Cl)Cl		1000767		79-01-6		Ethene, trichloro-		131.39		0.23		77.00		2.47

		45		32101741		C_X HC w/ X (excl. Halomethane)		ClCC(Br)CBr		1000913		96-12-8		Propane, 1,2-dibromo-3-chloro-		236.33		0.58		62.00		2.68

		46		32102041		CO_X alcohol unreactive C-OH w/o (acid, EO)		OCc1ccccc1		1000012		100-51-6		Benzenemethanol		108.14		-0.85		770.00		1.08

		47		32102041		CO_X alcohol unreactive C-OH w/o (acid, EO)		CCCCCCCO		1000165		111-70-6		1-Heptanol		116.20		0.53		34.00		2.31

		48		32102041		CO_X alcohol unreactive C-OH w/o (acid, EO)		CCCCCCCCCCO		1000179		112-30-1		1-Decanol		158.29		2.45		0.56		3.79

		49		32102041		CO_X alcohol unreactive C-OH w/o (acid, EO)		CCCCCCCCCCCCCO		1000183		112-70-9		1-Tridecanol		200.37		4.22		0.01		5.26

		50		32102041		CO_X alcohol unreactive C-OH w/o (acid, EO)		CCCCCCCCCO		1000294		143-08-8		1-Nonanol		144.26		1.82		2.20		3.30

		51		32102041		CO_X alcohol unreactive C-OH w/o (acid, EO)		CC(C)CCCCCCCO		1000405		25339-17-7		Isodecanol		158.29		1.37		6.80		3.71

		52		32104841		CO_X ester unreactive (Alga)		CC(C)COC(=O)C		1000128		110-19-0		Acetic acid, 2-methylpropyl ester		116.16		-0.50		370.00		1.77

		53		32104841		CO_X ester unreactive (Alga)		CCCCCCCCCCCC(=O)OC		1000167		111-82-0		Dodecanoic acid, methyl ester		214.35		2.83		0.32		5.28

		54		32104841		CO_X ester unreactive (Alga)		CCOC(=O)C(Cl)(Cl)Cl		1000530		515-84-4		Acetic acid, trichloro-, ethyl ester		191.44		0.44		70.00		2.22

		55		32104841		CO_X ester unreactive (Alga)		CC(C)COC(=O)c1ccccc1C(=O)OCC(C)C		1000804		84-69-5		1,2-Benzenedicarboxylic acid, bis(2-methylpropyl) ester		278.35		2.19		1.80		4.46

		56		32104841		CO_X ester unreactive (Alga)		CCCCOC(=O)c1ccccc1C(=O)OCCCC		1000805		84-74-2		1,2-Benzenedicarboxylic acid, dibutyl ester		278.35		2.01		2.70		4.61

		57		32104841		CO_X ester unreactive (Alga)		COC(=O)c1ccc(O)cc1		1000948		99-76-3		Benzoic acid, 4-hydroxy-, methyl ester		152.15		0.43		56.00		2.00

		58		32207541		CNOS_X basic aromatic n unreactive		n(ccc(c1)C=C)c1		1000010		100-43-6		Pyridine, 4-ethenyl-		105.14		1.36		4.60		1.71

		59		32207541		CNOS_X basic aromatic n unreactive		C=Cc1ccccn1		1000019		100-69-6		Pyridine, 2-ethenyl-		105.14		0.23		62.00		1.71

		60		32207541		CNOS_X basic aromatic n unreactive		Oc1cccc2cccnc12		1000305		148-24-3		8-Quinolinol		145.16		2.45		0.52		1.66

		61		32207541		CNOS_X basic aromatic n unreactive		C=Cn1c2ccccc2c3ccccc13		1000306		1484-13-5		9H-Carbazole, 9-ethenyl-		193.25		3.96		0.02		4.13

		62		32207541		CNOS_X basic aromatic n unreactive		Sc1nc2ccccc2s1		1000309		149-30-4		2(3H)-Benzothiazolethione		168.26		2.52		0.50		2.86

		63		32207541		CNOS_X basic aromatic n unreactive		Nc1ccncc1		1000522		504-24-5		4-Pyridinamine		94.12		0.50		30.00		-0.11

		64		32207541		CNOS_X basic aromatic n unreactive		n(c(N)ccc1)c1		1000523		504-29-0		alpha-Aminopyridine		94.12		0.89		12.00		0.53

		65		32207541		CNOS_X basic aromatic n unreactive		CC(C)(C)NSc1nc2ccccc2s1		1000889		95-31-8		2-Benzothiazolesulfenamide, N-(1,1-dimethylethyl)-		239.38		3.40		0.10		2.56

		66		32207541		CNOS_X basic aromatic n unreactive		C1CCC(CC1)NSc2nc3ccccc3s2		1000891		95-33-0		2-Benzothiazolesulfenamide, N-cyclohexyl-		265.42		3.25		0.15		3.47

		67		32899941		narcotic group (Alga acute)		OCc1ccccc1		1000012		100-51-6		Benzenemethanol		108.14		-0.85		770.00		1.08

		68		32899941		narcotic group (Alga acute)		CCCCc1ccccc1		1000048		104-51-8		Benzene, butyl-		134.22		1.92		1.60		4.01

		69		32899941		narcotic group (Alga acute)		Cc1ccc(C)cc1		1000062		106-42-3		Benzene, 1,4-dimethyl-		106.17		1.04		9.60		3.09

		70		32899941		narcotic group (Alga acute)		Cc1ccc(Cl)cc1		1000063		106-43-4		Benzene, 1-chloro-4-methyl-		126.59		1.32		6.10		3.18

		71		32899941		narcotic group (Alga acute)		Clc1ccc(Cl)cc1		1000065		106-46-7		Benzene, 1,4-dichloro-		147.00		1.43		5.40		3.28

		72		32899941		narcotic group (Alga acute)		ClCCCl		1000075		107-06-2		Ethane, 1,2-dichloro-		98.96		-0.37		230.00		1.83

		73		32899941		narcotic group (Alga acute)		Cc1cccc(C)c1		1000093		108-38-3		Benzene, 1,3-dimethyl-		106.17		1.08		8.90		3.09

		74		32899941		narcotic group (Alga acute)		CC1CCCCC1		1000100		108-87-2		Cyclohexane, methyl-		98.19		2.46		0.34		3.59

		75		32899941		narcotic group (Alga acute)		Cc1ccccc1		1000101		108-88-3		Benzene, methyl-		92.14		0.50		29.00		2.54

		76		32899941		narcotic group (Alga acute)		CCCCCCCO		1000165		111-70-6		1-Heptanol		116.20		0.53		34.00		2.31

		77		32899941		narcotic group (Alga acute)		C(=CCCC=CC1)C1		1000166		111-78-4		1,5-Cyclooctadiene		108.18		1.12		8.20		3.73

		78		32899941		narcotic group (Alga acute)		CCCCCCCCCCO		1000179		112-30-1		1-Decanol		158.29		2.45		0.56		3.79

		79		32899941		narcotic group (Alga acute)		CCCCCCCCCCCCCO		1000183		112-70-9		1-Tridecanol		200.37		4.22		0.01		5.26

		80		32899941		narcotic group (Alga acute)		Cc1c(Cl)cccc1Cl		1000200		118-69-4		Benzene, 1,3-dichloro-2-methyl-		161.03		1.78		2.70		3.83

		81		32899941		narcotic group (Alga acute)		Clc1ccc(Cl)c(Cl)c1		1000211		120-82-1		Benzene, 1,2,4-trichloro-		181.45		1.50		5.70		3.93

		82		32899941		narcotic group (Alga acute)		ClC(=C(Cl)Cl)Cl		1000251		127-18-4		Ethene, tetrachloro-		165.83		0.79		27.00		2.97

		83		32899941		narcotic group (Alga acute)		C=Cc1ccccc1C=C		1000262		1321-74-0		Benzene, diethenyl-		130.19		1.86		1.80		3.80

		84		32899941		narcotic group (Alga acute)		CCCCCCCCCO		1000294		143-08-8		1-Nonanol		144.26		1.82		2.20		3.30

		85		32899941		narcotic group (Alga acute)		CC=C1CC2CC1C=C2		1000320		16219-75-3		Bicyclo 2.2.1 hept-2-ene, 5-ethylidene-		120.20		1.39		4.90		3.67

		86		32899941		narcotic group (Alga acute)		CCC1CCCCC1		1000328		1678-91-7		Ethyl cyclohexane		112.22		2.25		0.63		4.08

		87		32899941		narcotic group (Alga acute)		CC(C)c1ccccc1C(C)C		1000404		25321-09-9		Diisopropyl benzene		162.28		1.68		3.40		4.90

		88		32899941		narcotic group (Alga acute)		CC(C)CCCCCCCO		1000405		25339-17-7		Isodecanol		158.29		1.37		6.80		3.71

		89		32899941		narcotic group (Alga acute)		CC(C)c1cccc2ccccc12		1000429		29253-36-9		Naphthalene, (1-methylethyl)-		170.26		2.83		0.25		4.63

		90		32899941		narcotic group (Alga acute)		C1C=CC2CC=CCC12		1000438		3048-65-5		1H-Indene, 3a,4,7,7a-tetrahydro-		120.20		1.23		7.00		3.28

		91		32899941		narcotic group (Alga acute)		Fc1ccc(Br)cc1F		1000460		348-61-8		4-bromo-1,2-difluorobenzene		192.99		1.14		14.00		3.28

		92		32899941		narcotic group (Alga acute)		CCc1ccc(cc1)c2ccccc2		1000580		5707-44-8		4-ETHYL-1,1'-BIPHENYL		182.27		3.08		0.15		4.80

		93		32899941		narcotic group (Alga acute)		Cc1ccc2ccccc2c1C		1000585		573-98-8		1,2-Dimethylnaphthalene		156.23		1.58		4.10		4.26

		94		32899941		narcotic group (Alga acute)		Cc1cc(C)c2ccccc2c1		1000588		575-41-7		1,3-Dimethylnaphthalene		156.23		2.40		0.62		4.26

		95		32899941		narcotic group (Alga acute)		Cc1ccc2ccc(C)cc2c1		1000594		582-16-1		NAPHTHALENE, 2,7-DIMETHYL-		156.23		2.19		1.00		4.26

		96		32899941		narcotic group (Alga acute)		CC(=C)C=C		1000759		78-79-5		1,3-Butadiene, 2-methyl-		68.12		0.01		67.00		2.58

		97		32899941		narcotic group (Alga acute)		CC(Cl)CCl		1000761		78-87-5		Propane, 1,2-dichloro-		112.99		-0.09		140.00		2.25

		98		32899941		narcotic group (Alga acute)		ClC=C(Cl)Cl		1000767		79-01-6		Ethene, trichloro-		131.39		0.23		77.00		2.47

		99		32899941		narcotic group (Alga acute)		C1CCC(CC1)c2ccccc2		1000795		827-52-1		Benzene, cyclohexyl-		160.26		2.37		0.69		4.81

		100		32899941		narcotic group (Alga acute)		C1Cc2cccc3cccc1c23		1000797		83-32-9		Acenaphthylene, 1,2-dihydro-		154.21		2.04		1.40		4.15

		101		32899941		narcotic group (Alga acute)		c1ccc2c(c1)ccc3ccccc32		1000806		85-01-8		Phenanthrene		178.23		2.44		0.64		4.35

		102		32899941		narcotic group (Alga acute)		c(c(c(c1ccc2)c2)ccc3)(c3)C1		1000813		86-73-7		9H-Fluorene		166.22		2.34		0.76		4.02

		103		32899941		narcotic group (Alga acute)		Clc1cccc(Cl)c1Cl		1000821		87-61-6		Benzene, 1,2,3-trichloro-		181.45		2.05		1.60		3.93

		104		32899941		narcotic group (Alga acute)		Cc1cccc2ccccc12		1000844		90-12-0		Naphthalene, 1-methyl-		142.20		1.71		2.80		3.72

		105		32899941		narcotic group (Alga acute)		Cc1ccc2ccccc2c1		1000858		91-57-6		Naphthalene, 2-methyl-		142.20		1.87		1.90		3.72

		106		32899941		narcotic group (Alga acute)		c1ccc(cc1)c2ccccc2		1000868		92-52-4		1,1'-Biphenyl		154.21		2.30		0.78		3.76

		107		32899941		narcotic group (Alga acute)		Cc1ccccc1C		1000892		95-47-6		Benzene, 1,2-dimethyl-		106.17		2.12		0.80		3.09

		108		32899941		narcotic group (Alga acute)		Cc1ccccc1Cl		1000894		95-49-8		Benzene, 1-chloro-2-methyl-		126.59		1.21		7.80		3.18

		109		32899941		narcotic group (Alga acute)		ClCC(Br)CBr		1000913		96-12-8		Propane, 1,2-dibromo-3-chloro-		236.33		0.58		62.00		2.68

		110		32899941		narcotic group (Alga acute)		FC(F)(F)c1ccccc1		1000930		98-08-8		Benzene, (trifluoromethyl)-		146.11		1.43		5.40		2.96

		111		32899941		narcotic group (Alga acute)		Cc1ccc(cc1)C(C)(C)C		1000932		98-51-1		Benzene, 1-(1,1-dimethylethyl)-4-methyl-		148.25		1.53		4.40		4.45

		112		32899941		narcotic group (Alga acute)		CC(=C)c1ccccc1		1000937		98-83-9		Benzene, (1-methylethenyl)-		118.18		1.39		4.80		3.44

		113		32899941		narcotic group (Alga acute)		ClC(Cl)c1ccccc1		1000939		98-87-3		Benzene, (dichloromethyl)-		161.03		0.78		27.00		2.97

		114		32899941		narcotic group (Alga acute)		CC(C)c1ccc(C)cc1		1000950		99-87-6		Benzene, 1-methyl-4-(1-methylethyl)-		134.22		1.36		5.80		4.00






substructure_def

		FragID		SubstructureClassName		SMARTS

		3000		elements other than CNOSPSiAsSnXNa,K		[!#6;!#7;!#8;!#15;!#16;!#14;!#33;!#50;!#9;!#17;!#35;!#53;!#11;!#19]

		3001		elements other than CX		[!#6;!#9;!#17;!#35;!#53]

		3002		elements other than CNX		[!#6;!#7;!#9;!#17;!#35;!#53]

		3003		elements other than COX		[!#6;!#8;!#9;!#17;!#35;!#53]

		3004		elements other than CSX		[!#6;!#16;!#9;!#17;!#35;!#53]

		3006		elements other than CNOX		[!#6;!#7;!#8;!#9;!#17;!#35;!#53]

		3008		elements other than CNPX		[!#6;!#7;!#15;!#9;!#17;!#35;!#53]

		3009		elements other than COSX		[!#6;!#8;!#16;!#9;!#17;!#35;!#53]

		3010		elements other than COPX		[!#6;!#8;!#15;!#9;!#17;!#35;!#53]

		3011		elements other than COns		[!#6;!F;!Cl;!Br;!I;!n;!s;!o;!O]

		3012		elements other than COSPnX		[!#6;!#8;!#16;!#15;!#9;!#17;!#35;!#53;!n]

		3013		elements other than CNOSX		[!#6;!#7;!#8;!#16;!#9;!#17;!#35;!#53]

		3014		elements other than CnosX		[$([!#6;!F;!Cl;!Br;!I;!n;!s;!o]),$([n+])]

		3015		elements other than CNOSPX		[!#6;!#7;!#8;!#15;!#16;!#9;!#17;!#35;!#53]

		3016		elements other than COSnosX		[!#6;!#8;!#16;!#9;!#17;!#35;!#53;!n]

		3020		tautomer M=Q-ZH (-> HM-Q=Z)		[*;!H0;#7v3,#8v2,#16v2,#34v2,#52v2][#6,#7,#15,#33,#16,#34,#52]=[#7v3,#8v2,#16v2,#34v2,#52v2]

		3021		tautomer HC-Q=Z (-> C=Q-ZH)		[*;!H0;#6X4][#6,#7,#15,#33,#16,#34,#52]=[#7v3,#8v2,#16v2,#34v2,#52v2]

		3022		Carbon		[#6]

		3030		carbonyl C=O		[#6;$([#6](=[#8]))]

		3031		ketone CC(=O)C		[#6;$([#6](=[#8])([#6])[#6])]

		3032		ester CC(=O)OC		[#6;$([#6](=[#8])([#6])[#8][#6]);!$([#6](=[#8])([#6])[#8][#6]=[O,S,N])]

		3033		carbonate COC(=O)OC		[#6;$([#6](=[#8])([#8][#6])[#8][#6])]

		3034		carboxylic acid C(=O)O		[#6;$([#6](=[#8])([#6])[#8H1])]

		3035		peroxy OO, general		[#6;$([#6][#8][#8])]

		3036		aldehyde		[#6H1;$([#6](=[#8])[#6])]

		3037		acid halide		[#6;$([#6](=[#8])[#9,#17,#35,#53])]

		3038		anhydride		[#6;$([#6](=[#8])[#8][#6](=[#8])[#6])]

		3039		fused aromatic cR3		[cR3;!$([cR3]([cR2][CR])[cR2][CR])]

		3040		fused aromatic c!R1		[c!R1;$([c!R1]@[c!R1])]

		3041		carbamate general NC(=O,S)O,S		[#7v3X3;$([#7][#6R0](=[O,S])[O,S])]

		3044		ether general		[#8H0;!$([#8]C=[O,N,S]);!$([#8]C[#8]);$([#8]([#6])[#6])]

		3045		ether COC		[#8H0!r3;$([#8]([#6])[#6]);!$([#8][#6](=[#8,#7,S]));!$([#8][#6][#6]=[#6H2]);!$([#8][#6][#6r3][#8r3])]

		3046		alcohol COH		[#6;$([#6][#8;H]);!X3;v4]

		3047		phenol cOH		[OX2H][cX3;$(c1ccccc1)]

		3049		epoxide general		[#8r3;$([#8]1[#6][#6]1)]

		3050		o-,p-unshared pairs of electrons		[$([#8H1,#7H2]cc[#8H1,#7H2]),$([#8H1,#7H2]cccc[#8H1,#7H2])]

		3051		alkenyl,alkynyl,2-hanogeno pri-,sec O		[$([#8X2][#6H1,#6H2][#6]=,#[#6]),$([#8X2][#6H1,#6H2][#6H1,#6H2][#6]=[#6H2]),$([#8X2][#6H1,#6H2][#6H1,#6H2][#6]#[#6]),$([#8X2][#6H1,#6H2][#6H1,#6H2][Cl,Br,I]),$([#8X2][#6H1,#6H2][#6][F])]

		3052		alkenyl,alkynyl,2-hanogeno pri-,sec O,pinacol		[$([#8X2][#6H1,#6H2][#6]=,#[#6]),$([#8X2][#6H1,#6H2][#6H1,#6H2][#6]=[#6H2]),$([#8X2][#6H1,#6H2][#6H1,#6H2][#6]#[#6]),$([#8X2H1][#6X4]([#6X3])([#6X3])[#6X4]([#6X3])([#6X3])[#8X2H1])]

		3053		carbonyl a-halo, ab-unsaturated		[$([#6R0](=O)[#6H1,#6H2][Cl,Br,I,F]),$([#6](=O)[#6]=[#6;H2]),$([#6](=O)[#6]=[#6;H1][a]),$([a][#6](=O)[#6]=[#6][#6](=O)[a]),$([#6R0](=O)[#6H2][#6R0](=O))]

		3054		O-alkenyl,alkynyl,halogen, ketene		[$([#8X2](C=O)[#6]=,#[#6]),$([#8X2][#6H1,#6H2][#6]=,#[#6]),$([#8X2][#6H1,#6H2][#6H1,#6H2][#6]=[#6H2]),$([#8X2][#6H1,#6H2][#6H1,#6H2][#6]#[#6]),$([#8X2][#6H1,#6H2][#6H1,#6H2][Cl,Br,I]),$([#8X2][#6H1,#6H2][#6][F]),$([#8X2][#6H1,#6H2][#6r3][Or3])]

		3055		CH2=CHC(=O)O		[$([#6H2]=[#6H1][#6](=O)[OH]),$([#6H2]=[#6H1][#6](=O)[O][#6])]

		3056		CH2=CC(=O)O		[$([#6H2]=[#6H0][#6](=O)[OH]),$([#6H2]=[#6H0][#6](=O)[O][#6])]

		3057		a-X, a-O,b-O,a,b-C=C acid		[$([#6](=O)([OH])[#6](=[C])),$([#6](=O)([OH])[#6](-,=[O,S,Cl,Br,I,F])),$([#6](=O)([OH])[#6][#6](-,=[O,S]));!$([#6](=O)([OH])[#6][#6](O)[#6][CX4H0])]

		3058		oxyethlene		[O;$(O[CR0][CR0]O[#6])]

		3059		C=O w/o electron donated o-, p-Nv3X3		[C;$(C=O);!$(C(=O)c1c([Nv3X3])cccc1);!$(C(=O)c1ccc([Nv3X3])cc1)]

		3061		-O-alkenyl, alkynyl OCC=,#C		[$([#8X2][#6H1,#6H2][#6]=,#[#6])]

		3062		ERROR:#NAME?		[$([#8X2][#6H1,#6H2][#6H1,#6H2][#6]=[#6H2])]

		3063		-O-alkenyl, alkynyl OCCC#C		[$([#8X2][#6H1,#6H2][#6H1,#6H2][#6]#[#6])]

		3064		-O-halogen OCCC[C,Br,I] pro-OCc=C		[$([#8X2][#6H1,#6H2][#6H1,#6H2][Cl,Br,I])]

		3065		ERROR:#NAME?		[$([#8X2][#6H1,#6H2][#6][F])]

		3066		pinacol C(OH)C(OH)		[$([#8X2H1][#6X4]([#6X3])([#6X3])[#6X4]([#6X3])([#6X3])[#8X2H1])]

		3096		nitro halogen or CF3 =>4		[N;$(N(=O)=O);!$(Nc[cH][cH]);!$(Nc[cH]c[cH]);!$(Nc[cH]cc[cH])]c1[cH,$(c[F,Cl,Br,I]),$(cC(F)(F)F)][cH,$(c[F,Cl,Br,I]),$(cC(F)(F)F)][cH,$(c[F,Cl,Br,I]),$(cC(F)(F)F)][cH,$(c[F,Cl,Br,I]),$(cC(F)(F)F)][cH,$(c[F,Cl,Br,I]),$(cC(F)(F)F)]1

		3097		nitro o-C(=O,Cl,Br,I)		[NX3v5;$(N(=O)(=O)ccC(~[OX1,Cl,Br,I]))]

		3098		nitro m-C(=O,Cl,Br,I)		[NX3v5;$(N(=O)(=O)cccC(~[OX1,Cl,Br,I]))]

		3099		nitro p-C(=O,Cl,Br,I)		[NX3v5;$(N(=O)(=O)ccccC(~[OX1,Cl,Br,I]))]

		3100		amine CNH2		[#7X3H2;!$([#7][*v6]);!$(N[#6](~[#7,#8,#16]))]

		3101		amine aromatic alkylated C.cNH2		[#7X3H2;!$([#7][#7]);$(Ncc[CX4,OH0]),$(Nccc[CX4,OH0]),$(Ncccc[CX4,OH0])]

		3102		ammonium N+		[#7v4;+]

		3103		carbamate NC(=O)O		[Nv3X3;$(NC(=[O,S])[O,S]);!$([N]([C]=O)([C]=O)([C]=O))]

		3104		nitril C#N		[N;$([#7X1]#[#6X2])]

		3105		hydrazine N-N		[Nv3X3;!$(NC=[*;!#6]);!$(N[*;v6])][Nv3X3;!$(NC=[*;!#6]);!$(N[*;v6])]

		3106		azo N=N		[NX2;$(N=N)]

		3107		N3		[NX1;$(N~N~N)]

		3108		imino C=N-, guanidine		[#7v3X2;$(N=[Cv4X3]);!$(N[N,O,S])]

		3109		urea NC(=O)N		[#6X3;$([#6X3](=[O,S])(N)N);!$([#6X3](=[O,S])NN)]

		3110		amine CNH1		[#7v3X3H1;!$([#7][!#6]);!$([#7][*v6]);!$([#7][#6](~[#7,#8,#16]));!$([#7r5H1](a)a)]

		3111		guanidine NC(=N)N		[#6X3;$([#6X3](=[N])(N)N)]

		3112		enemine NC=C		[NX3;$(NC=C)]

		3113		ntroso amine, imine N-N=O		[#7v3;$(N-N=O)]

		3114		hydrazine N-NH2		[Nv3H2;$([Nv3H2]-[Nv3X3]);!$(NN(C=*)(C=*))]

		3115		NH0 amide, imide		[#7v3X3H0;!$([#7][#7,#8,#16]);!$([#7]C(=[CH2]));$(N[#6](~[#7,#8,#16]))]

		3116		Nv3-hetero atom (O,S,Si,P)		[#7v3;$([#7][#8,#14,#15,#16]);!$([#7][#7]);!$([#7H0R][#8R,#14R,#15R,#16R]);!$([#7]([#8,#14,#15,#16])[#8,#14,#15,#16]);!$([#7][#8,#14,#15,#16][#7][#8,#14,#15,#16])]

		3117		aldoxime CH=N-O		[#7v3;$([#7]([#8])=[#6H1][#6]),$([#7]([#8])=[#6H2])]

		3118		reactive halogen  XC=@[N,n,O,S], X-[N,O,S]		[F,Cl,Br,I;$(*[#6]=,@[#7,#8,#16]),$(*[#7,#8,#16])]

		3119		unreactive pyridine		[n;$(n:c[OH]),$(n:[c;R1]([!N]):c[OH]),$(n:[c;R1]([!N]):[c;R1]:c[OH])]

		3120		amine CNH0		[#7v3X3H0;!$([#7][!#6]);!$([#7][*v6]);!$([#7][#6](~[#7,#8,#16]))]

		3121		amine Nv3 not hindered		[#7v3X3;!$([NR0][CR1][CR1]([CX4R0])[CX4R1]);!$([NR1](C)C(C)(C)C);!$([#7][#7]);!$(NC(=[CH2]));!$(N[#6](~[#7,#8,#16]))]

		3122		amine hindered		[#7v3X3;$([NR0][CR1][CR1]([CX4R0])[CX4R1]),$([NR1](C)C(C)(C)C);!$([#7][#7]);!$(NC(=[CH2]));!$(N[#6](~[#7,#8,#16]))]

		3123		amide		[#7v3X3;$([#7][C](=O)[!N;!S;!O;!P]),$([#7][CH1](=O));!$(N~[N,S,O]);!$(N(C=[N,O,S])C=O)]

		3125		cO reactive 12,13,14 O,N		[Ov2X2;$(Occ[Nv3,O]),$(Occc[Nv3,O]),$(Occcc[Nv3,O])]

		3126		halomethane, tri, tetra		[C;$([CH1]([Cl,Br,I])([Cl,Br,I])([Cl,Br,I])),$(C([F,Cl,Br,I])([Cl,Br,I])([Cl,Br,I])([Cl,Br,I]))]

		3127		amine reactive 12,13,14 wo H0		[N;H2;$(Ncc[NH2,NH1,OH1]),$(Nccc[NH2,NH1,OH1]),$(Ncccc[NH2,NH1,OH1])]

		3128		amine reactive 12,13,14 w H0		[N;H2;$(Ncc[Nv3X3,OH1]),$(Nccc[Nv3X3,OH1]),$(Ncccc[Nv3X3,OH1])]

		3129		amine Nv3 reactive 12,13,14 Nv3,O		[Nv3X3;$(Ncc[Nv3,O]),$(Nccc[Nv3,O]),$(Ncccc[Nv3,O])]

		3130		nitro N(=O)=O		[$(N(=O)=O),$([N+](=O)[O-])]

		3131		nitrated benzene carbonyl		[NX3v5;$(N(=O)(=O)ccC(~[OX1,Cl,Br,I])),$(N(=O)(=O)cccC(~[OX1,Cl,Br,I])),$(N(=O)(=O)ccccC(~[OX1,Cl,Br,I]))]

		3132		carbamate reactive		[N;$([N;!H2][#6X3](=[O,S])[O][C,N]),$([N;!H2][#6X3](=[O,S])[O]cc[O,N]),$([N;!H2][#6X3](=[O,S])[O]cccc[O,N]);!$([NR0]([C]=O)([C]=O)([C]=O));!$([NH1][C][CR1])]

		3133		carbamete NH2		[#6X3;$([#6X3](=[O,S])([O,S])[N;H2])]

		3134		NH2, 2,5-halo		[#7X3H2;$([#7]c1c([F,Cl,Br,I])ccc([F,Cl,Br,I])c1)]

		3135		NH2, hetero aromatic 3-, 4- n		[NH2;$([NH2v3][c]1[c][c,n][c,n][c,n][c]1);!$([NH2v3][c]1[c][c][c][c][c]1)]

		3136		NH2, mono-halo or unsubstututed		[NH2;$(Nc1[cH,cR2][cH,cR2][cH,cR2][cH,cR2][cH,cR2]1),$(Nc1[cH,cR2][cH,cR2][c;$(c[F,Cl])][cH,cR2][cH,cR2]1),$(Nc1[c;$(c[F,Cl])][cH,cR2][cH,cR2][cH,cR2][cH,cR2]1),$(Nc1[cH,cR2][c;$(c[F,Cl])][cH,cR2][cH,cR2][cH,cR2]1)]

		3137		amine reactive Nv3 o-(Nv3, O)		[Nv3X3;$(Ncc[Nv3,O])]

		3140		P-SC,c (reactive P ester alcohol)		[#15;$([#15]-[#16][#6])]

		3141		barbital		[C;$(C1NC(=O)[CX4]C(=O)N1)]

		3142		nitril unreactive		[N;$([#7X1]#[#6X2]);!$(N#C[CH2;R0]C#N);!$(N#C[CR0]=[CR0]);!$(N#CC[Cl,Br,I,OH1]);!$(N#CccC#N)]

		3143		nitril reactive		[N;$(N#C[CH2;R0]C#N),$(N#C[CH1R0]=[CR0]),$(N#CC[Cl,Br,I,OH1]),$(N#Cc(n)c(C#N)n),$(N#Cc(cCl)c(C#N)(cCl))]

		3144		amine oxide		[#7;$([#7v5X4](=[#8])([#6])([#6])[#6])]

		3145		acetal		[#6X4;$([#6]([#8])[#8])]

		3150		pyrrol		[#7r5v3X3;!$([#7][*v6]);!$([#7][#6](~[AR0;#7,#8,#16]));$([#7](a)a)]

		3151		aldehyde CH=C		[#6;$([CH](=O)[C;H1]=[CH2]),$([CH](=O)[C;H1]=[CH][CX4])]

		3152		aldehyde CF2X		[#6;$([CH](=O)CC[O,Sv2X2,Cl,Br,I])]

		3153		aldehyde CC[S,Cl,Br,I]		[#6;$([CH](=O)CC[O,Sv2X2,Cl,Br,I])]

		3160		aldehyde o-OH		[#6;$([CH](=O)cc[OH]);!$([C](=O)cc([OH])cc[OH])]

		3161		aldehyde o-F,Cl		[#6;$([CH](=O)c([cH1])c[F,Cl])]

		3162		aldehyde p-F,Cl		[#6;$([CH](=O)cccc[F,Cl])]

		3163		aldehyde m-CF3		[#6;$([CH](=O)cccC(F)(F)F)]

		3164		aldehyde p-CF3		[#6;$([CH](=O)ccccC(F)(F)F)]

		3165		aldehyde o-nitro		[#6;$([CH](=O)ccN(=O)(=O))]

		3166		aldehyde m-nitro		[#6;$([CH](=O)cccN(=O)(=O))]

		3167		aldehyde p-nitro		[#6;$([CH](=O)ccccN(=O)(=O))]

		3168		aldehyde 2-n		[#6;$([CH](=O)cn)]

		3169		aldehyde 3-n		[#6;$([CH](=O)ccn)]

		3170		aldehyde 4-n		[#6;$([CH](=O)cccn)]

		3171		carbonyl CH(X)		[$([#6R0](=O)[#6H1,#6H2][Cl,Br,I,F])]

		3172		carbonyl C=CH2		[$([#6](=O)[#6]=[#6;H2])]

		3173		carbonyl C=CH-a		[$([#6](=O)[#6]=[#6;H1][a])]

		3174		carbonyl a-C=O C=CC(=O)-a		[$([#6v4X3][#6](=O)[#6]=[#6][#6](=O)[#6v4X3])]

		3175		carbonyl CH2C=O		[$([#6R0](=O)[#6H2][#6R0](=O))]

		3176		carbonyl C=[N,O,S]		[#6;$([C](=O)[C]=[O,S,NR0])]

		3181		a-C=[O,C] acid		[#6;$(C=[O,C])][C,S](=O)

		3182		a-[~#7+,O,S,Cl,Br,I] acid		[#6;$(C([O,Sv2X2,Cl,Br,I]))][C,S](=O)

		3183		a-CNC[C,S=O]OH acid (nitrilo acetic acid)		[#6;$([CX4][NX3][CX4]C(=O)O)][C,S](=O)

		3184		a-[#7+,H0] acid		[#6;$([#6][#7+;H0])][C,S](=O)

		3185		b-[#7+,H0] acid		[#6;$([#6][#6][#7+;H0])][C,S](=O)

		3186		r-[#7+,H0] acid		[#6;$([#6][#6][#6][#7+;H0])][C,S](=O)

		3190		OC(=O)C=,#C		[$([#8X2](C=O)[#6]=,#[#6])]

		3191		OCHC=,#C		[$([#8X2][#6H1,#6H2][#6]=,#[#6])]

		3192		OCHCHC=CH2		[$([#8X2][#6H1,#6H2][#6H1,#6H2][#6]=[#6H2])]

		3193		OCHCHC#C		[$([#8X2][#6H1,#6H2][#6H1,#6H2][#6]#[#6])]

		3194		OCHCH[Cl,Br,I]		[$([#8X2][#6H1,#6H2][#6H1,#6H2][Cl,Br,I])]

		3195		O,S-C(F)(F)C(F)F		[$([#8X2,#16][CX4]([F])([F])[CX4]([F])[F])]

		3196		OCC1OC1		[$([#8X2][#6H1,#6H2][#6r3][Or3])]

		3200		carbamate NC(=O,S)O[C,N]		[N;$([N;!H2][#6X3](=[O,S])[O][C,N]);!$([NR0]([C]=O)([C]=O)([C]=O));!$([NH1][C][CR1])]

		3201		carbamate NC(=O,S)Occ[O,N]		[N;$([N;!H2][#6X3](=[O,S])[O]cc[O,N]);!$([NR0]([C]=O)([C]=O)([C]=O));!$([NH1][C][CR1])]

		3202		carbamate NC(=O,S)Occcc[O,N]		[N;$([N;!H2][#6X3](=[O,S])[O]cccc[O,N]);!$([NR0]([C]=O)([C]=O)([C]=O));!$([NH1][C][CR1])]

		3203		carbamate NC(=O,S)Occ(CC)cc		[N;$([N;!H2][#6X3](=[O,S])[O]cc(CC)cc);!$([NR0]([C]=O)([C]=O)([C]=O));!$([NH1][C][CR1])]

		3210		NN, hydrazine general, not in ring		[Nv3X3R0;$([N][Nv3X3])]

		3234		SH thiophenol		[Sv2X2H1;$(Sc1ccccc1)]

		3235		SH mercaptan, not hindered		[$([Sv2X2H1][CX4v4]);!$([Sv2X2H1]C(CC)(CC)CC)]

		3236		SH general		[$([#16v2X2H1][#6])]

		3501		sterically hindered ortho O,S,N,P		[O,S,N,P;$([*][#6;X3;R1][#6;X3;R1][#6;X4;R0]([#6X4R0])([#6X4R0]))]

		3502		sterically hindered ortho C=O, C=S		[C;$([C,P](=[O,S,N])[#6;X3;R1][#6;X3;R1][#6;X4;R0]([#6;X4;R0])([#6;X4;R0]))]

		3535		disulfide exception		[#16v2X2H0;$([S]([#6X4H3,c])[Sv2X2H0][#6X4H2,c])]

		3536		disulfide general		[#16v2X2H0;$([S]([#6X4,c])[Sv2X2H0][#6X4,c])]

		3537		2-mercapto-thiazol		[#16v2X2H1;$(S[cr5]([sr5,or5])[nr5])]

		3539		aromatic n=c-thiol		nc-[SH1]

		3550		sulfonylurea		[c,N,O]S(=O)(=O)N~C(~O)~N

		3600		organo-tin		[Sn;$([Sn;v4][#6])]

		4034		carboxylic acid C(=O)(C,c)OH, hindered		[#6;$([#6](=[#8])([#6R][#6R0])[#8H1])]

		4119		n+, N+ alkyl chain <6		[$([N,n;+]);!$([N+]CCCCCC)]

		4120		n+, N+ alkyl chain >=6		[$([N,n;+]);$([N+]CCCCCC)]

		4149		-C#N[$Aliphatic]		[NX1]#C[$([A;!P;!N;!S;!Se]);!$(C=N)]

		4150		-C#N[$aromatic]		[NX1]#[C][a]

		4168		-C(=O)O[$aromatic]		[a]C(=O)[OD2][!Na;!K;!Li]

		4199		-CL[$aromatic]		[a;!n][Cl]

		4204		-COOH[$Aliphatic]		[A][CD3](=[OX1])[OH1]

		4205		-COOH[$aromatic]		[a][CX3](=[OX1])[OH1]

		4207		-F[$aromatic]		[a][F]

		4227		-N[$an aromatic]		[N;$([Nv3X3][a]);!$([Nv3X3]([a])[a]);!$([Nv3X3]([a])([a])[a]);!$([Nv3X3]-[P]);!$([Nv3X3]([CX3]=[C])[CX3]=[C])]

		4228		-N-[$two aromatic]		[N;$([Nv3X3]([a])[a]);!$([Nv3X3]-[P])]

		4259		-NO2[$aromatic]		[N;$(N([a])(=O)=O),$([N+]([a])(=O)[O-])]

		4315		-S-[$two aromatic]		[a][Sv2X2][a]

		4320		-S(=O)-[$aromatic]		[a][Sv4!H](=[OX1])[A;!O;!N]

		4321		-S(=O)-[$Aliphatic]		S(=O)A

		4322		-S(=O)-[$two aromatic]		[a][Sv4!H](=[OX1])[a]

		4501		aromatic ring (sPilot1)		[c;R]

		4504		>C=O or >C=S (sPilot4)		[CX3]=[OX1,SX1]

		4507		halogen		[F,Cl,Br,I]

		4510		aromatic NH2		c-[N;H2]

		4511		heteroaromatic-C=C		[n,c;R;$([n,c]C=C);!$(c1ccccc1)]

		4515		o-disubstitued pix2, pi-n-pi		cOC(=O)[c;R][c;R]C(=O)Oc

		4519		X-CC=/#		[C;X4;$(C[Cl,Br,I]);!$(C([F,Cl,Br,I])([F,Cl,Br,I])([F,Cl,Br,I]))][C,c]=,#[C,c,O,S,N]

		4520		halogen(Cl,Br,I) a- to pi electron		[$([Cl,Br,I]CC=C),$([Cl,Br,I]Cc);!$([Cl,Br,I]C([Cl,Br,I])c)]

		4521		b-halogen(Cl,Br,I) to lone pair (b-atom) XCC(O,N,S..)		[Cl,Br,I][C;$([C;X4;H1]),$([C;X4;H2])][CX4;$(C[OH]),$(C[NH]),$(C[SH])]

		4523		perfluoro ethylene -CF2CF2-		[C;$(C(F)(F))][C;$(C(F)(F))]

		4525		acidic -C(=O)CH2-C(=O)- or N#C-CH2-C#N		[CH2;R0;$(C(C(=O))C(=O)),$(C(C#N)C#N)]

		4526		a,b-unsaturated C=,#(Het)		C=[C;H1;$(CC=O),$(CC#N)]

		4527		-C=C(C)C(=O,#N)-		C=[C;H0;$(CC=O),$(CC#N)]

		4528		XCCCX 1,3-Halogen		[Br,I][C,X4][C,X4][C,X4][Br,I]

		4529		PRE:aldehyde ar-CX2		c[CH]([Cl,Br,I])[Cl,Br,I]

		4532		n+ or N+ or P+ or S+		[n,N,P,S;+;!$([#7v4+][O-])]

		4534		LAS NP surfactant		CCC[C;$(c1ccccc1)]

		4535		disulfide not ph-S or CH3-S		[#16X2H0;$([S][C,c]);!$(S[C;H3]);!$(S[cccccc])][#16X2H0;$([S][C,c]);!$(S[C;H3]);!$(S[cccccc])]

		4536		PRE:b-diketone (diketene)		C(=O)CC([O;r4])=C

		4537		PRE:aldehyde (Vinyl ester)		C(=O)O[C;H1]=C

		4538		thiol, mercaptane		[S;X2;H1][C;!$(C=[O,S,N,P]);$(C[C,c])]

		4539		thiophenol		c[S;X2;H1;!$(Scn)]

		4540		phenol		[O;H1][c;$(c1ccccc1);!$(ccN(=O)(=O));!$(cc[C;H1]=O);!$(cc[C](=O)O);!$(cccN(=O)(=O));!$(ccc[C;H1]=O);!$(ccc[C](=O)O);!$(ccccN(=O)(=O));!$(cccc[C;H1]=O);!$(cccc[C](=O)O)]

		4541		epoxide monocyclic		[#8r3;$([#8]1[#6R1][#6R1])]

		4542		epoxide dicyclic (poor Sn2)		[#8r3;$([#8]1[#6R2][#6R2])]

		4543		MF:not C,c,O,F		[!C;!c;!O;!F]

		4544		aromatic nucleophilic substitution (dinitrobenzene)		[$([Cl,Br,I]c1c([Nv5X3])cc([Nv5X3])cc1),$([Cl,Br,I]c1c([Nv5X3])cccc1([Nv5X3]))]

		4545		PRE:HS-C-X (e.g. thioacetal)		[P,C](=[O,S])S[C,H2][S,N,O]

		4546		hetero aromatic m6, n>0		[n;r6]

		4554		peroxy OO, not hindered (OO-t-C, OO-ring-o-C,c)		[#8;$([#8][#8]);!$([#8][#6]([#6])[#6]);!$([#8]([#6R1][#6R1][#6R0])([#6R1][#6R1][#6R0]));!$([#8][#6]=[#8])]

		4555		imide 5 membered ring		[C;!$(C(=O)[O,S,Cl,Br,I,F])](=O)[N;X3;r5;!$(C(=O)[O,S,Cl,Br,I,F])][C;!$(C(=O)[O,S,Cl,Br,I,F])](=O)

		4556		imide 6 membered ring		[C;!$(C(=O)[O,S,Cl,Br,I,F])](=O)[N;X3;r6;!$(C(=O)[O,S,Cl,Br,I,F])][C;!$(C(=O)[O,S,Cl,Br,I,F])](=O)

		4557		alkyl surfactant		OS(=O)(=O)[C;X4][C&X4,C&$(C(=O))][OX2,CX4][C;X4][C;X4][C;X4]

		4560		indole alkaloid		c1ccc2[C,c](CCN)[C,c][N,n]c2c1

		4700		o-non substituted aniline NH2		[N;H2;$(Nc([c;H1])[c;H1]ccc)]

		4702		-C(=O)H aldehyde, formyl-, -carbaldehyde, -al		[CX3H1](=O)[#6]

		4704		-C(=O)OH, carboxylic acid, carboxy-, -oic acid		[CX3](=O)[OX2H1]

		4705		-C(=O)O-, ester, oxycarbonyl, -carboxylate (not O-vinyl)		[#6;$([#6;R0](=O)([O;R0])[#6]);!$(CccN(=O)=O);!$(CC=[CH2,CH1])](=[OX1])O[#6;!$(C=O);!$(C=S);!$(C=N);!$(C=[CH2]);!$(CC=[CH2])]

		4708		a-halocarbonyl		[C;$(C[F,Cl,Br,I])]C=O

		4711		aliphatic-NH2		[N;H2;v3;X3;!$(NC=[S,N,O]);!$(NCC(=O)O)][C]

		4712		aromatic(Ho)-NH2		[N;H2][a;R;$(cccccc)]

		4713		aromatic(He)-NH2		[N;H2][a;R;!$(cccccc)]

		4714		o- or p-OH, NH2 substituted aromatic-NH2		[NH2,OH1;$([OH1,NH2]aa[OH1,NH2]),$([OH1,NH2]aaaa[OH1,NH2]),$([OH1,NH2]a[aR2]a[OH1,NH2])]

		4715		o- or p-OH substituted aromatic-OH		[OH1,OH1;$([OH1,OH1]aa[OH1,OH1]),$([OH1,OH1]aaaa[OH1,OH1])]

		4716		CH2=CC(=O)O		[C;H2]=CC(=O)O[C,c;!$(C=C);!$(CC1CO1)]

		4718		aliphatic ketone (use MF:CHO)		[C;H0;$(C(=O)([C])[C]);!$(C(=O)C[Cl,Br,I,F])!$(C(=O)C=Cc)]

		4719		C[H0,1] b-diketone		[C,c]C(=O)[C;X4;!$(C[F,Cl,Br,I]),H1,H0]([C,c])C(=O)[C,c]

		4720		o-substituted-aniline (for daphnid)		[N;H2;$(Nc([cH])c[C,OH0])]

		4721		cyclic b-diketone		[C;R]C(=O)[C;X4;H2;R]C(=O)[C;R]

		4722		ar-C(=O)-C		[c;$(cC(=O)C);!$(cC(=O)[C;H2]C(=O));!$(cC(=O)C[F,Cl,Br,I]);!$(cC(=O)C=C);!$(cC(=O)C[F,Cl,Br,I]);!$(c[O;H1]);!$(cc[O;H1]);!$(ccc[O;H1]);!$(c[n,N]);!$(cc[n,N]);!$(ccc[n,N]);!$(ccOCC=C);!$(cccOCC=C);!$(ccccOCC=C)]

		4723		ar-C(=O)-ar		[c;r5,r6;$(c[c,n,s,o]),$(cc[c,n,s,o]),$(ccc[c,n,s,o])]C(=O)[c;r5,r6;$(c[c,n,s,o]),$(cc[c,n,s,o]),$(ccc[c,n,s,o])]

		4724		>NH		[N;H1;v3;X3;$(N(C)C);!$(NC=[S,N,O])]

		4725		>N- unreactive		[N;H0;v3;X3;$(N(C)(C)C);!$(N(C)(C)C[CH2][OH1]);!$(N(C)(C)CC(=O)[O]);!$(NC=[S,N,O])]

		4726		ArNH(Cc)		[N;H1;v3;!$(NC(=O));!$(N([#6;X3;R2])[#6;X3;R2]);!$(NccccN)]([#6])[$(cccccc)]

		4727		ArN(Cc)2		[N;H0;v3;!$(NC(=O));!$(Nc1ccc([N,O,S])cc1)]([C,c&$(c1ccccc1)])([C,c&$(c1ccccc1)])[c;$(c1ccccc1)]

		4728		1,4-N-HoAr		[N;H2;$(Ncc[NH2,OH1]),$(Ncccc[NH2,OH1]),$(Nc[cR2]c[NH2,OH1]);!$(Ncc[Nv5X3,Cl]);!$(Nccc[Nv5X3,Cl]);!$(Ncccc[Nv5X3,Cl])]

		4731		oxine chelate		cnc([c;H0])[c;H0][O;H1]

		4732		nitrophenol count N		[c;$(c1ccccc1)][Nv5X3;$(Ncc[O;H1]),$(Nccc[O;H1]),$(Ncccc[O;H1])]

		4733		bisphenol		[C,O;$([C,O](cccc([O;H1])cc)cccc([O;H1])cc)]

		4734		halophenol		[O;H1][$(cc[Cl,Br,I]),$(ccc[Cl,Br,I]),$(cccc[Cl,Br,I]);!$(cn);!$(ccn);!$(cccn);!$(cc[OH1])]

		4735		nitrophenol		[c;$(c1ccccc1)][O;H1;$(Occ[Nv5X3]),$(Occc[Nv5X3]),$(Occcc[Nv5X3])]

		4736		ether C-O-C		[O;X2;H0;$(O(C)C);!r3;!$(OC[N,S,O,P]);!$(OC=[N,S,O,P])]

		4745		PO4 HC		[C,c,O][P](=O)([C,c,O][C,c])[C,c,O]

		4760		-SO3H, Sulfonic Acid, sulfo-, -sulfonic acid		[C,c,O]S(=O)(=O)[O;$([OH1]),$(O[Na,Li,K])]

		4765		test: amide not reactive test		[N;$(N[C](=O)[!N;!S;!O;!P]),$(N[C;H1](=O));!$(N[N,S,O]);!$(N(C=[O,S])C=O)]

		4766		test: amide reactive test		[N;$(NC(=O)C=[O,N,S]),$(N(C=O)ccO),$(NC(=O)C=[C;H2]);!$(N[N,S,O]);!$(N(C=[O,S])C=O)]

		4770		alcohol primary		[O;H1][C;H2;X4;$(C[C,c])][C;X4;!$(C[S,N,F,Cl,Br,I,Si,P])]

		4771		alcohol secondary		[O;H1][C;H1;X4;$(C[C,c])][C;X4;!$(C[S,N,F,Cl,Br,I,Si,P])]

		4772		alcohol tertiary		[O;H1][C;H0;X4;$(C[C,c])][C,c]

		4773		O-CC=C alcohol		[O;H1][C;H1,H2]C=C

		4774		O-CC#C		O[C;H1,H2]C#C

		4775		O-CCC=C		O[C;H1,H2]CC=C

		4776		O-CCC#C		O[C;H1,H2]CC#C

		4778		alcohol C1 (methanol)		[C;H3][O;H1]

		4781		carbamate or thiocarbamate (not NH2)		[N;X3;H0,H1;!$(N(C=[O,S])(C=[O,S]))][C](=[O,S])[O,S][N,c]

		4782		aldehyde reactive		[$(C[CH]=C),$(CC(F)(F)[F,Cl,Br,I]),$(CCC[O,S,Cl,Br,I]);$([C;H1](=O))][C]

		4786		P-Pest		[$([N,S,O][C,c])][P;!$(P(O)(O)(O)(=O))](=[O,S])[$([O,S,c][C,c])]

		4787		acid reactive		[#6;$(C=[O,C]),$(C(~[#7+,O,S,Cl,Br,I])[C,S]=O),$([CX4][NX3][CX4]C(=O)O),$([#6][#7+;H0]),$([#6][#6][#7+;H0]),$([#6][#6][#6][#7+;H0])][C,S](=O)[O;H1]

		4788		acid aliphatic		[C;X4;!$(C[F,Cl,Br,I,N,S,O,P]);$(C[CX4,c]),$([C;H3]),$(C1CCCCC1)]C(=O)[O;H1]

		4789		MF:Ccos		[!C;!c;!o;!s]

		4791		Pro: a,b-unsaturated C=O (amine elimination)		[C;X4;$([CH2][N;X3]),$([CH2][OH;X2,SH;X2]),$([CH2][Cl,Br,I])][C;X4;$([C;H1]),$([C;H2])][C;R0]=O

		4797		acid reactive		[C;$(C=[O,C]),$(C[#7+,O,S,Cl,Br,I]),$([C][N]CC(=O)O)]C(=O)[O;H1]

		4806		[C]		[C]

		4813		aromatic(Hetero)-NH2. excl. triazine		[N;H2][a;R;!$(c1ccccc1);!$(c1n[c,n][c,n]cn1)]

		4814		triazine N,n general		[#7;$([#7]1[#6][#7][#6][#7][#6]1)]

		4815		triazine n general		[n;$(n1cncnc1)]

		4847		MF:NOS_X, not oxazole, not CF2		[N,n,O,S,F,Cl,Br,I;!$(ncocc);!$(ncscc);!$(ncncc);!$(N#Cc);!$(FCF);!$(Clc);!$(Fc);!$(ncccc),$(nC=C),$(ncC=C),$(nccC=C),$(ncccC=C),$(nc-cc),$([n+])]

		4849		stable delocalized cation		ncc[C;H1][N;!$(C=O)]

		4886		terphenyl type		[c;r6]-[c;r6;$(cc(-[c;r6])),$(cac(-[c;r6])),$(caac(-[c;r6]))]

		4892		MF: not CHO  (kPilotO)		[!C;!c;!O]

		4893		MF: not CHOP		[!C;!c;!O;!P]

		4900		CC(C)(C)CC(C)(C)c1ccc(OCCO)cc1		CC(C)(C)CC(C)(C)c1ccc(OCCO)cc1

		4901		Aliphatic N NO		[Nv3]

		4904		Aliphatic P		[P]

		4907		thiol, reactive, not hindered		[$([#16v2X2H1][#6]);!$([#16v2X2H1][#6]=[#6,#7,#8,#16]);!$(Sc[n,s,o]);!$(SC(CC)(CC)CC);!$(Sc(cCC)c(CC))]

		4908		aromatic thiol => 341, 2447		[a][Sv2X2H1]

		4910		aromatic		[a]

		4911		aromatic n		[n]

		4912		aromatic o		[o]

		4913		aromatic s		[s]

		4914		aniline (compound, C6H7N)		[cH]1[cH][cH][cH][cH][c]1[NH2v3]

		4915		aromatic carbon-halogen (Cl, Br, I)		[c][Cl,Br,I]

		4916		aromativ SH general		[c][SH]

		4917		aromatic OH general		[c][OH]

		4918		aniline NH2 general		[NH2]c(ccc1)cc1

		4926		CO (Aliphatic aldehyde)		[CH](=O)[C]

		4927		CO (aromatic aldehyde)		[CH](=O)[c]

		4940		COC(Aliphatic ether)		[O;$(O([CX4])[CX4]);!$(OC[O,S,N])]

		4941		cO(C,c) (aromatic ether)		[O;$([O;R0]([c;R1]([!N])[c;R1]([!N])[c;R1]([!N]))[CX4,c;R1]([!N])[CX4,c;R1]([!N])[CX4,c;R1]([!N])[CX4,c;R1]([!N]))]

		4942		sulfide (C,c)S(C,c) not CX,O,S,N,P		[Sv2X2;$(S([Cv4X4,c])[Cv4X4,c]);!$(SC~[N,O,P,S,F,Cl,Br,I])]

		4946		sulfoxide		[S;$(S([Cv4X4,c])([Cv4X4,c])=[O]);!$(SC~[N,O,P,S,F,Cl,Br,I])]

		4955		Aliphatic & aromatic amide		[#6]C(=O)[Nv3X3;!$(N[C](=[N,S]))]

		4972		O=C-N		C(=O)[N;v3]

		4982		aromatic aldehyde reactice		[$(Ccc[OH]),$(Ccc[F,Cl]),$(Ccccc[F,Cl]),$(CcccC(F)(F)F),$(CccccC(F)(F)F),$(CccN(=O)(=O)),$(CcccN(=O)(=O)),$(CccccN(=O)(=O)),$(Ccn),$(Cccn),$(Ccccn);C;$([C;H1](=O))][c]

		4983		CX unreactive		[C;$([C;X3,C;X4]([F,Cl,Br,I]));!$(CC=,#[*]);!$([C;X4]c);!$([C;X4]C[O;H1])]

		6002		acrylate		[CX3]=[CX3H1][CD3](=O)[OD2;!$(O(C=O)(C=[!#6]))]

		6015		1,4-diaminobenzene		[c]1[c][c]([c][c][c]1[Nv3;!$([N]C(=O))])[Nv3;!$([N]C(=O))]

		6016		amine Nv3X3 o-, p-(Nv3, OH) w/o parent		[#7v3X3;!$([#7][*v6]);!$(N[#6](~[#7,#8,#16]));!$([NH2][c]1[cH][cH][c]([NH2,OH])[cH][cH]1);!$([NH2][c]1[c]([NH2,OH])[cH][cH][cH][cH]1);$(Ncc[Nv3,OH1]),$(Ncccc[Nv3,OH1])]

		6022		dinitroaniline(not  include amide)		[NX3;H2,H1,H0;!$(NC=O);!$(N=O)][cX3][$(c([#7](=O)(=O))c([#7](=O)(=O))),$(c([#7](=O)(=O))cc([#7](=O)(=O))),$(c([#7](=O)(=O))ccc([#7](=O)(=O))),$(c([#7](=O)(=O))cccc([#7](=O)(=O))),$(c([#7](=O)(=O))ccccc([#7](=O)(=O))),$(cc([#7](=O)(=O))c([#7](=O)(=O))),$(cc([#7](=O)(=O))cc([#7](=O)(=O)))]

		6025		dinitrobenzene		[N;$(N(=O)(=O)acN(=O)(=O)),$(N(=O)(=O)aacN(=O)(=O)),$(N(=O)(=O)aaacN(=O)(=O))]c1aaaaa1

		6030		epoxide		[C;R1]1[C;R1][#8]1

		6040		phenol reactive (o-,m-,p- OH, #7)		[c;$(c1ccc([#7,OH])cc1),$(c1cc([#7,OH])ccc1),$(c1c([#7,OH])cccc1)][OH]

		6041		phenol o-formyl		[#6H1;$([#6](=[#8])[#6][#6][OH])]

		6042		CH=N o-OH reactive (aldehyde analog)		[#6H1;$([#6](=[#7])[#6][#6][OH])]

		6046		thiocyanate		[#7!D1]=[C]=[#16]

		6050		sulfone amide		cS(=O)(=O)N

		6065		vinyl N		[#6][#7]C=[CX3H2]

		6099		hydrazine(NN, any)		[NX3v3R0;$([NX3v3][NX3v3]);!$([N;H2][#7;r5,r6][#6;r5,r6](=O))]

		6105		a-halo-CN		N#CC[I,Br,Cl]

		6108		o-di-CN-aromatic		N#C[a][a]C#N

		6109		pyrethroid		cOcccCO[C,NX2]Cc

		6110		pyrethroids-a1		C=CC1C(C(OC[c,N])=O)C1

		6111		pyrethroids-a2		[C&r3&$(CC(=O)OCC=C),C&r3&$(CC(=O)OCa)]

		6112		pyrethroids-b		aa(a)[C,O]aaaCOC(=O)C

		6213		carbamate4		[A]NC(=O)[O][a,N]

		6518		4-O-phenol		[OH]aaaa[OH]

		6568		1-N-2-OH-Ar OH free, include oxine		[#7v3][aR2]a[OH]

		6600		amine?edetic acid		[#7v3X3;$([#7](CC(=O)O)CC(=O)O),$([#7](CC(=O)O)CCNCC(=O)O)]

		6631		cCH=CH2 (unreactive)		[C;H2]=[C;H1]c

		6930		(C,c)-SO2-O-(H,Na,K,Li)		[C,c,O]S(=O)(=O)[OH,$(O[Na,K,Li])]

		6933		C1=NN=CC(=O)N1N		C1=[N;v3][N;v3]=CC(=O)[N;v3]1[N;v3]

		6950		anti-microbial (irgasan)		[O;H1]ccOccCl

		6961		naphthalene		c1ccc2ccccc2c1

		6963		triazine		[S,Cl,O]c1nc(N)nc(N)n1

		6969		benzo-aromatic n,s,o ring (unreactive)		[n,s,o;R1;$([n,s,o][c;R2]),$([n,s,o]c[c;R2]),$([n,s,o]cc[c;R2])]

		6978		pyridine NH2		[N;H2;$(Nc1ncccc1),$(Nc1cnccc1),$(Nc1ccncc1)]

		6981		pyridine 3-NH2 (reactive)		[N;H2;$(Nc1cnccc1)]

		6982		C(Cl,Br,I)(C=O)OH (reactive)		[Cl,Br,I]CC(=O)[O;H1]

		6983		pyridine (measured)		[n;$(n[c;H1][c;H1][c;H1][c;H1][c;H1]),$(n[c;H1][c]([C;H3])[c;H1][c;H1][c;H1])]

		6984		biphenyl (parent, p-C)		[c;$([c;H1]1[c;H1][c;H1][c]([c;H1][c;H1]1)[c]2[c;H1][c;H1][c;H1,H0][c;H1][c;H1]2)]

		6985		Cl2C=CCl2 (measured)		[C;$(C(Cl)(Cl)=C(Cl)Cl)]

		6986		1,2-dichloro CHCl-CHCl		[C;$([C;R0;H1,H2](Cl)[C;R0;H1,H2]Cl)]

		6987		gem-Cl C(H)(Cl)(Cl)CH		[C;$([C;H1](Cl)(Cl)[C;H1,H2,H3])]

		6988		ClC=CCH2Cl		[C;H2;$(C(Cl)C=CCl)]

		6989		1-NO2 4-NO2, halogen		[Nv5X3;$(N(=O)(~O)c1ccc([F,Cl,Br,I,Nv5X3])cc1);!$(Ncc[Nv3,O,S]);!$(Nccc[O,S,Nv3])]

		6990		ether reactive O-C=CH2		[#8H0;!$([#8]C=[O,N,S]);$([#8][#6]=[#6H2])]

		7999		n r6 OH not reactive		[n;$(n:c[OH]),$(n:[c;R1]([!N]):c[OH]),$(n:[c;R1]([!N]):[c;R1]:c[OH])]





substruction_def_for_AD

		FragID		SubstructureClassName		SMARTS

		5001		Lithium [Li]		[#3]

		5002		Sodium [Na]		[#11]

		5003		Boron [B]		[#5]

		5004		NH 5 menbered aromatic		[#7r5H1;$([#7](a)(a))]

		5006		Silicon [Si]		[#14]

		5007		Nitrogen [N,n]		[#7]

		5008		Oxygen [O,o]		[#8]

		5012		Arsenic [As]		[#33]

		5013		Selenium [Se]		[#34]

		5014		Potassium [K]		[#19]

		5016		Sulfur [S]		[#16]

		5017		Tin [Sn]		[#50]

		5018		Phosphorus [P]		[#15]

		5019		halogen C-[Cl,Br,I]>2 CF2>3		[F,Cl,Br,I;$([Cl,Br,I]C[Cl,Br,I]),$(FC(F)C(F)(F)C(F)(F))]

		5020		Mechanism=SNAr 1		c1([F,Cl,Br,I,$(N(=O)~O)])c([F,Cl,Br,I,$(N(=O)~O),$(C#N),$(C=O),$(C(F)(F)F),$(S=O)])cc([F,Cl,Br,I,$(N(=O)~O),$(C#N),$(C=O),$(C(F)(F)F),$(S=O)])cc1

		5021		Mechanism=SNAr 2		c1([F,Cl,Br,I,$(N(=O)~O)])c([F,Cl,Br,I,$(N(=O)~O),$(C#N),$(C=O),$(C(F)(F)F),$(S=O)])cccc1([F,Cl,Br,I,$(N(=O)~O),$(C#N),$(C=O),$(C(F)(F)F),$(S=O)])

		5022		Mechanism=SNAr 3		c1([F,Cl,Br,I,$(N(=O)~O)])ncc([F,Cl,Br,I,$(N(=O)~O),$(C#N),$(C=O),$(C(F)(F)F),$(S=O)])cc1

		5023		Mechanism=SNAr 4		c1([F,Cl,Br,I,$(N(=O)=O)])ncccc1([F,Cl,Br,I,$(N(=O)=O),$(C#N),$(C=O),$(C(F)(F)F),$(S=O)])

		5024		Mechanism=SNAr 5		c1([F,Cl,Br,I,$(N(=O)=O)])ncccn1

		5025		Mechanism=SNAr 6		c1([F,Cl,Br,I,$(N(=O)=O)])ncncc1

		5026		Mechanism=SNAr 7		c1([F,Cl,Br,I,$(N(=O)=O)])ncc([F,Cl,Br,I,$(N(=O)=O),$(C#N),$(C=O),$(C(F)(F)F),$(S=O)])nc1

		5027		Mechanism=SNAr 8		c1nc([F,Cl,Br,I,$(N(=O)=O)])ncn1

		5028		Mechanism=SNAr 9		[F,Cl,Br,I,$(N(=O)(=O))]c1c([$(C(F)(F)(F)),$(S=O),F,Cl,Br,I,$(N(=O)(=O)),$(C#N),$(C=O)])cncc1

		5029		Mechanism=SB 1 modified		[CH2]=[O,SX2]

		5030		Mechanism=SB 2 modified		[CX4][CH]=[O,SX2]

		5031		Mechanism=SB 3 not use		[a][CH]=O

		5032		Mechanism=SB 4 modified		C(C)(C)=CC=[O,SX2]

		5033		Mechanism=SB 5		[C;!r5]([C;!r5])=[C;!r5](C)[C;!r5]=[O,SX2;!r5]

		5034		Mechanism=SB 6		[#6]C(=[O,SX2])C(=[O,SX2])[#6]

		5035		Mechanism=SB 7		[#6]C(=[O,SX2])[CX4]C(=[O,SX2])[#6]

		5036		Mechanism=SB 8		[#6][$([NX2]=O),$(N=C=O),$(OC#N),$(SC#N),$(N=C=S)]

		5037		Mechanism=pro-SB 1		[CH2][NH2]

		5038		Mechanism=pro-SB 2		[CH2]N([CH3])[CH3]

		5039		Mechanism=pro-SB 3		CC(C)=[CH][CH2][OH]

		5040		Mechanism=pro-SB 4		CC=C(C)[CH2][OH]

		5041		Mechanism=Michael 1		[CH2,CH]=[CH][$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5042		Mechanism=Michael 2		[CH2]=C[$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5043		Mechanism=Michael 3		aC=C[$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5044		Mechanism=Michael 4		C#C[$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5045		Mechanism=Michael 5		[CH2,CH]=[CH]C=C[$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5046		Mechanism=Michael 6		[CHR]=[CR][$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5047		Mechanism=Michael 7		C=C([F,Cl,Br,I])[F,Cl,Br,I]

		5048		Mechanism=Michael 8		c1c(=[O,NH2,NH])c(=[O,NH2,NH])ccc1

		5049		Mechanism=Michael 9		c1c(=[O,NH2,NH])ccc(=[O,NH2,NH])c1

		5050		Mechanism=Michael 10		C1=[C,N][$(S(=O)(=O)),$(C=[N,O]),$(S=O)][C,N]=C1c2ccccc2

		5051		Mechanism=Michael 11		[CH2,CH]=C1C(=[O,SX2])**C1

		5052		Mechanism=proMichael 1		c1c([OH,NH2,NH])c([OH,NH2,NH,$(N=N),$(N(C)C)])ccc1

		5053		Mechanism=proMichael 2		c1c([OH,NH2,NH])ccc([OH,NH2,NH,$(N=N),$(N(C)C)])c1

		5054		Mechanism=proMichael 3		c1([OH])c(O[CH3])cccc1

		5055		Mechanism=proMichael 4		c1([OH])ccc(O[CH3])cc1

		5056		Mechanism=proMichael 5		c1c([OH])ccc(C=C[CH3])c1

		5057		Mechanism=proMichael 6		c1c([OH,NH2,NH])cc([OH,NH2,NH,$(N(C)C)])cc1

		5058		Mechanism=proMichael 7		C([F,Cl,Br,I])[CH2,CH][$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5059		Mechanism=proMichael 8		[$([CH]=[CH2,CH]),$(C(C)=[CH2,CH]),$(C#C);!$(C(C)=CC)][CH2][OH]

		5060		Mechanism=proMichael 9		c1([OH])ccc([CH2][CH]=[CH2])cc1

		5061		Mechanism=proMichael 10		c1(O[CH3])ccc([CH2][CH]=[CH2])cc1

		5062		Mechanism=proMichael 11		[OH]c1cccc2ccccc12

		5063		Mechanism=proMichael 12		F[CH2,CH]C(F)[$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5064		Mechanism=proMichael 13		Cl[CH2,CH]C(Cl)[$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5065		Mechanism=proMichael 14		Br[CH2,CH]C(Br)[$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5066		Mechanism=proMichael 15		I[CH2,CH]C(I)[$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5067		Mechanism=SN2 1		[CH,CH2,CH3;!$([CH2]CC=[O,S])][F,Cl,Br,I,$(OS(=O)(=O)[#6,#1]),$(OS(=O)(=O)O[#6,#1])]

		5068		Mechanism=SN2 2		[#6]1[O,N,SX2][#6]1

		5069		Mechanism=SN2 3		C1C(=[O,S])[O,S][CH2,CH]1

		5070		Mechanism=SN2 4		[$(C=C),$(C#C),a][CH2,CH][O,S][$([CH]=O),$([CH]=S),$(C(C)=O),$(C(C)=S),a]

		5071		Mechanism=sulphurSN2 1		[#6]1=,:[#6]C(=[O,SX1])N[SX2]1

		5072		Mechanism=sulphurSN2 2		[#6][O,SX2,N][O,SX2,N][$([CH]=O),$([CH]=S),$(C(C)=O),$(C(C)=S),a]

		5073		Mechanism=oxophilicSN2 1		[CH2,CH3][NX3][NX2]=[O,S]

		5074		Mechanism=pro-SN2 1		c1ccc2cc3ccccc3cc2c1

		5075		Mechanism=pro-SN2 2		c1ccc2c(c1)ccc3ccccc23

		5076		Mechanism=acylating 1		[!$(C=C);!$(C#C)]C(=[O,SX1,N])[F,Cl,Br,I]

		5077		Mechanism=acylating 2		[!$(C=C);!$(C#C)]C(=[O,SX1,N])[O,S,N][a]

		5078		Mechanism=acylating 3		[!$(C=C);!$(C#C)]C(=[O,SX1,N])[O,S,N]C(=[O,SX1,N])

		5079		Mechanism=acylating 4		[!$(C=C);!$(C#C)]C(=[O,S,N])[O,S][$(C=C),$(C=N),$(C#C),$(C#N)]

		5080		Mechanism=acylating 5		[#6]1C(=[O,S])[O,N,S][#6]1

		5081		Mechanism=acylating 6		[C,N,O,S,a]c1[n,o,s]c2ccccc2[n,o,s]1

		5082		Mechanism=acylating 7		[#6]1[#6](=[N,O,S])[#7,#8,#16][#6][#7,#8,#16]1

		5083		Mechanism=acylating 8		[C,O]=[#6]1[#7,#8,#16][#6](=[O,N,SX1])c2ccccc12

		5084		Mechanism=acylating 9		[!$(C=C);!$(C#C)]C(=[O,SX1,N])[O,S,N][CX4,O,S][$(C=O),a,$(C=C),$(C#C),$(C=N),$(C#N)]

		5085		Mechanism=pro-SN2 KATE		cC(=O)C[O;H1]

		5086		CFCFCF		C([F,Cl,Br,I])([F,Cl,Br,I])C([F,Cl,Br,I])([F,Cl,Br,I])C([F,Cl,Br,I])([F,Cl,Br,I])

		5087		CFCF attached not to Cc		C(F)(F)C(F)(F)[!$([#6])]

		5088		HRAC Aa		[C;$(C(O[c;r6][c;r6][c;r6][c;r6]Oc)(C)C(=O)[O,N])]

		5089		HRAC Ab		[C;$(C(=NOC)(C)[C;r6](C=O)C=O),$(C(=NOC)(C)[C;r6](=C[O;H1])C=O)]

		5090		HRAC Ba		[S;$(S(=O)(=O)[N]~C([O;H1,H0])~N~[#6](~[#7])~[#7])]

		5091		HRAC Bb		[C;$([C;r5](=[N;r5][C;r5](=O))([N;r5])cc)]

		5092		HRAC Bc		[S;$(S(=O)(=O)(Nc)c(n)(n)),$(S(=O)(=O)(c)Nc(n)(n))]

		5093		HRAC Bd,f		[c;$([c;r6]([O,S,C]c)(nc(OC))nc(OC))]

		5094		HRAC Be		[S;$(S(=O)(=O)(c)~N~C(~O)[#7;r5])]

		5095		HRAC C1a		[c;$([c;r6]([Cl,S,O])(~[#7;r6]~[#6;r6](~N)~[#7;r6]~[#6;r6](~N)))]

		5096		HRAC C1b		[N;$([N;H2][#7;r5,r6][#6;r5,r6](=O))]

		5097		HRAC C2a		[N;$(N(~c)C(=O)N([C,O])),$(N(c)~C([O;H1])~N([C,O]))]

		5098		HRAC C2b		[N;$(N(C(=O)C)[c;r6][c;r6][c;r6][Cl,Br]),$(N(=C([O;H1])C)[c;r6][c;r6][c;r6][Cl,Br])]

		5099		HRAC C3a		[O;H1;$(Oc(c([Br,I,Cl])c)c([Br,I,Cl])ccC#N),$(Oc(c([Br,I,Cl])c)c([Br,I,Cl])ccC=NO)]

		5100		HRAC Na		[C;$(C(N(C)(C))(=O)SC)]

		5101		HRAC Nd		[C;$(C([Cl,F])C(=O)[O;H1])]

		5102		HRAC Nc		[O]c1cc2c(OC[C;X4]2)cc1

		5103		HRAC K1a		[N;$(N(C)c(c(N(=O)(=O)))cN(=O)(=O));!$(NC=[O,S]);H0,H1]

		5104		HRAC K3b		[N;$(N(C(=O)CCl)[c]),$(N(C(=O)CCl)C=C)]

		5105		HRAC K3d		[N;$(NC(=O)C([C,c])[O,c]),$(N=C([O;H1])C([C,c])[O,c])]

		5106		HRAC K3e,d, Oa chomeprop		[N;$(NC(=O)C[O,c]c),$(N=C([O;H1])C[O,c]c)]

		5107		HRAC Oa		[O;$(O(c1c([Cl,CH3])cc([Cl,CH3])cc1)CC(=O)[OH]),$(O(c1c([Cl,CH3])cc([Cl,CH3])cc1)CCCC(=O)[OH])]

		5108		HRAC Ob,c		[C;$(C(c1c(Cl)ccc(Cl)[c,n]1)(=O)[OH])]

		5109		HRAC Oc		[O;$(O(c1c(Cl)cc(Cl)cn1)CC(=O)[OH])]

		5110		HRAC M		[O;H1;$(Occ(N(=O)(=O))cc(N(=O)(=O))cc)]

		5111		FRAC 29a		[O;H0;$(Occ(N(=O)(=O))cc(N(=O)(=O))cc)]

		5112		HRAC C3a		[O;$(Oc1c([I,Br,Cl])cc(C#N)cc([I,Br,Cl])1)]

		5113		HRAC Pa		[N;$(N=CccC(=O)[O]),$(NC(=O)ccC(=O)[O])]

		5114		HRAC C1d		[#7;$([#7;r6]~[#6;r6]([O;H1])~[#7;r6]([C;H0,H1])~[#6,r6](=O)~[#6,r6]),$([#7;r6]~[#6;r6](=O)~[#7;r6]([C;H0,H1])~[#6,r6](=O)~[#6,r6])]

		5115		HRAC Ea		[O;$(O(c)c1c(Cl)cc(Cl)cc1),$(O(c)c1c(Cl)cc(C(F)(F)F)cc1)]

		5116		HRAC Ec,d		c1([Cl,F])c([O,S,C&$(C=O)])cc([N,n,c&$(cn)])c([Cl,F])c1

		5117		HRAC La		[N;$(N#Cc1c(Cl)cccc(Cl)1),$([N;H1]=C([S,O])c1c(Cl)cccc(Cl)1)]

		5118		HRAC F1b		n1[c;$(cOc),$(cC(=O)Nc),$(cC([O;H1])=Nc)][c;$([c;H1]),$(cC(=O)Nc),$(cC([O;H1])=Nc)]cc[c;$([c;H1])$(cC(=O)Nc),$(cC([O;H1])=Nc)]1

		5119		HRAC Da		[n;+;$([n;+]cc[n;+]),$([n;+]cccccc[n;+])]

		5120		HRAC Lb		[N;$(N(c)C(=O)(c)),$(N(c)=C([O;H1])c)]

		5121		HRAC Ld,Od		O=C([O;H1])c1cccc2cccnc21

		5122		HRAC K2a		[N;$(N(c)=C([O;H1])OC),$(N(c)C(=O)OC)]

		5123		HRAC K1c		n1[c;$(cC(F))][c;$(cC(=[O,N])[O,S]C)]cc[c;$(cCF)]1

		5124		HRAC K3h		[S;$(S(=O)(=O)(Cc)C1=NOCC1)]

		5125		HRAC Ga, Ha		[N;$(N(CP)CC(=O)O),$(NC(CCP)C(=O)O)]

		5126		HRAC F2a		[C;$([C;r6]([C;r6]=O)([C;r6]=O)C(=O)c)]

		5127		HRAC C3c		n1nc(c)c([O;H1,$(OC=O)])cc1

		5128		HRAC F2b		n1oc([C;r3])c(C(=O)c)c1

		5129		HRAC K1e		[c;$(cC(=O)O)]1[c;$(c[Cl,H])][c;$(c[Cl,H])][c;$(cC(=O)O)][c;$(c[Cl,H])][c;$(c[Cl,H])]1

		5130		HRAC Lc		n1[c;$(cC(=O)N)]n[n;$(n([c,C])c)][c;$(c[c,C])]1

		5131		HRAC Eh		n1([c,C])c(=O)ccn(C)c1(=O)

		5132		HRAC Ia		[C;$(C(=NS(=O)(=O))([O;H1])O[C,c]),$(C(NS(=O)(=O))(=O)O[C,c])]

		5133		HRAC F3a		[N;$(N~c1nncn1)]

		5134		HRAC C3b		N1S(=O)(=O)N(C)C(=O)cc1

		5135		HRAC mix		[n;r5,r6][n;r5,r6]c(~[O,N])

		5136		IRAC 4 nicotinic AChR agonist		nccC[S&$(S(=N)(=O)C),N&X3&!$(NC=[S,O])]

		5137		IRAC 4 nicotinic AChR agonist dinotefuran		[O;X2]CCC[N&X3&!$(NC=[S,O])]

		5138		IRAC 21 chain 4		c~[OR0,CR0,NR0;!$(N~N);!$(NC(~O)~N)]~[OR0,CR0,NR0;!$(N~N);!$(NC(~O)~N)]~[OR0,CR0,NR0;!$(N~N);!$(NC(~O)~N)]~[OR0,CR0,NR0;!$(N~N);!$(NC(~O)~N)]~c

		5139		IRAC 21 chain 3		[c][OR0,CR0,NR0;!$(N~N);!$(NC(~O)~N)][OR0,CR0,NR0;!$(N~N);!$(NC(~O)~N)][OR0,CR0,NR0;!$(N~N);!$(NC(~O)~N)][c]

		5140		IRAC 21 chain 2		c[S;!$(S=O)][CX4]c

		5141		IRAC 1A carbamate or chose 4780		[C&$(C(=[N;H0])(O)O[c,N]),C&$(C([N;H1,H0])(=O)O[c,N]),C&$(C([N;H1,H0])(=O)[n;r5]);!$(C(=O)N(C=O))]

		5142		IRAC 15		[$(cN=C([O;H1])N=C([O;H1])c),$(cNC(=O)N=C([O;H1])c),$(cNC(=O)NC(=O)c)]

		5143		IRAC 18   cC(=O)NNC(=O)c		[$(cC(=O)N([C;X4;H0])NC(=O)c),$(cC(=O)N([C;X4;H0])N=C([O;H1])c)]

		5144		IRAC 25 cC(C#N)<pi electron, enol,>Cc		[$(C(C#N)(c)C(=O)c),$(C(C#N)(c)=C(O)c)]

		5145		IRAC 26 cC(=O)Nca[c,C]N		[$(c[N;H1]C(=O)c[c,n][#6]~[#7]),$(cN=C([O;H1])c[c,n][#6]~[#7])]

		5146		IRAC 3B		[C;$(C(c)(c)C(Cl)Cl)]

		5147		IRAC 3A		[C;$(C(=O)[C;r3][C;r3][C;r3]C=C),$(C(=O)[C;r3][C;r3][C;r3]c),$(C(=O)[C;r3][C;r3][C;r3]C[Br,Cl,I])]

		5148		IRAC 3A		[O;$(O([c;r6])[c;r6][c;r6][c;r6]C(O)C#N),$(O([c;r6])[c;r6][c;r6][c;r6][C,Si][C,O][C,O][C,Si][c;r6])]

		5149		IRAC 2A		[C;$([C;R2](Cl)C(Cl)~C(Cl)[C;R2](Cl))]

		5150		IRAC 2B		[N;H2;$(N[c;r5][n;r5](c)[n;r5][c;r5]C#N)]

		5151		IRAC 5		[C;$([C;r12](=O)([O;r12][C;r12])C[C;R2;r5,r12])]

		5152		IRAC 6		[C;$([C;r16](=O)([O;r16][C;R2,r6,r16])[C;R2;r6,r16])]

		5153		IRAC 7		[O;$(O([c;r6])[c;r6][c;r6][c;r6][c;r6]OCC[O,N])]

		5154		IRAC 7		[C;$(C(=O)(OCC)C=C(C)C=CCC(C)C)]

		5155		IRAC 8		[C;$(C(S)(S)=N-C),$(C(=S)(S)NC),$(C[Cl,Br,I]),$(C(Cl)(Cl)(Cl)N(=O)(=O))]

		5156		IRAC 8		[$(S(=O)(=O)F),$(B(O)(O)(O))]

		5157		IRAC 10		[$(c-cnnc-c),$(c-CN=C-c),$(c-CCNC([O;H1])=NC),$(c-CCNC(=O)[N;H1])C]

		5158		IRAC 12		[O;$(O([c;r6])[c;r6][c;r6][c;r6][c;r6][N;H1]C(=S)[N]),$(O([c;r6])[c;r6][c;r6][c;r6][c;r6]N=C([S;H1])[N])]

		5159		IRAC 12		[S;$(S(c)(=O)(=O)c),$(S(=O)(O)(OCC#C))]

		5160		IRAC 12		[Sn;+]

		5161		IRAC 14		[C;X4;$(C(N(C)C)(C[S;H0])C[S;H0])]

		5162		IRAC 16		[N;R1;$(N(C)(C(=N)[S;R1])(C(=O)[N;R1]))]

		5163		IRAC 17		[#7;R1;r6;$([#7;r6]~[#6;r6](~[#7])~[#7;r6]~[#6;r6](~[#7])~[#7;r6]~[#6;r6](~[#7]))]

		5164		IRAC 19		[N;$(N([C;X4])(C=Nc)C=Nc)]

		5165		IRAC 20		[$(cC=CC=NN),$([c;R2][C;r6](=O)[C;r6]=[C;r6][C;r6](=O)[c;R2]),$(COC=CC=O)]

		5166		IRAC 22		[c;$(cNC(~O)~NN=C(c)([c,C]))]

		5167		IRAC 23		[C;R2;$([C;r5][O,N]~C(~O)[C;r5]=[C;r5])]

		5168		IRAC 24		[C;-]#N

		5169		IRAC 24		[P;H1,H2,H3]

		5170		IRAC 25		[C;$(C(C#N)(c)=CO),$(C(C#N)(c)C(=O)[O,#6])]

		5171		IRAC 28		[C;R0;$(C(~O)(~N[c;r6][c;r6][C;H3])[c;r5,r6])]

		5172		IRAC  3A pyrethroid		cOcccCO[C,NX2]Cc

		5173		IRAC 1B phospho pestpest		[P&!$(P[OH,SH])&!$(P(=O)([O,c,CX4])([O,c,CX4])[O,c,CX4])&$(P(=[O,S])([O,S,N,C,c])([O,S,N])[O,S,N,F]),P&!$(P[OH,SH])&!$(P(=O)([O,c,CX4])([O,c,CX4])[O,c,CX4])&$(P(=O)Oaa[F,Cl,Br,I]),P&!$(P[OH,SH])&$(P(=O)Oaaaa[S,F,Cl,Br,I])]

		5180		fungicide imidazole		[#7r5;$([#7]C(CO)),$([#7]C(a)(a)a)]

		5201		hetero-hetero bond		[$([NR0,OR0,SR0,P]~[!#6]);!$(N~O);!$(S~O);!$(P~O);!$(O~[N,S,P])]

		5203		hetero-hetero-hetero		[$([!#6](~[!#6])~[!#6]);!$([P][S,O]);!$([P,S,N]=[S,O]);!$([#7R1]~[#7R1]~[#7R1])]

		5267		C1-3 sulfate, OSO2CF3 alkylation		[CH,CH2,CH3;!$(CCCC)][$(OS(=O)(=O)C(F)(F)F),$(OS(=O)(=O)O[#6])]

		5500		amin (daphnid ACR100)		[#7;v3;X3;!$([#7][!#6]);!$([#7][#6;X3]([#7])[#7]);!$([#7][#6]=,#[!#6]);!$([#7][!#6;R][!#6;!#7;!#8;!#16;R][!#6;!#7;!#8;!#16;R][!#6;!#7;!#8;!#16;R])]

		5600		organo-tin (IV)		[Sn;$([Sn;v4][#6])]

		5601		organo-tin (II)		[Sn;$([Sn;v2][#6])]

		5602		hetero-halogen		[!#6][F,Cl,Br,I]

		5603		X-C-S-N		[Sv2X2;$(S([#6v4X4,#6v4X3][F,Cl,Br,I])([#7v3]))]

		5604		Cymoxanil fungicide		[C;$(C(=O)(C(=N)C#N)N)]





structure_def

		ClassID		StructureClassName		IDCode

		_G1_05010		aliphatic HC		3001,=0,/4507,=0,/4910,=0,/

		_G1_05012		aliphatic HC halogenated unreactive		4983,>0,/4521,=0,/4528,=0,/4716,=0,/4904,=0,/

		_G1_05013		dinitrile		6108,>0,/

		_G1_05020		aromatic HC		3001,=0,/4507,=0,/4910,>0,/4886,=0,/

		_G1_05040		aliphatic amine NH2		4711,=1,/

		_G1_05041		aliphatic amine NH2 >1		4711,>1,/

		_G1_05060		aromatic(He) HN2		4713,>0,/

		_G1_05070		aromatic-NH2, o-,p-(NH2, OH)		4714,>0,/

		_G1_05110		ester not (reactive, acids)		4705,>0,/4716,=0,/4708,=0,/4760,=0,/4704,=0,/4515,=0,/4259,=0,/

		_G1_05120		a,b-unsaturated acid ester		4716,>0,/6002,>0,/

		_G1_05121		not acrylate		4716,>0,/6002,=0,/

		_G1_05122		hetero-vinyl		4511,>0,/

		_G1_05123		pi		4515,>0,/

		_G1_05124		xx		4526,>0,/4716,=0,/4787,=0,/

		_G1_05128				4735,=0,/4544,=0,/6025,>0,/

		_G1_05131				4535,>0,/

		_G1_05132				4519,>0,/4529,=0,/

		_G1_05133				4536,>0,/

		_G1_05134				4528,>0,/

		_G1_05135				4537,>0,/

		_G1_05136				4525,>0,/

		_G1_05137		thiol wo -CO2H		4538,>0,/4704,=0,/

		_G1_05138				4539,>0,/

		_G1_05139				4541,>0,/

		_G1_05141		use with MF:CHO, ketone		4892,=0,/4718,>0,/4525,=0,/

		_G1_05142				4719,>0,/

		_G1_05143		C-C(=O)-C		4721,>0,/

		_G1_05144		a-C(=O)-C		4722,>0,/

		_G1_05145		a-C(=O)-a		4723,>0,/

		_G1_05146				4544,>0,/6025,>0,/

		_G1_05147				4786,>0,/4745,=0,/4545,>0,/

		_G1_05150		primary alcohol (unreactive)		4543,=0,/4770,>0,/4773,=0,/4774,=0,/4776,=0,/4504,=0,/4900,=0,/

		_G1_05151		secondary alcohol (unreactive)		4543,=0,/4771,>0,/4773,=0,/4774,=0,/4776,=0,/4504,=0,/

		_G1_05152		tertiary alcohol		4543,=0,/4772,>0,/4504,=0,/

		_G1_05153		methanol		4778,=1,/

		_G1_05160		alipatic CN		4149,>0,/4525,=0,/4520,=0,/4526,=0,/6105,=0,/

		_G1_05170		>NH		4724,>0,/4911,=0,/4526,=0,/6600,=0,/4711,=0,/4527,=0,/4773,=0,/4791,=0,/3030,=0,/

		_G1_05171		>N-		4725,>0,/4911,=0,/4526,=0,/6600,=0,/4711,=0,/4527,=0,/4773,=0,/4791,=0,/3030,=0,/

		_G1_05180		ArNH, ArNH0		4726,>0,/4728,=0,/4727,=0,/3108,=0,/3103,=0,/4526,=0,/|4727,>0,/4728,=0,/4726,=0,/3108,=0,/3103,=0,/4526,=0,/

		_G1_05220		hanophenol		4734,>0,/4733,=0,/4735,=0,/

		_G1_05230		nitrophenol		4735,>0,/4714,=0,/

		_G1_05240		OH-Ar-O,C-Ar-OH		4733,>0,/

		_G1_05250		use with4543 CHOF replaced 5892 MF:CHO,  C-O-C		4736,>0,/4543,=0,/4774,=0,/4775,=0,/4776,=0,/4504,=0,/6030,=0,/4523,=0,/

		_G1_05253		PO4 MF:CHOP 4893,=0,/		4745,>0,/4893,=0,/

		_G1_05255		amide reactive		4766,>0,/

		_G1_05258		carbamate		4781,>0,/

		_G1_05259		F,Cl,Br,I, HC except pi-C-X		4507,>0,/3001,=0,/4886,=0,/4519,=0,/4504,=0,/4520,=0,/4528,=0,/

		_G1_05260		aliphatic aldehyde (reactive)		4782,>0,/

		_G1_05262		aromatic aldehyde		4982,>0,/

		_G1_05263		imide without carbamate 6034		4555,>0,/

		_G1_05264		aromatic aldehyde reactive		4982,>0,/

		_G1_05265		other aldehyde		4702,>0,/

		_G1_05266		P-Pest		5173,>0,/

		_G1_05267		acid reactive		4787,>0,/

		_G1_05268				4521,>0,/

		_G1_05269				4520,>0,/4529,=0,/

		_G1_05270		aliphatic acid		4788,>0,/

		_G1_05276				4715,>0,/

		_G1_05278				4529,>0,/

		_G1_05279				4556,>0,/

		_G1_05280		fused epoxide		4542,>0,/4541,=0,/

		_G1_05281		hindered peroxide		4554,>0,/

		_G1_05300		indole alkaloid		4560,>0,/

		_G1_05302		ether (unreactive)		4940,>0,/

		_G1_05303		carbamate (unreactive)		6213,>0,/

		_G1_05305		sulfide & sulfone (unreactive)		4942,>0,/

		_G1_05306		non-aromatic C#N (unreactive)		4149,>0,/

		_G1_05307		cCH=CH2 (unreactive)		6631,>0,/

		_G1_05308		pyridine (reactive)		6981,>0,/

		_G1_05310		triazine herbicide (reactive)		6933,>0,/

		_G1_05311		halo-acetic acid (reactive)		6982,>0,/

		_G1_05312		pyrizine (measured)		6983,>0,/

		_G1_05313		reactive (irgasan type)		6950,>0,/

		_G1_05318		ortho 1,2-diNH2		6015,>0,/4204,=0,/4205,=0,/4320,=0,/4321,=0,/4322,=0,/

		_G1_05330		phenol & aromatic_or_aliphatic amide-112		6040,>0,/4955,>0,/

		_G1_05336		di- or tri- aromatic amines		4228,>0,/4315,=0,/4972,=0,/4119,=0,/6961,=0,/

		_G1_05353		aminonaphthalene		6961,>0,/4228,>0,/

		_G1_05355		allyl O alcohol		4773,>0,/

		_G1_05356		propagyl O		4774,>0,/

		_G1_05359		CN=C=S		6046,>0,/

		_G1_05362		sulfoxide,sulfone		4946,>0,/

		_G1_05363		sulfide		4942,>0,/

		_G1_05364		hidrazine not NH2		6099,>0,/

		_G1_05720		o-sub-aniline		4720,>0,/4700,=0,/

		_G1_05900		caroxylic acid, carboxylate, wuthout cation		4704,>0,/4787,=0,/4788,=0,/4532,=0,/

		_G1_05901		LAS, NP		4534,>0,/

		_G1_05902		sulfonic acid, sulfate		4760,>0,/4534,=0,/4557,=0,/

		_G1_05903		long alkyl SO3H		4557,>0,/

		_G1_07999		pyridine unreactive		7999,>0,/

		_GA_30000		CNOS_X alga specific reactive		SA_30000,>0,/3013,=0,/

		_GD_30000		CNOSP_X Daphnid specific reactive		SD_30000,>0,/3015,=0,/

		_GF_30000		CNOSP_X Fish specific reactive		SF_30000,>0,/3015,=0,/

		A_10009		phenol not reactive - acid		3047,>0,/R_00009,=0,/G1_00010,>0,/

		B_00001		biocide carbamate		5100,>0,|5122,>0,|5141,>0,|

		C_80000		Whole

		C_80001		C_X		3001,=0,/

		C_80002		CN_X		3002,=0,/3001,>0,/

		C_80003		CO_X		3003,=0,/3001,>0,/

		C_80006		CNO_X		3006,=0,/3001,>0,/3002,>0,/3003,>0/

		C_80014		Cnos_X		3014,=0,;4911,>0,|4912,>0,|4913,>0,|

		C_81000		Fish high		C_80000,>0,/C_80006,=0,/C_80002,>0

		F_00007		halogen not amine, phenol, ...		4507,>0,/4918,=0,/4927,=0,/4917,=0,/3130,=0,

		F_00032		SH general		3236,>0,/

		F_00042		acid anhydride		3038,>0,/

		F_00043		peroxy general		3035,>0,/

		F_00050		alhedyde		3036,>0,/

		F_00190		hydrazine general, count N not in ring		3210,>0,/

		F_03106		azo -N=N-		3106,>0,/

		F_04814		triazine		4814,>0,|

		F_05017		Tin [#50]		5017,>0,/

		G1_00002		ester alcohol  reactive		S_00030,>0,/R_03054,>0,/

		G1_00004		ester mathacrylate		US_00003,>0,/3056,>0,/

		G1_00005		ester acrylate		US_00003,>0,/3055,>0,/

		G1_00008		phenol reactive w/ NH2		S_20009,>0,/6040,>0,/

		G1_00010		oxoacid [C,c]CO2-, [C,c,O]SO3-		3034,>0,|4760,>0,

		G1_00012		phenol hindered		U_00009,>0,/3501,>0,/

		G1_00013		phenol bisphenol		U_00009,>0,/4733,>0,/

		G1_00014		phenol unreactive		U_00009,>0,/4733,=0,/3501,=0,/

		G1_00015		phenol unreactive wo X		G1_00014,>0,/4507,=0,/

		G1_00016		phenol unreactive w X		G1_00014,>0,/4507,>0,/

		G1_00017		phenol reactive o-formyl		S_20009,>0;6042,>0,|6041,>0,|

		G1_00018		phenol reactive excl. o-formyl		S_20009,>0,/6041,=0,/

		G1_00019		alcohol unreactive (w EO) fish		UF_00021,>0,/3058,>0,/

		G1_00020		alcohol unreactive (wo EO)		UF_00021,>0,/3058,=0,/

		G1_00021		CO_X alcohol reactive C-OH w/ proMichael		SF_00021,>0,/5059,>0,/

		G1_00022		alcohol unreactive (w/o EO) (daphnid)		UD_00021,>0,/G1_00010,=0,/3058,=0,/

		G1_00024		alcohol unreactive (w/ EO) (daphnid)		UD_00021,>0,/G1_00010,=0,/3058,>0,/

		G1_00026		ketone reactive (not QSAR use)		3031,>0,/R_00001,>0,/

		G1_00030		CNO_X phenol o-,m-,p- N,O w/o OH, NH2		G1_00018,>0,/4714,=0,/4715,=0,/

		G1_00031		methacrylate		3032,>0,/3053,>0,/3054,=0,/4515,=0,/3056,>0,/

		G1_00032		acrylate		3032,>0,/3053,>0,/3054,=0,/4515,=0,/3055,>1,/

		G1_00033		CNO_X phenol reactive, w/o o-formyl,  w/ OH,NH2		G1_00018,>0,;4714,>0,|4715,>0,/

		G1_00034		other reactive ester(malonate)		3032,>0,/3053,>0,/3054,=0,/4515,=0,/3055,=0,/3056,=0,/

		G1_00036		CO_X alcohol reactive C-OH w/o proMichael		SF_00021,>0,/5059,=0,/

		G1_00038		CO_X alcohol reactive C-OH w/o pinacol		SD_00021,>0,/3066,=0,/

		G1_00039		alcohol reactive C-OH w/o pinacol		SD_00021,>0,/3066,>0,/

		G1_00046		epoxide		4541,>0,/

		G1_00054		phenol unreactive excl. Diphenylether HRAC Ea		G1_00014,>0,/5115,=0,/

		G1_00055		phenol unreactive w/o X		G1_00054,>0,/4507,=0,/

		G1_00056		phenol unreactive w X		G1_00054,>0,/4507,>0,/

		G1_00060		reactive phenol w/ 14- 12- (OH, NH2)		G1_00008,>0,/4714,>0,/

		G1_00061		reactive phenol w/o 14- 12- (OH, NH2)		G1_00008,>0,/4714,=0,/

		G1_00064		reactive phenol w/o 14- 12- (OH, NH2), w/o nito		G1_00061,>0,/4732,=0,/

		G1_00065		reactive phenol w/o 14- 12- (OH, NH2) w/ nitro		G1_00061,>0,/4732,>0,/

		G1_00100		N-hetero unreactive (wo amine, aldoxime, carbamate)		3116,>0,/3103,=0,/3100,=0,/3117,=0,/

		G1_00123		pyrethroids		6110,>0,/

		G1_00124		pyrethroids		6111,>0,/

		G1_00125		pyrethroids		6112,>0,/

		G1_00130		amine NH2 w C=O		3100,>0,/3030,>0,/

		G1_00131		amine reactive 1,4- 1,2- di function		3100,>0,/3030,=0,/6978,=0,/4714,>0,/

		G1_00132		amine di-NH2 toxic		3100,>1,/3030,=0,/6978,=0,/4714,=0,/3121,>1,/

		G1_00134		amine aromatic lesstoxic		3100,=1,/3030,=0,/6978,=0,/4714,=0,/4510,>0,/3101,>0,/

		G1_00135		amine aromatic slight toxic		3100,=1,/3030,=0,/6978,=0,/4714,=0,/4510,>0,/3101,=0,/

		G1_00140		amine sec, aliphatic or aromatic wo n		3110,=1,/3121,>0,/4911,=0,/

		G1_00141		amine NH w aromatic n		3110,=1,/3121,>0,/4911,>0,/

		G1_00142		amine sec, di-functional		3110,>1,/3121,>1,/

		G1_00151		amine tert, unreactive w C=O		3120,>0,/3100,=0,/3030,>0,/3054,=0,/3053,=0,/4791,=0,/6600,=0,/5142,=0,/3103,=0,/

		G1_00160		nitril aliphatic, unreactive		3104,>0,/4150,=0,/3143,=0,/5148,=0,/

		G1_00161		nitril aromatic, unreactive		3104,>0,/4150,>0,/6108,=0,/

		G1_00163		nitril aromatic NoQSAR (reactive)		3104,>0,/4150,>0,/6108,>0,/

		G1_00170		amide unreactive		3123,>0,/3103,=0,/3053,=0,/4708,=0,/3129,=0,/4560,=0,/

		G1_00180		cOC		4941,>0,/4900,=0,/

		G1_00181		urea unreactive		U_00181,>0,/

		G1_00191		hydrazine NH,NH0 (NoQSAR)		3105,>0,/3114,=0,/

		G1_00401		exception octylphenol		4900,>0,/

		G1_00402		exception CH3, PhSS		3535,>0,/

		G1_00403		nc-SH		3539,>0,/

		G1_00502		sulfonylurea		3550,>0,/

		G1_04814		CNOS_X triazine		3013,=0,/F_04814,>0,/

		G1_05357		cation others		R_00004,>0,/4119,=0,/

		G1_05358		n+, N+ alkyl chain <6		R_00004,>0,/4119,>0,/

		G1_05360		cation N, P, S		4532,>0,/

		G1_06000		alcohol primary		4770,>0,/

		G1_06001		alcohol secondary		4771,>0,/

		G1_06002		alcohol tertiary		4772,>0,/

		G1_20040		CO_X ether unreactive		3003,=0,/U_00005,>0,/

		G1_20041		CO_X ether reactive		3003,=0,/S_00005,>0,/

		G1_20042		CNO_X ether unreactive		3006,=0,/3003,>0,/U_00005,>0,/3102,=0,|

		G1_20060		CNO_X phenol, 14-.12-OH		G1_00060,>0,/3006,=0,/

		G1_21001		Cnos_X HC		U_00002,>0,/3001,=0,/

		G1_21002		Cnos_X excl. HC		U_00002,>0,/3001,>0,/3014,=0,/

		G1_21003		C_X aliphatic w X		G1_21004,>0,/4910,=0,/

		G1_21004		C_X HC w X		G1_21001,>0,/4507,>0,/

		G1_21005		C_X aromatic w X		G1_21004,>0,/4910,>0,/

		G1_21007		C_X aromatic HC, fused R3=0		G1_21009,>0,/3039,=0,/

		G1_21008		C_X aromatic wo X, R3>0		G1_21009,>0,/3039,>0,/

		G1_21009		C_X_aromatic HC, fused R>1		G1_21204,>0,/3040,>0,/

		G1_21010		C_X_aromatic w/o X,  fused R=0		G1_21204,>0,/3040,=0,/

		G1_21011		CO_X phenol unreactive		U_00009,>0,/3003,=0,/

		G1_21012		CO_X phenol hindered		G1_00012,>0,/3003,=0,/

		G1_21013		CO_X phenol bisphenol		G1_00013,>0,/3034,=0,/3003,=0,/

		G1_21014		CO_X phenol unreactive non halogen		G1_00014,>0,/3003,=0,/

		G1_21015		CO_X phenol unreactive halogenated		G1_00015,>0,/3003,=0,/

		G1_21016		CO_X phenol o,p di-OH		G1_00016,>0,/3003,=0,/

		G1_21017		C_X HC w/ X (excl. Halomethane)		G1_21003,>0,/3126,=0,/

		G1_21018		C_X HC w/ X (incl. Halomethane)		G1_21003,>0,/3126,>0,/

		G1_21019		CO_X alcohol unreactive (w EO)		G1_00019,>0,/3003,=0,/

		G1_21020		CO_X alcohol unreactive (wo EO)		G1_00020,>0,/3003,=0,/

		G1_21021		CO_X alcohol reactive C-OH w/ proMichael		G1_00021,>0,/3003,=0,/

		G1_21022		CO_X alcohol unreactive (w/o EO) (daphnid)		G1_00022,>0,/3003,=0,/

		G1_21023		CO_X alcohol reactive (daphnid)		SD_00021,>0,/3003,=0,/

		G1_21024		CO_X alcohol unreactive (w/ EO) (daphnid)		G1_00024,>0,/3003,=0,/

		G1_21025		CO_X ketone unreactive		U_00025,>0,/3011,=0,/

		G1_21026		CO_X ketone reactive		S_10025,>0,/3006,=0,/3173,=0,/

		G1_21027		CO_X ketone unreactive aliphatic		G1_21025,>0,/4910,=0,/

		G1_21028		CNO_X ketone reactive		S_10025,>0,/3006,=0,/

		G1_21029		CO_X ketone unreactive aromatic		G1_21025,>0,/4910,>0,/

		G1_21030		CNO_X ester unreactive  logP<6.1 & 6.1<		U_10030,>0,/3006,=0,/

		G1_21031		CO_X methacrylate		G1_00031,>0,/3003,=0,/

		G1_21032		CO_X acrylate		G1_00032,>0,/3003,=0,/

		G1_21033		CO_X ester reactive alcohol		3003,=0,/3032,>0,/3053,=0,/3054,>0,/4515,=0,/|3032,>0,/3009,=0/3053,>0,/3054,>0,/4515,=0,/

		G1_21034		CO_X other reactive ester(malonate)		G1_00034,>0,/3003,=0,/

		G1_21036		CO_X alcohol reactive C-OH w/o proMichael		G1_00036,>0,/3003,=0,/

		G1_21038		CO_X alcohol reactive C-OH w/o pinacol		G1_00038,>0,/3003,=0,/

		G1_21039		CO_X alcohol reactive C-OH w/ pinacol		G1_00039,>0,/3003,>0,/

		G1_21042		CO_X acid anhydride		F_00042,>0,/3003,=0,/

		G1_21043		CO_X peroxy unreactive		F_00043,>0,/R_00043,=0,/3003,=0,/

		G1_21044		C_X nonhalogenated HC (subclass wo X)		G1_21001,>0,/4507,=0,/

		G1_21046		CO_X epoxide		G1_00046,>0,/3003,=0,/

		G1_21048		C(OS)_X ester unreactive (Alga)		G1_22030,>0,/3040,=0,/

		G1_21049		C(OS)_X ester unreactive (Daphnid)		G1_22030,>0,/3047,=0,/

		G1_21050		CO_X aldehyde normal		U_00050,>0,/3006,=0,/

		G1_21051		CNO_X aldehyde reactive		S_00050,>0,/3006,=0,/

		G1_21052		CNO_X aldehyde aliphatic reactive		G1_21051,>0,/4927,=0,/

		G1_21053		CNO_X aldehyde aromatic reactive		G1_21051,>0,/4927,>0,/

		G1_21059		C_X w/ X, excl. gem-Cl2, 1,2-Cl2, TCE		G1_21017,>0,/6985,=0,/6986,=0,/6987,=0,/

		G1_21060		C_X w/ X, w/ gem-Cl2, 1,2-Cl2, TCE		G1_21017,>0,;6985,>0,|6986,>0,|6987,>0,|

		G1_21063		CO_X peroxy reactive		F_00043,>0,/R_00043,>0,/3003,=0,/

		G1_21124		COS_X thiol		3009,=0,/4538,>0,/

		G1_21145		CS_X thoether unreactive		3004,=0,/4942,>0,/

		G1_21160		CSO-X -SO3H, Sulfonic Acid, sulfo-, -sulfonic acid		3009,=0,/4760,>0,/

		G1_21161		CSO-X sulfoxide, sulfone unreactive		3009,=0,/4946,>0,/

		G1_21162		CS_X disulfide unreactive		3004,=0,/4535,>0,/

		G1_21163		CS_X disulfide reactive		3004,=0,/3535,>0,/

		G1_21182		imide		3006,=0,/U_00182,>0,/

		G1_21203		C_X aliphatic wo X		G1_21044,>0,/4910,=0,/

		G1_21204		C_X aromatic wo X		G1_21044,>0,/4910,>0,/

		G1_21206		Cnos_X reactive  HC		S_00002,>0,/3001,=0,/

		G1_21207		Cnos_X reactive  excl. HC		S_00002,>0,/3001,>0,/

		G1_21208		C_X reactive  HC, excl. ClC=CCCl		G1_21206,>0,/6988,=0,/

		G1_21209		Cnos_X reactive  excl. HC, nC=C		G1_21207,>0,/6065,=0,/

		G1_22000		CN_X NH2 amine unreactive		U_00033,>0,/G1_00010,=0,/

		G1_22001		CN_X amine unreactive NH2=1		G1_22000,>0,/3100,=1,/

		G1_22002		CN_X amine unreactive NH2>1		G1_22000,>0,/3100,>1,/

		G1_22003		CN_X amine mitigated or acid		U_00033,>0,;3122,>0,|G1_00010,>0,

		G1_22004		amine unreactive NH2 =1 aromatic		G1_22001,>0,/4510,>0,/

		G1_22005		CNOSX basic aromatic n reactive		3013,=0,/S_00006,>0,/

		G1_22006		CNOSX basic aromatic n unreactive		3013,=0,/U_00006,>0,/4538,=0,/

		G1_22007		CNO_X amine oxide		3006,=0,/3144,>0,/

		G1_22008		amine unreactive NH2 =1 aliphatic		G1_22001,>0,/4510,=0,/

		G1_22009		CN_X amine unreactive NH2 >1		G1_22002,>0,/3121,<3,/

		G1_22010		CNO_X NH2 amine reactive		3013,=0,/S_10033,>0,/G1_00010,=0,/6099,=0,/

		G1_22011		amine unreactive aromatic w/o  NO2, SO2 w/ o-C		G1_22004,>0,/4321,=0,/3192,=0,/3130,=0,/4700,=0,/

		G1_22012		amine unreactive aromatic w/  NO2, SO2 w/o o-C		G1_22004,>0,;4321,>0,|3192,>0,|3130,>0,|4700,>0,|

		G1_22013		CNO_X NH2 reactive (OH,NH2, hetero-NH2)		G1_22010,>0,;4714,>0,|4713,>0,|

		G1_22014		CNO_X amine NH2 reactive (excl. OH,NH2, hetero-NH)		G1_22010,>0,/4714,=0,/4713,=0,/

		G1_22015		CN_X amine NH2 reactive (hydrazine)		S_10033,>0,/3210,>0,/

		G1_22016		NH2 reactive  (w/o OH, Nv3X3) Daphnid chronic		G1_22010,>0,/3128,=0,/

		G1_22017		NH2 reactive  (w/ OH, Nv3X3) Daphnid chronic		G1_22010,>0,/3128,>0,/

		G1_22020		CN_X amine NH, N< unreactive w/ N-Oxide, N-N=O		3113,>0,|3144,>0,|3120,>0,|3110,>0,;U_00020,>0,;3006,=0,/3030,=0,/

		G1_22021		CNO_X amine unreactive NH, N< aromatic		4227,>0,|4228,>0,;G1_22020,>0,;3002,=0,;4532,=0,/

		G1_22022		CNO_X amine unreactive NH, N< aliphatic		4227,=0,/4228,=0,/G1_22020,>0,/3002,=0,/

		G1_22023		CNO_X amine unreactive NH, N< aliphatic		G1_22020,>0,/3002,>0,/

		G1_22027		CNO_X ketone, aldehyde reactive		S_10025,>0,|U_00050,>0,;3173,>0,;3006,=0,;

		G1_22030		CNO_X ester unreactive  logP<6.1 & 6.1<		U_10030,>0,/3006,=0,/

		G1_22031		CN_X amine NH, N< reactive w (o-, p- N,OH)		S_00020,>0,/6016,>0,/

		G1_22032		CN_X amine NH reactive (hydrazine)		S_00020,>0,/3105,>0,/

		G1_22033		CN_X amine NH reactive (NC=CH2)		S_00020,>0,/6065,>0,/

		G1_22051		CNO_X aldehyde normal, aliphatic		G1_21050,>0,/4927,=0,/

		G1_22052		CNO_X aldehyde normal, aromatic		G1_21050,>0,/4927,>0,/

		G1_22074		CNOS_X basic aromatic n reactive, excl CN n+		G1_22005,>0,/3059,=0,/4150,=0,/

		G1_22080		CNOS_X SH, SS unreactive, w/o c-NH2		3013,=0,/U_00032,>0,/4510,=0,/

		G1_22081		CNOS_X SH reactive		3013,=0,/S_00032,>0,/

		G1_22190		CNOS_X hydrazine general		F_00190,>0,/3013,=0,/

		G1_22191		CNOS_X hydrazine  not in ring		G1_22190,>0,/3210,>1,/

		G1_22192		CNOS_X hydrazine  in ring		G1_22190,>0,/3210,=1,/

		G1_22193		CNOS_X hydrazine w/ NH2		G1_22191,>0,/3114,>0,/

		G1_22194		CNOS_X hydrazine w/o NH2		G1_22191,>0,/3114,=0,/

		G1_23001		CNO_X NaaOH (include chelator)		3006,=0,/6568,>0,/

		G1_23002		CN_X C=N unreactive (not QSAR USE)		3002,=0,/3108,>0,/

		G1_23004		CNOS_X N-hetero ( amine, aldoxime, carbamate = not QSAR use)		3006,=0,/3116,>0,/3103,>0,|3116,>0,/3100,>0,|3116,>0,/3117,>0,|

		G1_23010		CNO_X nitro mono reactive		3006,=0,/R_03131,>0,/3130,=1,/

		G1_23011		CNO_X nitro >1		3006,=0,/R_03131,>0,/3130,>1,/

		G1_23012		CNO_X nitro mono unreactive		3006,=0,/R_03131,=0,/3130,>0,/

		G1_23013		CNO_X nitro mono unreactive (Daphnid)		G1_23012,>0,/3121,=0,/5145,=0,/

		G1_23014		CNO_X nitro mono unreactive (Alga)		G1_23012,>0,/3040,=0,/

		G1_23015		CNO_X nitro >1 w/o 4-hologen, NO2		G1_23011,>0,/6989,=0,/

		G1_23016		CNO_X nitro >1 w/ 4-hologen, NO2		G1_23011,>0,/6989,>0,/

		G1_23020		CNOS_X carbamate unreactive		U_00120,>0,/3013,=0,/

		G1_23021		CNOS_X carbamate reactive (incl isocyanate)		S_00120,>0,/3013,=0,/

		G1_23030		CNOS_X amine NH2 w C=O		G1_00130,>0,/3013,=0,/

		G1_23034		CNOS_X amine aromatic lesstoxic		G1_00134,>0,/3013,=0,/

		G1_23035		CNOS_X amine aromatic slight toxic		G1_00135,>0,/3013,=0,/

		G1_23040		CNOS_X amine sec, aliphatic or aromatic wo n		G1_00140,>0,/3013,=0,/

		G1_23041		CNOS_X amine NH w aromatic n		G1_00141,>0,/3013,=0,/

		G1_23042		CNOS_X amine sec, di-functional		G1_00142,>0,/3013,=0,/

		G1_23043		CNO_X amine sec, aliphatic or aromatic wo n (Daphnid)		3006,=0,/3110,=1,/3121,>0,/4911,=0,/

		G1_23051		CNOS_X amine tert, unreactive w C=O		G1_00151,>0,/3013,=0,/

		G1_23060		CN_X nitril unreactive aliphatic		3002,=0,/U_00003,>0,/4150,=0,/

		G1_23061		CN_X nitril unreactive aromatic		3002,=0,/U_00003,>0,/4150,>0,/

		G1_23062		CN_X nitril unreactive		3002,=0,/S_00003,>0,/

		G1_23063		CNO_X nitril reactive (trial)		3002,>0,/S_00003,>0,/3006,=0,/

		G1_23064		CNO_X nitril unreactive		3002,>0,/U_00003,>0,/3006,=0,/

		G1_23065		CN_X nitril unreactive		3002,=0,/U_00003,>0,/

		G1_23070		amide unreactive		U_00060,>0,/3006,=0,/

		G1_23071		amide reactive		S_00060,>0,/4560,=0,/3176,=0,/

		G1_23072		amide reactive (other class)		S_00060,>0,;4560,>0,|3176,>0,|

		G1_23073		amide unreactive (Daphnid)		3123,>0,/R_00061,=0,/3006,=0,/4911,=0,/

		G1_23074		amide reactive (Daphnid)		3123,>0,/R_00061,>0,/3006,=0,/

		G1_23075		CNO_X amide unreactive (Alga)		3123,>0,/R_00062,=0,/3006,=0,/4911,=0,/

		G1_23076		CNO_X amide reactive (Alga)		3123,>0,/R_00062,>0,/3006,=0,/

		G1_23080		CNOS_X urea unreactive		G1_00180,>0,/3013,=0,/

		G1_23091		CNOS_X hydrazine NH,NH0 (NoQSAR)		G1_00191,>0,/3013,=0,/

		G1_23100		CNOS_X N-hetero unreactive (wo amine, aldoxime, carbamate)		G1_00100,>0,/3013,=0,/

		G1_23106		CNO_X azo		F_03106,>0,/3006,=0,/

		G1_24000		Silicone		5006,>0,/

		G1_24010		Arsenic		5012,>0,/

		G1_24020		organic Tin (II,IV)		F_05017,>0,;5600,>0,|5601,>0,|

		G1_24035		CNOS_X halogen, reactive		S_00007,>0,/3013,=0,/

		G1_24036		CNOS_X halogen, unreactive		U_00007,>0,/3013,=0,/

		G1_24040		CNOSP_X phosphorus unreactive (no  IRAC, HRAC,  reactive alcohol)		3015,=0,/U_00040,>0,/

		G1_24041		CNOSP_X phosphorus reactive (IRAC, HRAC,  reactive alcohol) w/o N,n		5007,=0,/3015,=0,/S_00040,>0,/3140,=0/

		G1_24042		CNOSP_X phosphorus reactive (IRAC, HRAC,  reactive alcohol) w/ N,n		5007,>0,/3015,=0,/S_00040,>0,/

		G1_24043		CNOSP_X  phosphorus		G1_24040,>0,|G1_24041,>0,|G1_24042,>0,|

		G1_25001		CnosX w/o n+ unreactive (Fish Chronic)		U_00002,>0,/3014,=0,/

		G1_25002		CNO_X unreactive (Fish Chronic), excl. (CnosX w/o n+)		U_00002,>0,/3014,>0,/3006,=0,/

		G1_25003		CNO_X reactive (Fish Chronic)		S_00002,>0,/3006,=0,/

		G1_25010		acid general		G1_00010,>0,/R_00051,=0,/3013,=0,/

		G1_25011		CNOS_X oxoacid general, carboxylic, not hindered		G1_25010,>0,/3034,>0,/4034,=0,/

		G1_25012		acid reactive N+=0		S_00051,>0,/3102,=0,/3013,=0,/

		G1_25013		acid reactive N+ >0		S_00051,>0,/3102,>0,/3013,=0,/

		G1_25014		CNOS_X oxoacid general, not carboxylic		G1_25010,>0,/3034,=0,/

		G1_41011		CO_X phenol unreactive (S extension)		U_00009,>0,/3009,=0,/

		G1_41012		CO_X phenol hindered (S extension)		G1_00012,>0,/3009,=0,/

		G1_41013		CO_X phenol bisphenol (S extension)		G1_00013,>0,/3009,=0,/

		G1_41014		CO_X phenol unreactive non halogen (S extension)		G1_00014,>0,/3009,=0,/

		G1_41015		CO_X phenol unreactive halogenated (S extension)		G1_00015,>0,/3009,=0,/

		G1_41016		CO_X phenol o,p di-OH (S extension)		G1_00016,>0,/3009,=0,/

		G1_41019		CNO_X alcohol unreactive (w EO)		G1_00019,>0,/3006,=0,/3003,>0,/

		G1_41020		CNO_X alcohol unreactive (wo EO) fish		G1_00020,>0,/3006,=0,/3003,>0,/

		G1_41021		CNO_X alcohol reactive C-OH w/ proMichael		G1_00021,>0,/3006,=0,/3003,>0,/

		G1_41022		CNO_X alcohol unreactive (w/o EO) (daphnid)		G1_00022,>0,/3006,=0,/3003,>0,/

		G1_41023		CNO_X alcohol reactive (daphnid)		SD_00021,>0,/3006,=0,/3003,>0,/

		G1_41025		excl. CO_X, ketone unreactive		U_00025,>0,/3003,>0,/

		G1_41026		ketone unreactive, excl. (CO_X, C(=O)CCN, nitro)		G1_41025,>0,/4791,=0, /4259,=0,/

		G1_41030		CNO_X ester unreactive, excl. CO_X		U_10030,>0,/3003,>0,/3006,=0,/

		G1_41031		CO_X methacrylate (S extension)		G1_00031,>0,/3009,=0,/

		G1_41032		CO_X acrylate (S extension)		G1_00032,>0,/3009,=0,/

		G1_41033		CO_X ester reactive alcohol (S extension)		3009,=0,/3032,>0,/3053,=0,/3054,>0,/4515,=0,/|3032,>0,/3009,=0/3053,>0,/3054,>0,/4515,=0,/

		G1_41034		CO_X other reactive ester(malonate) (S extension)		G1_00034,>0,/3009,=0,/

		G1_41043		CO_X peroxy 3009		R_00043,>0,/3009,=0,/

		G1_41052		CO_ X aldehyde aromatic reactive		G1_21053,>0,/3003,=0,/

		G1_41053		CNO_ X aldehyde aromatic reactive, excl. CO_X		G1_21053,>0,/3003,>0,/

		G2_30000		element not CNOSPSiAsSnXNa,K		3000,>0,/

		GA_00019		alcohol unreactive (w EO) alga		UA_00021,>0,/3058,>0,/

		GA_00020		alcohol unreactive (wo acid, EO)		UA_00021,>0,/3058,=0,/

		GA_00021		CO_X alcohol reactive C-OH w/o acid		SA_00021,>0,/3003,=0,/

		GA_20040		CO_X ether unreactive excl HRAC (Alga)		3003,=0,/U_00005,>0,/5115,=0,/

		GA_21001		Cnos_X HC		U_00002,>0,/3001,=0,/6984,=0,/

		GA_21002		Cos_X excl. HC (Alga)		G1_21002,>0,/6983,=0,/

		GA_21010		C_X HC aromatic w/o X, biphenyl (Alga)		G1_21010,>0/6984,=0,/

		GA_21020		CO_X alcohol unreactive (wo EO)		GA_00020,>0,/3003,=0,/4507,=0,/

		GA_22008		amine unreactive NH2 =1 aliphatic (alga)		G1_22008,>0,/RA_00033,=0,/

		GA_22015		CN_X amine NH2 reactive (hydrazine) alga (incl. HRAC C1b)		S_10033,>0,;6099,>0,|5096,>0,|

		GA_22023		CNO_X amine unreactive NH, N< aliphatic		G1_22020,>0/3002,>0,/3144,=0,/

		GA_22070		CNOS_X aromatic n unreactive (alga)		G1_22006,>0/RA_00006,=0,/

		GA_22071		CNOS_X aromatic n reactive (alga)		G1_22006,>0/RA_00006,>0,/

		GA_22075		aromatic n reactive (alga)		SA_00006,>0,/5095,=0,/6983,=0,/6981,=0,/

		GA_22080		CNOS_X SH unreactive, Alga, w/o nc(s)-SH		3537,=0,/3013,=0,/U_00032,>0,/

		GA_22081		CNOS_X SH reactive alga excl. SS		G1_22081,>0,/3536,=0/

		GA_22082		CNOS_X SH reactivealga  SS		G1_22081,>0,/3536,>0/

		GA_23020		CNOS_X carbamate unreactive alga		UA_00120,>0,/3013,=0,/

		GA_23021		CNOS_X carbamate reactive alga		SA_00120,>0,/3013,=0,/

		GA_28998		narcotic group (Alga chronic)		G1_21001,>0|G1_21003,>0|G1_21005,>0|G1_21010,>0|G1_21020,>0|G1_21044,>0|G1_21203,>0|G1_21204,>0,;G1_21007,=0,;G1_21008,=0,;3126,=0,

		GA_28999		narcotic group (Alga acute)		G1_21001,>0|G1_21003,>0|G1_21005,>0|G1_21010,>0|G1_21020,>0|G1_21044,>0|G1_21203,>0|G1_21204,>0,|G1_21163,>0,;G1_21008,=0,;3126,=0,

		GA_41020		CNO_X alcohol unreactive (wo EO) alga		GA_00020,>0,/3006,=0,/3003,>0,/

		GA_90014		Cnos_X reactive alga, excl. pyrole		3150,=0,/SA_90014,>0/

		GA_90015		Cnos_X reactive alga, pyrole		3150,>0,/SA_90014,>0/

		GD_22072		CNOS_X aromatic n unreactive (daphnid)		G1_22006,>0/RD_00006,=0,/

		GD_22073		CNOS_X aromatic n reactive (daphnid)		G1_22006,>0/RD_00006,>0,/

		GD_22194		CNOS_X hydrazine w/o NH2 or in ring		G1_22194,>0,|G1_22192,>0,|

		GD_23020		CNOS_X carbamate unreactive daphnid		UD_00120,>0,/3013,=0,/

		GD_23021		CNOS_X carbamate reactive daphnid		SD_00120,>0,/3013,=0,/

		GD_23070		amide unreactive (daphnid)		U_00060,>0,/3006,=0,/R_00061,=0,/

		GD_28998		narcotic group (Daphnid chronic)		G1_21043,>0,|G1_21001,>0|G1_21003,>0|G1_21005,>0|G1_21010,>0|G1_21020,>0|G1_21044,>0|G1_21203,>0|G1_21204,>0,;G1_21008,=0,;SD_00021,=0,

		GD_28999		narcotic group (Daphnid acute)		G1_21043,>0,|G1_21001,>0|G1_21003,>0|G1_21005,>0|G1_21010,>0|G1_21020,>0|G1_21044,>0|G1_21203,>0|G1_21204,>0,;G1_21008,=0,;SD_00021,=0,;G1_21018,=0,;

		GF_22006		CNOS_X aromatic n unreactive (fish) excl. triazine		G1_22006,>0/4815,=0,/

		GF_22007		CNOS_X aromatic n unreactive (fish) triazine		G1_22006,>0/4815,>0,/

		GF_22081		CNOS_X SH reactive fish excl. thiophenol		G1_22081,>0,/3234,=0/

		GF_22082		CNOS_X SH reactive fish thiophenol		G1_22081,>0,/3234,>0/

		GF_28998		narcotic group (Fish chronic)		G1_21001,>0|G1_21003,>0|G1_21005,>0|G1_21010,>0|G1_21020,>0|G1_21044,>0|G1_21203,>0|G1_21204,>0

		GF_28999		narcotic group (Fish acute)		G1_21043,>0,|G1_21001,>0|G1_21003,>0|G1_21005,>0|G1_21010,>0|G1_21020,>0|G1_21044,>0|G1_21203,>0|G1_21204,>0

		GFD_90015		Cnos_X reactive alga, n,cC=C		4511,>0,/SFD_90014,>0/

		GFD_90016		Cnos_X reactive alga, excl. n,cC=C		4511,=0,/SFD_90014,>0/

		GT_06000		alcohol primary		G1_06000,>0,/3054,=0,/3053,=0,/3003,=0,/

		R_00001		C=O reactive (ketone, ester, acid)		3053,>0,|3054,>0|3055,>0,|3056,>0,|4515,>0|3054,>0,|4791,>0,|3036,>0,|6112,>0,|3174,>0,|

		R_00002		C_X_nos reactive		4519,>0,|4528,>0,|4520,>0,|4511,>0,|

		R_00003		nitril reactive		3143,>0,|5144,>0,|5148,>0,|5150,>0,|5159,>0,|5170,>0,|4527,>0,|

		R_00004		cation N, P, S		4532,>0,/6099,=0,/

		R_00005		ether reactive		4541,>0,|3195,>0,|

		R_00006		basic aromatic n		3030,>0,|3100,>0,|3104,>0,|3102,>0,|3120,>0,|4511,>0,|3119,>0,|4731,>0,|4813,>0,|

		R_00007		halogen reactive, X-hetero, X-C=hetero		3118,>0,|4520,>0,|3053,>0,|6105,>0,|3143,>0,|4544,>0,|5603,>0;7999,=0,/

		R_00009		phenol reactive		6040,>0,|6041,>0,|6042,>0,|

		R_00020		CN_X amine reactive NH, N< incl. NH2		3105,>0,|6065,>0,|6016,>0,|3100,>0,|

		R_00032		S reactive		3234,>0,|3235,>0,|3535,>0,|3537,>0,|3536,>0,|

		R_00033		CN_X amine reactive NH2		3134,>0,|3114,>0,|3128,>0,|3135,>0,|3136,>0,|4714,>0|6099,>0,|

		R_00040		phosphorus IRAC, HRAC		5125,>0,|5169,>0,|5173,>0,|

		R_00043		peroxy reactive		4554,>0,/

		R_00050		aldehyde reactive		3151,>0,|3152,>0,|3153,>0,|3160,>0,|3161,>0,|3162,>0,|3163,>0,|3164,>0,|3165,>0,|3166,>0,|3167,>0,|3168,>0,|3169,>0,|3170,>0,|

		R_00051		acid reactive		3181,>0,|3182,>0,|3183,>0,|3184,>0,|3185,>0,|3186,>0,|

		R_00060		amide reactive		3160,>0,|3171,>0,|3172,>0,|3173,>0,|3174,>0,|3175,>0,|3176,>0,|3137,>0,|4560,>0,|

		R_00061		amide reactive (Daphnid)		3129,>0,|

		R_00062		amide reactive (Alga)		5104,>0,|5084,>0,|

		R_00120		carbamate reactive		3200,>0,|3201,>0,|3202,>0,|6046,>0,|

		R_00181		urea reactive		3121,>0,|3055,>0,|3118,>0,|

		R_00182		imide reactive		3200,>0,|

		R_03054		O-alkenyl,alkynyl,halogen, ketene		3190,>0,|3061,>0,|3192,>0,|3193,>0,|3194,>0,|3065,>0,|3196,>0,|

		R_03131		nitro reactive		3098,>0,|3099,>0,|3130,>1,|3127,>0,|3096,>0,|

		RA_00002		C_X_nos reactive		6983,>0,|3150,>0,|4511,>0,|

		RA_00006		basic aromatic n (alga)		5095,>0,|5081,>0,|6983,>0,|

		RA_00021		alcohol reactive C-OH (Alga)		3061,>0,|3062,>0,|3063,>0,|3065,>0,|

		RA_00033		CN_X amine reactive NH2 (alga)		5096,>0,|

		RA_03132		carbamate reactive daphnid		5100,>0,|

		RA_30000		alga specific reactive		5095,>0,|3040,>6,|5104,>0,|4714,>0,|5100,>0,|5096,>0,|5036,>0,|3131,>0,|3114,>0,|4724,>3,|6600,>0,|3055,>0,|

		RD_00006		basic aromatic n (daphnid)		5095,>0,|

		RD_00021		alcohol reactive C-OH (Daphnid)		3061,>0,|3062,>0,|3063,>0,|3066,>0,|

		RD_03132		carbamate reactive daphnid		5141,>0,|

		RD_30000		daphnid specific reactive		5173,>0,|5141,>0,|3235,>0,|3100,>0,|3151,>0,|6046,>0,;3122,=0;

		RF_00021		alcohol reactive C-OH (Fish)		3061,>0,|3062,>0,|3063,>0,|3064,>0,|3065,>0,|

		RF_30000		Fish specific reactive		3061,>0,|6046,>0,|3053,>0,|4520,>0,|4532,>0,|3151,>0,|6099,>0,|4714,>0,|4119,>0,|4907,>0,|4511,>0,|4544,>0,|5172,>0,|4525,>0,|4781,>0,|3151,>0,|3174,>0,|3143,>0,|3140,>0,|

		RFD_00002		C_X_nos reactive		4511,>0,|3118,>0,|3150,>0,|

		S_00002		Cnos reactive		R_00002,>0,/3000,=0,/

		S_00003		nitril reactive		3104,>0,/R_00003,>0,/

		S_00005		ether reactive		3044,>0,/3030,=0,/R_00005,>0,/

		S_00006		aromatic n reactive		4911,>0,/R_00006,>0,/7999,=0,/

		S_00007		halogen reactive		R_00007,>0,/F_00007,>0,/

		S_00020		CN_X amine NH2 reactive		R_00020,>0,/G1_00010,=0,/

		S_00030		ester reactive		3032,>0,/R_00001,>0,/

		S_00032		SH, SS reactive		3234,>0,|3235,>0,|3535,>0,|3537,>0,|3536,>0,|

		S_00040		phosphorus reactive (IRAC, HRAC,  reactive alcohol)		5018,>0;R_00040,>0,|RF_00021,>0,|

		S_00050		aldehyde reactive		3036,>0,/R_00050,>0,/

		S_00051		acid reactive		G1_00010,>0,/R_00051,>0,/

		S_00060		amide reactive		R_00060,>0,/3123,>0,/

		S_00120		carbamate reactive  (incl isocyanate)		6046,>0,|3041,>0,;R_00120,>0,/

		S_00181		urea reactive		3109,>0,/R_00181,>0,/

		S_00182		imide		4555,>0,/R_00182,>0,/

		S_10025		ketone reactive		3031,>0,/R_00001,>0,/

		S_10033		CN_X amine reactive NH2		3100,>0,/R_00033,>0,/

		S_20009		phenol reactive		R_00009,>0,/

		SA_00006		aromatic n reactive (alga)		4911,>0,;R_00006,>0,|RA_00006,>0,|

		SA_00021		alcohol reactive C-OH w/o acid		3046,>0,/3030,=0,/RA_00021,>0,/G1_00010,=0,/

		SA_00120		carbamate reactive alga (incl isocyanate)		6046,>0,|3041,>0,/RA_03132,>0,/

		SA_30000		alga specific reactive		RA_30000,>0,/

		SA_90014		Cnos_X reactive alga		C_80014,>0,/RA_00002,>0,/

		SD_00006		aromatic n reactive (daphnid)		4911,>0,;R_00006,>0,|RD_00006,>0,|

		SD_00021		alcohol reactive (daphnid)		3046,>0,/3030,=0,/RD_00021,>0,/G1_00010,=0,/

		SD_00120		carbamate reactive daphnid (incl isocyanate)		6046,>0,|3041,>0,;RD_03132,>0,/

		SD_30000		alga specific reactive		RD_30000,>0,/

		SF_00021		alcohol reactive		3046,>0,/3030,=0,/RF_00021,>0,/G1_00010,=0,/

		SF_30000		alga specific reactive		RF_30000,>0,/

		SFD_90014		Cnos_X reactive fish, daphnid		C_80014,>0,/RFD_00002,>0,/

		U_00002		C_X_nos unreactive		R_00002,=0,/

		U_00003		nitril unreactive		3104,>0,/R_00003,=0,/

		U_00005		ether, acetal unreactive		3145,>0,|3044,>0,;3030,=0;R_00005,=0,;

		U_00006		aromatic n unreactive		4911,>0,;R_00006,=0,|7999,>0,|

		U_00007		halogen reactive		R_00007,=0,/F_00007,>0,/

		U_00009		phenol not reactive, not acid		3047,>0,/R_00009,=0,/G1_00010,=0,/

		U_00020		amine NH, N< unreactive		R_00020,=0,/G1_00010,=0,/

		U_00025		ketone unreactive		3031,>0,/R_00001,=0,/G1_00010,=0,/

		U_00032		S unreactive hindered SH, SS, S(=O)		R_00032,=0,;3236,>0,|3536,>0,|4946,>0,|

		U_00033		CN_X amine reactive NH2		3100,>0,/R_00033,=0,/

		U_00040		phosphorus unreactive (no  IRAC, HRAC,  reactive alcohol)		5018,>0,/R_00040,=0,/RF_00021,=0,/

		U_00050		aldehyde general		3036,>0,/R_00050,=0,/

		U_00051		acid general		G1_00010,>0,/R_00051,=0,/

		U_00060		amide unreactive		R_00060,=0,/3123,>0,/4911,=0,/

		U_00120		carbamate unreactive fish		3041,>0,/R_00120,=0,/

		U_00181		urea unreactive		3141,>0,|3109,>0,;R_00181,=0,/

		U_00182		imide		4555,>0,/R_00182,=0,/

		U_10030		ester unreactive		3032,>0,/R_00001,=0,/G1_00010,=0,/

		UA_00006		aromatic n unreactive (alga)		4911,>0,/R_00006,=0,/RA_00006,=0,/

		UA_00021		alcohol unreactive C-OH w/o acid (Alga)		3046,>0,/3030,=0,/RA_00021,=0,/G1_00010,=0,/

		UA_00120		carbamate unreactive alga		3041,>0,/RA_03132,=0,/

		UA_30000		alga not specific reactive		RA_30000,=0,/

		UA_80014		Cnos_X unreactive alga		C_80014,>0,/RA_00002,=0,/

		UD_00006		aromatic n unreactive (daohnid)		4911,>0,/R_00006,=0,/RD_00006,=0,/

		UD_00021		CO_X alcohol reactive C-OH w/o acid (Daphnid)		3046,>0,/3030,=0,/RD_00021,=0,/G1_00010,=0,/

		UD_00120		carbamate unreactive daphnid		3041,>0,/RD_03132,=0,/

		UD_30000		alga not specific reactive		RD_30000,=0,/

		UF_00021		CO_X alcohol reactive C-OH w/o acid (Fish)		3046,>0,/3030,=0,/RF_00021,=0,/G1_00010,=0,/

		UF_30000		alga not specific reactive		RF_30000,=0,/

		UFD_80014		Cnos_X reactive fish, daphnid		C_80014,>0,/RFD_00002,=0,/

		US_00003		ester not alcohol  reactive		S_00030,>0,/R_03054,=0,/





qsar_data

		QsarID		QsarClassName		ClassID		Equation		Log P Range		FragIDs_for_AD		n		R2		RMSE		Q2(leave-one-out)		ratio1

		32004051		CO_X ether unreactive excl HRAC (Alga)		GA_20040		y = 0.69logP -0.05		[0.02,5.10]		5008,5054,5055,5061,5067,5139,5155		13		0.88		0.39		0.83		13

		32102051		CO_X alcohol unreactive C-OH w/o (acid, EO)		GA_21020		y = 1.08logP -1.24		[0.69,5.26]		5008		10		0.87		0.59		0.81		10

		32104851		CO_X ester unreactive (Alga)		G1_21048		y = 0.83logP -0.96		[0.36,5.28]		5008,5155		8		0.94		0.35		0.88		8

		32200951		amine unreactive NH2 >1 Nv3 <3 (alga)		G1_22009		y = 0.50logP +0.94		[0.15,4.27]		5007,5008,5037,5500		9		0.84		0.30		0.78		9

		32202051		CN_X amine unreactive NH, N<		G1_22020		y = 0.76logP +0.57		[-0.80,4.67]		5007,5008,5038,5045,5046,5137,5201,5500		19		0.73		0.76		0.67		19

		32202351		CNO_X amine unreactive NH, N< aliphatic		GA_22023		y = 0.64logP +0.41		[-0.56,3.87]		5007,5008,5046,5137,5201,5500		6		0.90		0.33		0.79		6

		32203151		CN_X amine NH, N< reactive (o-, p- N,OH)		G1_22031		y = 0.42logP +1.84		[0.64,3.50]		5007,5008,5053,5201,5500		5		0.89		0.16		0.76		5

		32207551		CNOS_X basic aromatic n  unreactive		GA_22075		y = 1.10logP +0.51		[-1.94,3.47]		5004,5007,5008,5016,5041,5042,5072,5081,5133,5135,5201,5500		10		0.83		0.75		0.78		10

		32404051		CNOSP_X phosphorus unreactive (no  IRAC, HRAC,  reactive alcohol)		G1_24040		y = 0.70logP -0.60		[2.24,4.70]		5008,5016,5018,5201		5		0.94		0.17		0.84		5

		32404351		CNOSP_X phosphorus all		G1_24043		y = 0.78logP -0.66		[1.63,4.70]		5007,5008,5016,5018,5041,5046,5067,5155,5173,5201		9		0.74		0.45		0.65		9





training_set

		Order		QsarID		QsarClassName		SMILES_in_KATE		MolID		CAS_RN		Chemical_Name		Molecular weight estimated by SMILES in KATE		Training_set_log_(1/NOEC [mM])_in_KATE		Measured_NOEC_[mg/L]		KOWWIN

		1		32004051		CO_X ether unreactive excl HRAC (Alga)		O(c1ccccc1)c2ccccc2		1000031		101-84-8		Benzene, 1,1'-oxybis-		170.21		2.73		0.32		4.05

		2		32004051		CO_X ether unreactive excl HRAC (Alga)		C(OCc1ccccc1)c2ccccc2		1000041		103-50-4		Benzene, 1,1'- oxybis(methylene) bis-		198.27		2.79		0.32		3.48

		3		32004051		CO_X ether unreactive excl HRAC (Alga)		ClCCOCCCl		1000158		111-44-4		Ethane, 1,1'-oxybis 2-chloro-		143.01		0.41		56.00		1.56

		4		32004051		CO_X ether unreactive excl HRAC (Alga)		ClC(COCC(Cl)C(Cl)(Cl)Cl)C(Cl)(Cl)Cl		1000253		127-90-2		1,1'-Oxybis[2,3,3,3-tetrachloropropane]		377.74		3.50		0.12		5.10

		5		32004051		CO_X ether unreactive excl HRAC (Alga)		COc1c(Cl)cc(OC)cc1		1000361		2100-42-7		1,4-Dimethoxy-2-chlorobenzene		172.61		1.94		2.00		2.80

		6		32004051		CO_X ether unreactive excl HRAC (Alga)		COc1ccc(O)c(c1)C(C)(C)C		1000401		25013-16-5		Butylated hydroxyanisole		180.25		2.86		0.25		3.50

		7		32004051		CO_X ether unreactive excl HRAC (Alga)		CC(C)CCOCCC(C)C		1000553		544-01-4		Butane, 1,1'-oxybis 3-methyl-		158.29		2.12		1.20		3.85

		8		32004051		CO_X ether unreactive excl HRAC (Alga)		COc1ccccc1O		1000843		90-05-1		Phenol, 2-methoxy-		124.14		0.63		29.00		1.34

		9		32004051		CO_X ether unreactive excl HRAC (Alga)		CC(C)(c1ccc(OCCO)cc1)c2ccc(OCCO)cc2		1000846		901-44-0		Ethanol, 2,2'- (1-methylethylidene)bis(4,1-phenyleneoxy) bis-		316.40		2.52		0.95		3.22

		10		32004051		CO_X ether unreactive excl HRAC (Alga)		COc1ccc(CC=C)cc1OC		1000875		93-15-2		Benzene, 1,2-dimethoxy-4-(2-propenyl)-		178.23		1.59		4.60		3.03

		11		32004051		CO_X ether unreactive excl HRAC (Alga)		CCCCOCCO		1000971		111-76-2		Ethanol, 2-butoxy-		118.18		-0.04		130.00		0.57

		12		32004051		CO_X ether unreactive excl HRAC (Alga)		CCCCOCCOCCOCCO		1000994		143-22-6		Ethanol, 2- 2-(2-butoxyethoxy)ethoxy -		206.28		0.38		86.00		0.02

		13		32004051		CO_X ether unreactive excl HRAC (Alga)		CC(C)(C)OCCO		1001042		7580-85-0		2-(t-Butoxy)ethanol		118.18		0.71		23.00		0.46

		14		32102051		CO_X alcohol unreactive C-OH w/o (acid, EO)		OCc1ccccc1		1000012		100-51-6		Benzenemethanol		108.14		-0.46		310.00		1.08

		15		32102051		CO_X alcohol unreactive C-OH w/o (acid, EO)		CCCCCCCO		1000165		111-70-6		1-Heptanol		116.20		1.67		2.50		2.31

		16		32102051		CO_X alcohol unreactive C-OH w/o (acid, EO)		CCCCCCCCCCO		1000179		112-30-1		1-Decanol		158.29		3.75		0.03		3.79

		17		32102051		CO_X alcohol unreactive C-OH w/o (acid, EO)		CCCCCCCCCCCCCO		1000183		112-70-9		1-Tridecanol		200.37		4.84		0.00		5.26

		18		32102051		CO_X alcohol unreactive C-OH w/o (acid, EO)		CCCCCCCCCO		1000294		143-08-8		1-Nonanol		144.26		2.67		0.31		3.30

		19		32102051		CO_X alcohol unreactive C-OH w/o (acid, EO)		CC(C)CCCCCCCO		1000405		25339-17-7		Isodecanol		158.29		1.97		1.70		3.71

		20		32102051		CO_X alcohol unreactive C-OH w/o (acid, EO)		CC(CCO)CC(C)(C)C		1000457		3452-97-9		1-Hexanol, 3,5,5-trimethyl-		144.26		1.70		2.90		3.11

		21		32102051		CO_X alcohol unreactive C-OH w/o (acid, EO)		CCCCO		1000711		71-36-3		1-Butanol		74.12		-0.39		180.00		0.84

		22		32102051		CO_X alcohol unreactive C-OH w/o (acid, EO)		CC(=CCCC(C)(O)C=C)C		1000758		78-70-6		1,6-Octadien-3-ol, 3,7-dimethyl-		154.25		1.44		5.60		3.38

		23		32102051		CO_X alcohol unreactive C-OH w/o (acid, EO)		CC(CCO)CCO		1001019		4457-71-0		1,5-Pentanediol, 3-methyl-		118.18		0.07		100.00		0.69

		24		32104851		CO_X ester unreactive (Alga)		CC(=O)OCC(COC(=O)C)OC(=O)C		1000037		102-76-1		1,2,3-Propanetriol, triacetate		218.21		-0.32		460.00		0.36

		25		32104851		CO_X ester unreactive (Alga)		CC(C)COC(=O)C		1000128		110-19-0		Acetic acid, 2-methylpropyl ester		116.16		0.09		95.00		1.77

		26		32104851		CO_X ester unreactive (Alga)		CCCCCCCCCCCC(=O)OC		1000167		111-82-0		Dodecanoic acid, methyl ester		214.35		3.73		0.04		5.28

		27		32104851		CO_X ester unreactive (Alga)		CCOC(=O)C(Cl)(Cl)Cl		1000530		515-84-4		Acetic acid, trichloro-, ethyl ester		191.44		0.85		27.00		2.22

		28		32104851		CO_X ester unreactive (Alga)		CC(C)COC(=O)c1ccccc1C(=O)OCC(C)C		1000804		84-69-5		1,2-Benzenedicarboxylic acid, bis(2-methylpropyl) ester		278.35		2.88		0.37		4.46

		29		32104851		CO_X ester unreactive (Alga)		CCCCOC(=O)c1ccccc1C(=O)OCCCC		1000805		84-74-2		1,2-Benzenedicarboxylic acid, dibutyl ester		278.35		2.97		0.30		4.61

		30		32104851		CO_X ester unreactive (Alga)		CCC(CC)C(=O)OCCOCCOCCOC(=O)C(CC)CC		1000887		95-08-9		Butanoic acid, 2-ethyl-, 1,2-ethanediylbis(oxy-2,1-ethanediyl) ester		346.46		1.36		15.00		3.64

		31		32104851		CO_X ester unreactive (Alga)		COC(=O)c1ccc(O)cc1		1000948		99-76-3		Benzoic acid, 4-hydroxy-, methyl ester		152.15		0.95		17.00		2.00

		32		32200951		amine unreactive NH2 >1 Nv3 <3 (alga)		Nc1ccc(Cc2ccc(N)c(Cl)c2)cc1Cl		1000024		101-14-4		Benzenamine, 4,4'-methylenebis 2-chloro-		267.16		2.69		0.54		3.47

		33		32200951		amine unreactive NH2 >1 Nv3 <3 (alga)		Nc1ccc(Cc2ccc(N)cc2)cc1		1000027		101-77-9		Benzenamine, 4,4'-methylenebis-		198.27		1.70		4.00		2.18

		34		32200951		amine unreactive NH2 >1 Nv3 <3 (alga)		Nc1ccc(Oc2ccc(N)cc2)cc1		1000028		101-80-4		Benzenamine, 4,4'-oxybis-		200.24		1.71		3.90		2.22

		35		32200951		amine unreactive NH2 >1 Nv3 <3 (alga)		Cc1cc(ccc1N)c2ccc(N)c(C)c2		1000206		119-93-7		1,1'-Biphenyl -4,4'-diamine, 3,3'-dimethyl-		212.30		2.67		0.45		3.02

		36		32200951		amine unreactive NH2 >1 Nv3 <3 (alga)		NCCCCCCN		1000242		124-09-4		1,6-Hexanediamine		116.21		1.07		10.00		0.35

		37		32200951		amine unreactive NH2 >1 Nv3 <3 (alga)		NCc1cccc(CN)c1		1000303		1477-55-0		1,3-Benzenedimethanamine		136.20		1.14		9.80		0.15

		38		32200951		amine unreactive NH2 >1 Nv3 <3 (alga)		Nc1ccc(Oc2cccc(Oc3ccc(N)cc3)c2)cc1		1000398		2479-46-1		4,4'-(1,3-PHENYLENEBIS(OXY)BISBENZENAMINE)		292.34		2.86		0.40		4.27

		39		32200951		amine unreactive NH2 >1 Nv3 <3 (alga)		CC1CC(CC2CCC(N)C(C)C2)CCC1N		1000692		6864-37-5		Cyclohexanamine, 4,4'-methylenebis 2-methyl-		238.42		2.82		0.36		4.10

		40		32200951		amine unreactive NH2 >1 Nv3 <3 (alga)		Nc1ccc(cc1Cl)c2ccc(N)c(Cl)c2		1000864		91-94-1		1,1'-Biphenyl -4,4'-diamine, 3,3'-dichloro-		253.13		3.23		0.15		3.21

		41		32202051		CN_X amine unreactive NH, N<		CNc1ccccc1		1000016		100-61-8		Benzenamine, N-methyl-		107.16		2.52		0.32		1.62

		42		32202051		CN_X amine unreactive NH, N<		C1CCC(CC1)NC2CCCCC2		1000030		101-83-7		Cyclohexanamine, N-cyclohexyl-		181.32		1.96		2.00		4.37

		43		32202051		CN_X amine unreactive NH, N<		CCCCN(CCO)CCCC		1000038		102-81-8		Ethanol, 2-(dibutylamino)-		173.30		1.73		3.20		2.01

		44		32202051		CN_X amine unreactive NH, N<		CCNc1ccccc1		1000042		103-69-5		Benzenamine, N-ethyl-		121.18		1.53		3.60		2.11

		45		32202051		CN_X amine unreactive NH, N<		CCNCC		1000121		109-89-7		Ethanamine, N-ethyl-		73.14		0.82		11.00		0.81

		46		32202051		CN_X amine unreactive NH, N<		C1CNCCN1		1000142		110-85-0		Piperazine		86.14		0.40		34.00		-0.80

		47		32202051		CN_X amine unreactive NH, N<		C1COCCN1		1000145		110-91-8		Morpholine		87.12		0.45		31.00		-0.56

		48		32202051		CN_X amine unreactive NH, N<		N(CCCCCCN(C)C)(C)C		1000152		111-18-2		1,6-Hexanediamine, N,N,N',N'-tetramethyl-		172.32		1.26		9.40		1.70

		49		32202051		CN_X amine unreactive NH, N<		CCN(CC)CC		1000218		121-44-8		Ethanamine, N,N-diethyl-		101.19		1.96		1.10		1.51

		50		32202051		CN_X amine unreactive NH, N<		N(c1ccccc1)c2ccccc2		1000224		122-39-4		Benzenamine, N-phenyl-		169.23		3.80		0.03		3.29

		51		32202051		CN_X amine unreactive NH, N<		CCCCCCCCCCCCN(=O)(C)C		1000323		1643-20-5		1-Dodecanamine, N,N-dimethyl-, N-oxide		229.41		4.67		0.00		4.67

		52		32202051		CN_X amine unreactive NH, N<		CC1(C)CC(O)CC(C)(C)N1		1000386		2403-88-5		4-Piperidinol, 2,2,6,6-tetramethyl-		157.26		0.32		76.00		0.94

		53		32202051		CN_X amine unreactive NH, N<		CN(C)c1ccc(cc1)C(=N)c2ccc(cc2)N(C)C		1000397		2465-27-2		C.I. Basic Yellow 2		267.38		4.01		0.03		2.98

		54		32202051		CN_X amine unreactive NH, N<		CN(C)c1ccc(cc1)C(=C2C=CC(C=C2)=[N+](C)C)c3ccccc3		1000579		569-64-2		malachite green		364.92		3.87		0.05		3.00

		55		32202051		CN_X amine unreactive NH, N<		Cc1ccc(Nc2ccc(C)cc2)cc1		1000643		620-93-9		Benzenamine, 4-methyl-N-(4-methylphenyl)-		197.28		4.02		0.02		4.39

		56		32202051		CN_X amine unreactive NH, N<		O=NN(c1ccccc1)c2ccccc2		1000811		86-30-6		Benzenamine, N-nitroso-N-phenyl-		198.23		2.53		0.58		3.16

		57		32202051		CN_X amine unreactive NH, N<		N(c1ccccc1)c2cccc3ccccc23		1000849		90-30-2		1-Naphthalenamine, N-phenyl-		219.29		4.78		0.00		4.47

		58		32202051		CN_X amine unreactive NH, N<		CCOc1ccc2NC(C)(C)C=C(C)c2c1		1000857		91-53-2		Quinoline, 6-ethoxy-1,2-dihydro-2,2,4-trimethyl-		217.31		2.99		0.22		3.87

		59		32202051		CN_X amine unreactive NH, N<		CCN1CCOCC1		1000963		100-74-3		Morpholine, 4-ethyl-		115.18		0.52		35.00		0.14

		60		32202351		CNO_X amine unreactive NH, N< aliphatic		CCCCN(CCO)CCCC		1000038		102-81-8		Ethanol, 2-(dibutylamino)-		173.30		1.73		3.20		2.01

		61		32202351		CNO_X amine unreactive NH, N< aliphatic		C1COCCN1		1000145		110-91-8		Morpholine		87.12		0.45		31.00		-0.56

		62		32202351		CNO_X amine unreactive NH, N< aliphatic		CC1(C)CC(O)CC(C)(C)N1		1000386		2403-88-5		4-Piperidinol, 2,2,6,6-tetramethyl-		157.26		0.32		76.00		0.94

		63		32202351		CNO_X amine unreactive NH, N< aliphatic		O=NN(c1ccccc1)c2ccccc2		1000811		86-30-6		Benzenamine, N-nitroso-N-phenyl-		198.23		2.53		0.58		3.16

		64		32202351		CNO_X amine unreactive NH, N< aliphatic		CCOc1ccc2NC(C)(C)C=C(C)c2c1		1000857		91-53-2		Quinoline, 6-ethoxy-1,2-dihydro-2,2,4-trimethyl-		217.31		2.99		0.22		3.87

		65		32202351		CNO_X amine unreactive NH, N< aliphatic		CCN1CCOCC1		1000963		100-74-3		Morpholine, 4-ethyl-		115.18		0.52		35.00		0.14

		66		32203151		CN_X amine NH, N< reactive (o-, p- N,OH)		N(c(ccc(NC(CC)C)c1)c1)C(CC)C		1000032		101-96-2		1,4-Benzenediamine, N,N'-bis(1-methylpropyl)-		220.36		3.36		0.10		3.50

		67		32203151		CN_X amine NH, N< reactive (o-, p- N,OH)		Nc1ccc(O)c(c1)N(=O)=O		1000203		119-34-6		Phenol, 4-amino-2-nitro-		154.13		2.01		1.50		0.64

		68		32203151		CN_X amine NH, N< reactive (o-, p- N,OH)		Nc1cccc2c(N)cccc12		1000376		2243-62-1		1,5-Diaminonaphthalene		158.20		2.67		0.34		1.34

		69		32203151		CN_X amine NH, N< reactive (o-, p- N,OH)		O(CCN(c(c(OCC)cc(N)c1OCC)c1)C2)C2		1000532		51963-82-7		Benzenamine, 2,5-diethoxy-4-(4-morpholinyl)-		266.34		2.49		0.87		2.01

		70		32203151		CN_X amine NH, N< reactive (o-, p- N,OH)		Nc1ccc(N=Nc2ccccc2)cc1		1000616		60-09-3		Benzenamine, 4-(phenylazo)-		197.24		3.15		0.14		3.19

		71		32207551		CNOS_X basic aromatic n unreactive		n(ccc(c1)C=C)c1		1000010		100-43-6		Pyridine, 4-ethenyl-		105.14		2.09		0.86		1.71

		72		32207551		CNOS_X basic aromatic n unreactive		C=Cc1ccccn1		1000019		100-69-6		Pyridine, 2-ethenyl-		105.14		0.59		27.00		1.71

		73		32207551		CNOS_X basic aromatic n unreactive		Oc1cccc2cccnc12		1000305		148-24-3		8-Quinolinol		145.16		2.93		0.17		1.66

		74		32207551		CNOS_X basic aromatic n unreactive		Sc1nc2ccccc2s1		1000309		149-30-4		2(3H)-Benzothiazolethione		168.26		3.40		0.07		2.86

		75		32207551		CNOS_X basic aromatic n unreactive		NC1=NC(S)=NN1		1000326		16691-43-3		3-Amino-4H-1,2,4-triazole-5-thiol		116.15		0.25		65.00		0.22

		76		32207551		CNOS_X basic aromatic n unreactive		NC1NN=NN=1		1000494		4418-61-5		1H-Tetrazol-5-amine		85.07		-1.61		2.10		-1.94

		77		32207551		CNOS_X basic aromatic n unreactive		Nc1ccncc1		1000522		504-24-5		4-Pyridinamine		94.12		0.89		12.00		-0.11

		78		32207551		CNOS_X basic aromatic n unreactive		n(c(N)ccc1)c1		1000523		504-29-0		alpha-Aminopyridine		94.12		1.65		2.10		0.53

		79		32207551		CNOS_X basic aromatic n unreactive		CC(C)(C)NSc1nc2ccccc2s1		1000889		95-31-8		2-Benzothiazolesulfenamide, N-(1,1-dimethylethyl)-		239.38		4.34		0.01		2.56

		80		32207551		CNOS_X basic aromatic n unreactive		C1CCC(CC1)NSc2nc3ccccc3s2		1000891		95-33-0		2-Benzothiazolesulfenamide, N-cyclohexyl-		265.42		4.50		0.01		3.47

		81		32404051		CNOSP_X phosphorus unreactive (no IRAC, HRAC, reactive alcohol)		O=P(Oc1ccccc1)(Oc2ccccc2)Oc3ccccc3		1000192		115-86-6		Phosphoric acid, triphenyl ester		326.29		2.52		0.98		4.70

		82		32404051		CNOSP_X phosphorus unreactive (no IRAC, HRAC, reactive alcohol)		CCCCOP(=O)(OCCCC)OCCCC		1000247		126-73-8		Phosphoric acid tributyl ester		266.32		1.89		3.40		3.82

		83		32404051		CNOSP_X phosphorus unreactive (no IRAC, HRAC, reactive alcohol)		CCOP(=S)(S)OCC		1000433		298-06-6		Phosphorodithioic acid, O,O-diethyl ester		186.23		0.93		22.00		2.24

		84		32404051		CNOSP_X phosphorus unreactive (no IRAC, HRAC, reactive alcohol)		CCCCOCCOP(=O)(OCCOCCCC)OCCOCCCC		1000755		78-51-3		Ethanol, 2-butoxy-, phosphate (3:1)		398.48		1.66		8.80		3.00

		85		32404051		CNOSP_X phosphorus unreactive (no IRAC, HRAC, reactive alcohol)		CCCCCCCCCCCCOP(=O)(O)O		1001022		50957-96-5		Sodium lauryl phosphate		266.32		2.94		0.36		4.69

		86		32404351		CNOSP_X phosphorus all		O=P(Oc1ccccc1)(Oc2ccccc2)Oc3ccccc3		1000192		115-86-6		Phosphoric acid, triphenyl ester		326.29		2.52		0.98		4.70

		87		32404351		CNOSP_X phosphorus all		ClCCOP(=O)(OCCCl)OCCCl		1000194		115-96-8		Ethanol, 2-chloro-, phosphate (3:1)		285.49		0.60		72.00		1.63

		88		32404351		CNOSP_X phosphorus all		CCOP(=S)(OCC)OC1=NN(C(=O)C=C1)C2=CC=CC=C2		1000202		119-12-0		Pyridaphenthion		342.35		1.96		3.70		3.66

		89		32404351		CNOSP_X phosphorus all		BrCC(Br)COP(=O)(OCC(Br)CBr)OCC(Br)CBr		1000246		126-72-7		1-Propanol, 2,3-dibromo-, phosphate (3:1)		697.61		2.76		1.20		4.19

		90		32404351		CNOSP_X phosphorus all		CCCCOP(=O)(OCCCC)OCCCC		1000247		126-73-8		Phosphoric acid tributyl ester		266.32		1.89		3.40		3.82

		91		32404351		CNOSP_X phosphorus all		CCOP(=S)(OCC)Oc1cc(on1)c2ccccc2		1000344		18854-01-8		Isoxathion		313.31		3.54		0.09		3.90

		92		32404351		CNOSP_X phosphorus all		CCOP(=S)(S)OCC		1000433		298-06-6		Phosphorodithioic acid, O,O-diethyl ester		186.23		0.93		22.00		2.24

		93		32404351		CNOSP_X phosphorus all		CCCCOCCOP(=O)(OCCOCCCC)OCCOCCCC		1000755		78-51-3		Ethanol, 2-butoxy-, phosphate (3:1)		398.48		1.66		8.80		3.00

		94		32404351		CNOSP_X phosphorus all		CCCCCCCCCCCCOP(=O)(O)O		1001022		50957-96-5		Sodium lauryl phosphate		266.32		2.94		0.36		4.69

		95		32202251		CN_X amine unreactive NH, N< aliphatic		CCN(CC)CC		1000218		121-44-8		Ethanamine, N,N-diethyl-		101.19		1.9639		1.1

		96		32202251		CN_X amine unreactive NH, N< aliphatic		CCCCCCCCCCCCCCCCCCN(C)C		1000988		124-28-7		1-Octadecanamine, N,N-dimethyl-		297.57		5.4781		0.00099

		97		32200951		amine unreactive NH2 >1 Nv3 <3 (algae)		Nc1ccc(Cc2ccc(N)c(Cl)c2)cc1Cl		1000024		101-14-4		Benzenamine, 4,4'-methylenebis 2-chloro-		267.16		2.6944		0.54

		98		32200951		amine unreactive NH2 >1 Nv3 <3 (algae)		Nc1ccc(Cc2ccc(N)cc2)cc1		1000027		101-77-9		Benzenamine, 4,4'-methylenebis-		198.27		1.6952		4

		99		32200951		amine unreactive NH2 >1 Nv3 <3 (algae)		Nc1ccc(Oc2ccc(N)cc2)cc1		1000028		101-80-4		Benzenamine, 4,4'-oxybis-		200.24		1.7105		3.9

		100		32200951		amine unreactive NH2 >1 Nv3 <3 (algae)		Cc1cc(ccc1N)c2ccc(N)c(C)c2		1000206		119-93-7		1,1'-Biphenyl -4,4'-diamine, 3,3'-dimethyl-		212.3		2.6738		0.45

		101		32200951		amine unreactive NH2 >1 Nv3 <3 (algae)		NCCCCCCN		1000242		124-09-4		1,6-Hexanediamine		116.21		1.0654		10

		102		32200951		amine unreactive NH2 >1 Nv3 <3 (algae)		NCc1cccc(CN)c1		1000303		1477-55-0		1,3-Benzenedimethanamine		136.2		1.143		9.8

		103		32200951		amine unreactive NH2 >1 Nv3 <3 (algae)		Nc1ccc(Oc2cccc(Oc3ccc(N)cc3)c2)cc1		1000398		2479-46-1		4,4'-(1,3-PHENYLENEBIS(OXY)BISBENZENAMINE)		292.34		2.8639		0.4

		104		32200951		amine unreactive NH2 >1 Nv3 <3 (algae)		CC1CC(CC2CCC(N)C(C)C2)CCC1N		1000692		6864-37-5		Cyclohexanamine, 4,4'-methylenebis 2-methyl-		238.42		2.8211		0.36

		105		32200951		amine unreactive NH2 >1 Nv3 <3 (algae)		Nc1ccc(cc1Cl)c2ccc(N)c(Cl)c2		1000864		91-94-1		1,1'-Biphenyl -4,4'-diamine, 3,3'-dichloro-		253.13		3.2273		0.15

		106		32004051		CO_X ether unreactive excl HRAC (Algae)		O(c1ccccc1)c2ccccc2		1000031		101-84-8		Benzene, 1,1'-oxybis-		170.21		2.7259		0.32

		107		32004051		CO_X ether unreactive excl HRAC (Algae)		C(OCc1ccccc1)c2ccccc2		1000041		103-50-4		Benzene, 1,1'- oxybis(methylene) bis-		198.27		2.7921		0.32

		108		32004051		CO_X ether unreactive excl HRAC (Algae)		ClCCOCCCl		1000158		111-44-4		Ethane, 1,1'-oxybis 2-chloro-		143.01		0.4072		56

		109		32004051		CO_X ether unreactive excl HRAC (Algae)		ClC(COCC(Cl)C(Cl)(Cl)Cl)C(Cl)(Cl)Cl		1000253		127-90-2		1,1'-Oxybis[2,3,3,3-tetrachloropropane]		377.74		3.498		0.12

		110		32004051		CO_X ether unreactive excl HRAC (Algae)		COc1c(Cl)cc(OC)cc1		1000361		2100-42-7		1,4-Dimethoxy-2-chlorobenzene		172.61		1.9361		2

		111		32004051		CO_X ether unreactive excl HRAC (Algae)		COc1ccc(O)c(c1)C(C)(C)C		1000401		25013-16-5		Butylated hydroxyanisole		180.25		2.858		0.25

		112		32004051		CO_X ether unreactive excl HRAC (Algae)		CC(C)CCOCCC(C)C		1000553		544-01-4		Butane, 1,1'-oxybis 3-methyl-		158.29		2.1204		1.2

		113		32004051		CO_X ether unreactive excl HRAC (Algae)		COc1ccccc1O		1000843		90-05-1		Phenol, 2-methoxy-		124.14		0.6315		29

		114		32004051		CO_X ether unreactive excl HRAC (Algae)		CC(C)(c1ccc(OCCO)cc1)c2ccc(OCCO)cc2		1000846		901-44-0		Ethanol, 2,2'- (1-methylethylidene)bis(4,1-phenyleneoxy) bis-		316.4		2.5226		0.95

		115		32004051		CO_X ether unreactive excl HRAC (Algae)		COc1ccc(CC=C)cc1OC		1000875		93-15-2		Benzene, 1,2-dimethoxy-4-(2-propenyl)-		178.23		1.5883		4.6

		116		32004051		CO_X ether unreactive excl HRAC (Algae)		CCCCOCCO		1000971		111-76-2		Ethanol, 2-butoxy-		118.18		-0.0413		130

		117		32004051		CO_X ether unreactive excl HRAC (Algae)		CCCCOCCOCCOCCO		1000994		143-22-6		Ethanol, 2- 2-(2-butoxyethoxy)ethoxy -		206.28		0.38		86

		118		32004051		CO_X ether unreactive excl HRAC (Algae)		CC(C)(C)OCCO		1001042		7580-85-0		2-(t-Butoxy)ethanol		118.18		0.7109		23

		119		32207551		CNOS_X basic aromatic n unreactive		n(ccc(c1)C=C)c1		1000010		100-43-6		Pyridine, 4-ethenyl-		105.14		2.0873		0.86

		120		32207551		CNOS_X basic aromatic n unreactive		C=Cc1ccccn1		1000019		100-69-6		Pyridine, 2-ethenyl-		105.14		0.5904		27

		121		32207551		CNOS_X basic aromatic n unreactive		Oc1cccc2cccnc12		1000305		148-24-3		8-Quinolinol		145.16		2.9314		0.17

		122		32207551		CNOS_X basic aromatic n unreactive		Sc1nc2ccccc2s1		1000309		149-30-4		2(3H)-Benzothiazolethione		168.26		3.4038		0.0664

		123		32207551		CNOS_X basic aromatic n unreactive		NC1=NC(S)=NN1		1000326		16691-43-3		3-Amino-4H-1,2,4-triazole-5-thiol		116.15		0.2521		65

		124		32207551		CNOS_X basic aromatic n unreactive		NC1NN=NN=1		1000494		4418-61-5		1H-Tetrazol-5-amine		85.07		-1.6076		3450

		125		32207551		CNOS_X basic aromatic n unreactive		Nc1ccncc1		1000522		504-24-5		4-Pyridinamine		94.12		0.8945		12

		126		32207551		CNOS_X basic aromatic n unreactive		n(c(N)ccc1)c1		1000523		504-29-0		alpha-Aminopyridine		94.12		1.6515		2.1

		127		32207551		CNOS_X basic aromatic n unreactive		CC(C)(C)NSc1nc2ccccc2s1		1000889		95-31-8		2-Benzothiazolesulfenamide, N-(1,1-dimethylethyl)-		239.38		4.3359		0.011

		128		32207551		CNOS_X basic aromatic n unreactive		C1CN(CCO1)SSc2nc3ccccc3s2		1000890		95-32-9		Benzothiazole, 2-(4-morpholinyldithio)-		285.43		4.2235		0.0171

		129		32207551		CNOS_X basic aromatic n unreactive		C1CCC(CC1)NSc2nc3ccccc3s2		1000891		95-33-0		2-Benzothiazolesulfenamide, N-cyclohexyl-		265.42		4.498		0.00843

		130		30018151		urea unreactive		O=C(NC1=CC=C(Cl)C=C1)NC2=CC=C(Cl)C(Cl)=C2		1000025		101-20-2		1-(4-chlorophenyl)-3-(3,4-dichlorophenyl)urea		315.59		5.353		0.0014

		131		30018151		urea unreactive		O=C1NC(=O)NC(=O)N1		1000099		108-80-5		1,3,5-Triazine-2,4,6(1H,3H,5H)-trione		129.08		-0.287		250

		132		30018151		urea unreactive		NC(=S)N		1000651		62-56-6		Thiourea		76.12		0.3764		32

		133		32202351		CNO_X amine unreactive NH, N< aliphatic		CCCCN(CCO)CCCC		1000038		102-81-8		Ethanol, 2-(dibutylamino)-		173.3		1.7337		3.2

		134		32202351		CNO_X amine unreactive NH, N< aliphatic		C1COCCN1		1000145		110-91-8		Morpholine		87.12		0.4489		31

		135		32202351		CNO_X amine unreactive NH, N< aliphatic		CC1(C)CC(O)CC(C)(C)N1		1000386		2403-88-5		4-Piperidinol, 2,2,6,6-tetramethyl-		157.26		0.3159		76

		136		32202351		CNO_X amine unreactive NH, N< aliphatic		O=NN(c1ccccc1)c2ccccc2		1000811		86-30-6		Benzenamine, N-nitroso-N-phenyl-		198.23		2.5338		0.58

		137		32202351		CNO_X amine unreactive NH, N< aliphatic		CCOc1ccc2NC(C)(C)C=C(C)c2c1		1000857		91-53-2		Quinoline, 6-ethoxy-1,2-dihydro-2,2,4-trimethyl-		217.31		2.9947		0.22

		138		32202351		CNO_X amine unreactive NH, N< aliphatic		CCN1CCOCC1		1000963		100-74-3		Morpholine, 4-ethyl-		115.18		0.5174		35

		139		32102851		CNO_X ketone reactive (CP)		c1ccc2C(=O)C(Cl)=C(Cl)C(=O)c2c1		1000197		117-80-6		dichlone		227.05		4.437		0.0083

		140		32102851		CNO_X ketone reactive (CP)		CC(=O)C=Cc1ccccc1		1000226		122-57-6		3-Buten-2-one, 4-phenyl-		146.19		2.8639		0.2

		141		32102851		CNO_X ketone reactive (CP)		CC(=O)CC(=O)Nc1ccccc1C		1000877		93-68-5		Butanamide, N-(2-methylphenyl)-3-oxo-		191.23		0.0512		170

		142		32310051		CNOS_X N-hetero unreactive (w/o amine, aldoxime, carbamate)		ON=C1CCCCC1		1000018		100-64-1		Cyclohexanone, oxime		113.16		2.076		0.95

		143		32310051		CNOS_X N-hetero unreactive (w/o amine, aldoxime, carbamate)		Cc1ccccc1S(=O)(=O)N		1000828		88-19-7		Benzenesulfonamide, 2-methyl-		171.22		1.3528		7.6

		144		32310051		CNOS_X N-hetero unreactive (w/o amine, aldoxime, carbamate)		CC(C)(C)NSc1nc2ccccc2s1		1000889		95-31-8		2-Benzothiazolesulfenamide, N-(1,1-dimethylethyl)-		239.38		4.3359		0.011

		145		32310051		CNOS_X N-hetero unreactive (w/o amine, aldoxime, carbamate)		C1CN(CCO1)SSc2nc3ccccc3s2		1000890		95-32-9		Benzothiazole, 2-(4-morpholinyldithio)-		285.43		4.2235		0.0171

		146		32310051		CNOS_X N-hetero unreactive (w/o amine, aldoxime, carbamate)		C1CCC(CC1)NSc2nc3ccccc3s2		1000891		95-33-0		2-Benzothiazolesulfenamide, N-cyclohexyl-		265.42		4.498		0.00843

		147		32310051		CNOS_X N-hetero unreactive (w/o amine, aldoxime, carbamate)		CCC(=NO)C		1000919		96-29-7		2-Butanone, oxime		87.12		1.5252		2.6






substructure_def

		FragID		SubstructureClassName		SMARTS

		3000		elements other than CNOSPSiAsSnXNa,K		[!#6;!#7;!#8;!#15;!#16;!#14;!#33;!#50;!#9;!#17;!#35;!#53;!#11;!#19]

		3001		elements other than CX		[!#6;!#9;!#17;!#35;!#53]

		3002		elements other than CNX		[!#6;!#7;!#9;!#17;!#35;!#53]

		3003		elements other than COX		[!#6;!#8;!#9;!#17;!#35;!#53]

		3004		elements other than CSX		[!#6;!#16;!#9;!#17;!#35;!#53]

		3006		elements other than CNOX		[!#6;!#7;!#8;!#9;!#17;!#35;!#53]

		3008		elements other than CNPX		[!#6;!#7;!#15;!#9;!#17;!#35;!#53]

		3009		elements other than COSX		[!#6;!#8;!#16;!#9;!#17;!#35;!#53]

		3010		elements other than COPX		[!#6;!#8;!#15;!#9;!#17;!#35;!#53]

		3011		elements other than COns		[!#6;!F;!Cl;!Br;!I;!n;!s;!o;!O]

		3012		elements other than COSPnX		[!#6;!#8;!#16;!#15;!#9;!#17;!#35;!#53;!n]

		3013		elements other than CNOSX		[!#6;!#7;!#8;!#16;!#9;!#17;!#35;!#53]

		3014		elements other than CnosX		[$([!#6;!F;!Cl;!Br;!I;!n;!s;!o]),$([n+])]

		3015		elements other than CNOSPX		[!#6;!#7;!#8;!#15;!#16;!#9;!#17;!#35;!#53]

		3016		elements other than COSnosX		[!#6;!#8;!#16;!#9;!#17;!#35;!#53;!n]

		3020		tautomer M=Q-ZH (-> HM-Q=Z)		[*;!H0;#7v3,#8v2,#16v2,#34v2,#52v2][#6,#7,#15,#33,#16,#34,#52]=[#7v3,#8v2,#16v2,#34v2,#52v2]

		3021		tautomer HC-Q=Z (-> C=Q-ZH)		[*;!H0;#6X4][#6,#7,#15,#33,#16,#34,#52]=[#7v3,#8v2,#16v2,#34v2,#52v2]

		3022		Carbon		[#6]

		3030		carbonyl C=O		[#6;$([#6](=[#8]))]

		3031		ketone CC(=O)C		[#6;$([#6](=[#8])([#6])[#6])]

		3032		ester CC(=O)OC		[#6;$([#6](=[#8])([#6])[#8][#6]);!$([#6](=[#8])([#6])[#8][#6]=[O,S,N])]

		3033		carbonate COC(=O)OC		[#6;$([#6](=[#8])([#8][#6])[#8][#6])]

		3034		carboxylic acid C(=O)O		[#6;$([#6](=[#8])([#6])[#8H1])]

		3035		peroxy OO, general		[#6;$([#6][#8][#8])]

		3036		aldehyde		[#6H1;$([#6](=[#8])[#6])]

		3037		acid halide		[#6;$([#6](=[#8])[#9,#17,#35,#53])]

		3038		anhydride		[#6;$([#6](=[#8])[#8][#6](=[#8])[#6])]

		3039		fused aromatic cR3		[cR3;!$([cR3]([cR2][CR])[cR2][CR])]

		3040		fused aromatic c!R1		[c!R1;$([c!R1]@[c!R1])]

		3041		carbamate general NC(=O,S)O,S		[#7v3X3;$([#7][#6R0](=[O,S])[O,S])]

		3044		ether general		[#8H0;!$([#8]C=[O,N,S]);!$([#8]C[#8]);$([#8]([#6])[#6])]

		3045		ether COC		[#8H0!r3;$([#8]([#6])[#6]);!$([#8][#6](=[#8,#7,S]));!$([#8][#6][#6]=[#6H2]);!$([#8][#6][#6r3][#8r3])]

		3046		alcohol COH		[#6;$([#6][#8;H]);!X3;v4]

		3047		phenol cOH		[OX2H][cX3;$(c1ccccc1)]

		3049		epoxide general		[#8r3;$([#8]1[#6][#6]1)]

		3050		o-,p-unshared pairs of electrons		[$([#8H1,#7H2]cc[#8H1,#7H2]),$([#8H1,#7H2]cccc[#8H1,#7H2])]

		3051		alkenyl,alkynyl,2-hanogeno pri-,sec O		[$([#8X2][#6H1,#6H2][#6]=,#[#6]),$([#8X2][#6H1,#6H2][#6H1,#6H2][#6]=[#6H2]),$([#8X2][#6H1,#6H2][#6H1,#6H2][#6]#[#6]),$([#8X2][#6H1,#6H2][#6H1,#6H2][Cl,Br,I]),$([#8X2][#6H1,#6H2][#6][F])]

		3052		alkenyl,alkynyl,2-hanogeno pri-,sec O,pinacol		[$([#8X2][#6H1,#6H2][#6]=,#[#6]),$([#8X2][#6H1,#6H2][#6H1,#6H2][#6]=[#6H2]),$([#8X2][#6H1,#6H2][#6H1,#6H2][#6]#[#6]),$([#8X2H1][#6X4]([#6X3])([#6X3])[#6X4]([#6X3])([#6X3])[#8X2H1])]

		3053		carbonyl a-halo, ab-unsaturated		[$([#6R0](=O)[#6H1,#6H2][Cl,Br,I,F]),$([#6](=O)[#6]=[#6;H2]),$([#6](=O)[#6]=[#6;H1][a]),$([a][#6](=O)[#6]=[#6][#6](=O)[a]),$([#6R0](=O)[#6H2][#6R0](=O))]

		3054		O-alkenyl,alkynyl,halogen, ketene		[$([#8X2](C=O)[#6]=,#[#6]),$([#8X2][#6H1,#6H2][#6]=,#[#6]),$([#8X2][#6H1,#6H2][#6H1,#6H2][#6]=[#6H2]),$([#8X2][#6H1,#6H2][#6H1,#6H2][#6]#[#6]),$([#8X2][#6H1,#6H2][#6H1,#6H2][Cl,Br,I]),$([#8X2][#6H1,#6H2][#6][F]),$([#8X2][#6H1,#6H2][#6r3][Or3])]

		3055		CH2=CHC(=O)O		[$([#6H2]=[#6H1][#6](=O)[OH]),$([#6H2]=[#6H1][#6](=O)[O][#6])]

		3056		CH2=CC(=O)O		[$([#6H2]=[#6H0][#6](=O)[OH]),$([#6H2]=[#6H0][#6](=O)[O][#6])]

		3057		a-X, a-O,b-O,a,b-C=C acid		[$([#6](=O)([OH])[#6](=[C])),$([#6](=O)([OH])[#6](-,=[O,S,Cl,Br,I,F])),$([#6](=O)([OH])[#6][#6](-,=[O,S]));!$([#6](=O)([OH])[#6][#6](O)[#6][CX4H0])]

		3058		oxyethlene		[O;$(O[CR0][CR0]O[#6])]

		3059		C=O w/o electron donated o-, p-Nv3X3		[C;$(C=O);!$(C(=O)c1c([Nv3X3])cccc1);!$(C(=O)c1ccc([Nv3X3])cc1)]

		3061		-O-alkenyl, alkynyl OCC=,#C		[$([#8X2][#6H1,#6H2][#6]=,#[#6])]

		3062		ERROR:#NAME?		[$([#8X2][#6H1,#6H2][#6H1,#6H2][#6]=[#6H2])]

		3063		-O-alkenyl, alkynyl OCCC#C		[$([#8X2][#6H1,#6H2][#6H1,#6H2][#6]#[#6])]

		3064		-O-halogen OCCC[C,Br,I] pro-OCc=C		[$([#8X2][#6H1,#6H2][#6H1,#6H2][Cl,Br,I])]

		3065		ERROR:#NAME?		[$([#8X2][#6H1,#6H2][#6][F])]

		3066		pinacol C(OH)C(OH)		[$([#8X2H1][#6X4]([#6X3])([#6X3])[#6X4]([#6X3])([#6X3])[#8X2H1])]

		3096		nitro halogen or CF3 =>4		[N;$(N(=O)=O);!$(Nc[cH][cH]);!$(Nc[cH]c[cH]);!$(Nc[cH]cc[cH])]c1[cH,$(c[F,Cl,Br,I]),$(cC(F)(F)F)][cH,$(c[F,Cl,Br,I]),$(cC(F)(F)F)][cH,$(c[F,Cl,Br,I]),$(cC(F)(F)F)][cH,$(c[F,Cl,Br,I]),$(cC(F)(F)F)][cH,$(c[F,Cl,Br,I]),$(cC(F)(F)F)]1

		3097		nitro o-C(=O,Cl,Br,I)		[NX3v5;$(N(=O)(=O)ccC(~[OX1,Cl,Br,I]))]

		3098		nitro m-C(=O,Cl,Br,I)		[NX3v5;$(N(=O)(=O)cccC(~[OX1,Cl,Br,I]))]

		3099		nitro p-C(=O,Cl,Br,I)		[NX3v5;$(N(=O)(=O)ccccC(~[OX1,Cl,Br,I]))]

		3100		amine CNH2		[#7X3H2;!$([#7][*v6]);!$(N[#6](~[#7,#8,#16]))]

		3101		amine aromatic alkylated C.cNH2		[#7X3H2;!$([#7][#7]);$(Ncc[CX4,OH0]),$(Nccc[CX4,OH0]),$(Ncccc[CX4,OH0])]

		3102		ammonium N+		[#7v4;+]

		3103		carbamate NC(=O)O		[Nv3X3;$(NC(=[O,S])[O,S]);!$([N]([C]=O)([C]=O)([C]=O))]

		3104		nitril C#N		[N;$([#7X1]#[#6X2])]

		3105		hydrazine N-N		[Nv3X3;!$(NC=[*;!#6]);!$(N[*;v6])][Nv3X3;!$(NC=[*;!#6]);!$(N[*;v6])]

		3106		azo N=N		[NX2;$(N=N)]

		3107		N3		[NX1;$(N~N~N)]

		3108		imino C=N-, guanidine		[#7v3X2;$(N=[Cv4X3]);!$(N[N,O,S])]

		3109		urea NC(=O)N		[#6X3;$([#6X3](=[O,S])(N)N);!$([#6X3](=[O,S])NN)]

		3110		amine CNH1		[#7v3X3H1;!$([#7][!#6]);!$([#7][*v6]);!$([#7][#6](~[#7,#8,#16]));!$([#7r5H1](a)a)]

		3111		guanidine NC(=N)N		[#6X3;$([#6X3](=[N])(N)N)]

		3112		enemine NC=C		[NX3;$(NC=C)]

		3113		ntroso amine, imine N-N=O		[#7v3;$(N-N=O)]

		3114		hydrazine N-NH2		[Nv3H2;$([Nv3H2]-[Nv3X3]);!$(NN(C=*)(C=*))]

		3115		NH0 amide, imide		[#7v3X3H0;!$([#7][#7,#8,#16]);!$([#7]C(=[CH2]));$(N[#6](~[#7,#8,#16]))]

		3116		Nv3-hetero atom (O,S,Si,P)		[#7v3;$([#7][#8,#14,#15,#16]);!$([#7][#7]);!$([#7H0R][#8R,#14R,#15R,#16R]);!$([#7]([#8,#14,#15,#16])[#8,#14,#15,#16]);!$([#7][#8,#14,#15,#16][#7][#8,#14,#15,#16])]

		3117		aldoxime CH=N-O		[#7v3;$([#7]([#8])=[#6H1][#6]),$([#7]([#8])=[#6H2])]

		3118		reactive halogen  XC=@[N,n,O,S], X-[N,O,S]		[F,Cl,Br,I;$(*[#6]=,@[#7,#8,#16]),$(*[#7,#8,#16])]

		3119		unreactive pyridine		[n;$(n:c[OH]),$(n:[c;R1]([!N]):c[OH]),$(n:[c;R1]([!N]):[c;R1]:c[OH])]

		3120		amine CNH0		[#7v3X3H0;!$([#7][!#6]);!$([#7][*v6]);!$([#7][#6](~[#7,#8,#16]))]

		3121		amine Nv3 not hindered		[#7v3X3;!$([NR0][CR1][CR1]([CX4R0])[CX4R1]);!$([NR1](C)C(C)(C)C);!$([#7][#7]);!$(NC(=[CH2]));!$(N[#6](~[#7,#8,#16]))]

		3122		amine hindered		[#7v3X3;$([NR0][CR1][CR1]([CX4R0])[CX4R1]),$([NR1](C)C(C)(C)C);!$([#7][#7]);!$(NC(=[CH2]));!$(N[#6](~[#7,#8,#16]))]

		3123		amide		[#7v3X3;$([#7][C](=O)[!N;!S;!O;!P]),$([#7][CH1](=O));!$(N~[N,S,O]);!$(N(C=[N,O,S])C=O)]

		3125		cO reactive 12,13,14 O,N		[Ov2X2;$(Occ[Nv3,O]),$(Occc[Nv3,O]),$(Occcc[Nv3,O])]

		3126		halomethane, tri, tetra		[C;$([CH1]([Cl,Br,I])([Cl,Br,I])([Cl,Br,I])),$(C([F,Cl,Br,I])([Cl,Br,I])([Cl,Br,I])([Cl,Br,I]))]

		3127		amine reactive 12,13,14 wo H0		[N;H2;$(Ncc[NH2,NH1,OH1]),$(Nccc[NH2,NH1,OH1]),$(Ncccc[NH2,NH1,OH1])]

		3128		amine reactive 12,13,14 w H0		[N;H2;$(Ncc[Nv3X3,OH1]),$(Nccc[Nv3X3,OH1]),$(Ncccc[Nv3X3,OH1])]

		3129		amine Nv3 reactive 12,13,14 Nv3,O		[Nv3X3;$(Ncc[Nv3,O]),$(Nccc[Nv3,O]),$(Ncccc[Nv3,O])]

		3130		nitro N(=O)=O		[$(N(=O)=O),$([N+](=O)[O-])]

		3131		nitrated benzene carbonyl		[NX3v5;$(N(=O)(=O)ccC(~[OX1,Cl,Br,I])),$(N(=O)(=O)cccC(~[OX1,Cl,Br,I])),$(N(=O)(=O)ccccC(~[OX1,Cl,Br,I]))]

		3132		carbamate reactive		[N;$([N;!H2][#6X3](=[O,S])[O][C,N]),$([N;!H2][#6X3](=[O,S])[O]cc[O,N]),$([N;!H2][#6X3](=[O,S])[O]cccc[O,N]);!$([NR0]([C]=O)([C]=O)([C]=O));!$([NH1][C][CR1])]

		3133		carbamete NH2		[#6X3;$([#6X3](=[O,S])([O,S])[N;H2])]

		3134		NH2, 2,5-halo		[#7X3H2;$([#7]c1c([F,Cl,Br,I])ccc([F,Cl,Br,I])c1)]

		3135		NH2, hetero aromatic 3-, 4- n		[NH2;$([NH2v3][c]1[c][c,n][c,n][c,n][c]1);!$([NH2v3][c]1[c][c][c][c][c]1)]

		3136		NH2, mono-halo or unsubstututed		[NH2;$(Nc1[cH,cR2][cH,cR2][cH,cR2][cH,cR2][cH,cR2]1),$(Nc1[cH,cR2][cH,cR2][c;$(c[F,Cl])][cH,cR2][cH,cR2]1),$(Nc1[c;$(c[F,Cl])][cH,cR2][cH,cR2][cH,cR2][cH,cR2]1),$(Nc1[cH,cR2][c;$(c[F,Cl])][cH,cR2][cH,cR2][cH,cR2]1)]

		3137		amine reactive Nv3 o-(Nv3, O)		[Nv3X3;$(Ncc[Nv3,O])]

		3140		P-SC,c (reactive P ester alcohol)		[#15;$([#15]-[#16][#6])]

		3141		barbital		[C;$(C1NC(=O)[CX4]C(=O)N1)]

		3142		nitril unreactive		[N;$([#7X1]#[#6X2]);!$(N#C[CH2;R0]C#N);!$(N#C[CR0]=[CR0]);!$(N#CC[Cl,Br,I,OH1]);!$(N#CccC#N)]

		3143		nitril reactive		[N;$(N#C[CH2;R0]C#N),$(N#C[CH1R0]=[CR0]),$(N#CC[Cl,Br,I,OH1]),$(N#Cc(n)c(C#N)n),$(N#Cc(cCl)c(C#N)(cCl))]

		3144		amine oxide		[#7;$([#7v5X4](=[#8])([#6])([#6])[#6])]

		3145		acetal		[#6X4;$([#6]([#8])[#8])]

		3150		pyrrol		[#7r5v3X3;!$([#7][*v6]);!$([#7][#6](~[AR0;#7,#8,#16]));$([#7](a)a)]

		3151		aldehyde CH=C		[#6;$([CH](=O)[C;H1]=[CH2]),$([CH](=O)[C;H1]=[CH][CX4])]

		3152		aldehyde CF2X		[#6;$([CH](=O)CC[O,Sv2X2,Cl,Br,I])]

		3153		aldehyde CC[S,Cl,Br,I]		[#6;$([CH](=O)CC[O,Sv2X2,Cl,Br,I])]

		3160		aldehyde o-OH		[#6;$([CH](=O)cc[OH]);!$([C](=O)cc([OH])cc[OH])]

		3161		aldehyde o-F,Cl		[#6;$([CH](=O)c([cH1])c[F,Cl])]

		3162		aldehyde p-F,Cl		[#6;$([CH](=O)cccc[F,Cl])]

		3163		aldehyde m-CF3		[#6;$([CH](=O)cccC(F)(F)F)]

		3164		aldehyde p-CF3		[#6;$([CH](=O)ccccC(F)(F)F)]

		3165		aldehyde o-nitro		[#6;$([CH](=O)ccN(=O)(=O))]

		3166		aldehyde m-nitro		[#6;$([CH](=O)cccN(=O)(=O))]

		3167		aldehyde p-nitro		[#6;$([CH](=O)ccccN(=O)(=O))]

		3168		aldehyde 2-n		[#6;$([CH](=O)cn)]

		3169		aldehyde 3-n		[#6;$([CH](=O)ccn)]

		3170		aldehyde 4-n		[#6;$([CH](=O)cccn)]

		3171		carbonyl CH(X)		[$([#6R0](=O)[#6H1,#6H2][Cl,Br,I,F])]

		3172		carbonyl C=CH2		[$([#6](=O)[#6]=[#6;H2])]

		3173		carbonyl C=CH-a		[$([#6](=O)[#6]=[#6;H1][a])]

		3174		carbonyl a-C=O C=CC(=O)-a		[$([#6v4X3][#6](=O)[#6]=[#6][#6](=O)[#6v4X3])]

		3175		carbonyl CH2C=O		[$([#6R0](=O)[#6H2][#6R0](=O))]

		3176		carbonyl C=[N,O,S]		[#6;$([C](=O)[C]=[O,S,NR0])]

		3181		a-C=[O,C] acid		[#6;$(C=[O,C])][C,S](=O)

		3182		a-[~#7+,O,S,Cl,Br,I] acid		[#6;$(C([O,Sv2X2,Cl,Br,I]))][C,S](=O)

		3183		a-CNC[C,S=O]OH acid (nitrilo acetic acid)		[#6;$([CX4][NX3][CX4]C(=O)O)][C,S](=O)

		3184		a-[#7+,H0] acid		[#6;$([#6][#7+;H0])][C,S](=O)

		3185		b-[#7+,H0] acid		[#6;$([#6][#6][#7+;H0])][C,S](=O)

		3186		r-[#7+,H0] acid		[#6;$([#6][#6][#6][#7+;H0])][C,S](=O)

		3190		OC(=O)C=,#C		[$([#8X2](C=O)[#6]=,#[#6])]

		3191		OCHC=,#C		[$([#8X2][#6H1,#6H2][#6]=,#[#6])]

		3192		OCHCHC=CH2		[$([#8X2][#6H1,#6H2][#6H1,#6H2][#6]=[#6H2])]

		3193		OCHCHC#C		[$([#8X2][#6H1,#6H2][#6H1,#6H2][#6]#[#6])]

		3194		OCHCH[Cl,Br,I]		[$([#8X2][#6H1,#6H2][#6H1,#6H2][Cl,Br,I])]

		3195		O,S-C(F)(F)C(F)F		[$([#8X2,#16][CX4]([F])([F])[CX4]([F])[F])]

		3196		OCC1OC1		[$([#8X2][#6H1,#6H2][#6r3][Or3])]

		3200		carbamate NC(=O,S)O[C,N]		[N;$([N;!H2][#6X3](=[O,S])[O][C,N]);!$([NR0]([C]=O)([C]=O)([C]=O));!$([NH1][C][CR1])]

		3201		carbamate NC(=O,S)Occ[O,N]		[N;$([N;!H2][#6X3](=[O,S])[O]cc[O,N]);!$([NR0]([C]=O)([C]=O)([C]=O));!$([NH1][C][CR1])]

		3202		carbamate NC(=O,S)Occcc[O,N]		[N;$([N;!H2][#6X3](=[O,S])[O]cccc[O,N]);!$([NR0]([C]=O)([C]=O)([C]=O));!$([NH1][C][CR1])]

		3203		carbamate NC(=O,S)Occ(CC)cc		[N;$([N;!H2][#6X3](=[O,S])[O]cc(CC)cc);!$([NR0]([C]=O)([C]=O)([C]=O));!$([NH1][C][CR1])]

		3210		NN, hydrazine general, not in ring		[Nv3X3R0;$([N][Nv3X3])]

		3234		SH thiophenol		[Sv2X2H1;$(Sc1ccccc1)]

		3235		SH mercaptan, not hindered		[$([Sv2X2H1][CX4v4]);!$([Sv2X2H1]C(CC)(CC)CC)]

		3236		SH general		[$([#16v2X2H1][#6])]

		3501		sterically hindered ortho O,S,N,P		[O,S,N,P;$([*][#6;X3;R1][#6;X3;R1][#6;X4;R0]([#6X4R0])([#6X4R0]))]

		3502		sterically hindered ortho C=O, C=S		[C;$([C,P](=[O,S,N])[#6;X3;R1][#6;X3;R1][#6;X4;R0]([#6;X4;R0])([#6;X4;R0]))]

		3535		disulfide exception		[#16v2X2H0;$([S]([#6X4H3,c])[Sv2X2H0][#6X4H2,c])]

		3536		disulfide general		[#16v2X2H0;$([S]([#6X4,c])[Sv2X2H0][#6X4,c])]

		3537		2-mercapto-thiazol		[#16v2X2H1;$(S[cr5]([sr5,or5])[nr5])]

		3539		aromatic n=c-thiol		nc-[SH1]

		3550		sulfonylurea		[c,N,O]S(=O)(=O)N~C(~O)~N

		3600		organo-tin		[Sn;$([Sn;v4][#6])]

		4034		carboxylic acid C(=O)(C,c)OH, hindered		[#6;$([#6](=[#8])([#6R][#6R0])[#8H1])]

		4119		n+, N+ alkyl chain <6		[$([N,n;+]);!$([N+]CCCCCC)]

		4120		n+, N+ alkyl chain >=6		[$([N,n;+]);$([N+]CCCCCC)]

		4149		-C#N[$Aliphatic]		[NX1]#C[$([A;!P;!N;!S;!Se]);!$(C=N)]

		4150		-C#N[$aromatic]		[NX1]#[C][a]

		4168		-C(=O)O[$aromatic]		[a]C(=O)[OD2][!Na;!K;!Li]

		4199		-CL[$aromatic]		[a;!n][Cl]

		4204		-COOH[$Aliphatic]		[A][CD3](=[OX1])[OH1]

		4205		-COOH[$aromatic]		[a][CX3](=[OX1])[OH1]

		4207		-F[$aromatic]		[a][F]

		4227		-N[$an aromatic]		[N;$([Nv3X3][a]);!$([Nv3X3]([a])[a]);!$([Nv3X3]([a])([a])[a]);!$([Nv3X3]-[P]);!$([Nv3X3]([CX3]=[C])[CX3]=[C])]

		4228		-N-[$two aromatic]		[N;$([Nv3X3]([a])[a]);!$([Nv3X3]-[P])]

		4259		-NO2[$aromatic]		[N;$(N([a])(=O)=O),$([N+]([a])(=O)[O-])]

		4315		-S-[$two aromatic]		[a][Sv2X2][a]

		4320		-S(=O)-[$aromatic]		[a][Sv4!H](=[OX1])[A;!O;!N]

		4321		-S(=O)-[$Aliphatic]		S(=O)A

		4322		-S(=O)-[$two aromatic]		[a][Sv4!H](=[OX1])[a]

		4501		aromatic ring (sPilot1)		[c;R]

		4504		>C=O or >C=S (sPilot4)		[CX3]=[OX1,SX1]

		4507		halogen		[F,Cl,Br,I]

		4510		aromatic NH2		c-[N;H2]

		4511		heteroaromatic-C=C		[n,c;R;$([n,c]C=C);!$(c1ccccc1)]

		4515		o-disubstitued pix2, pi-n-pi		cOC(=O)[c;R][c;R]C(=O)Oc

		4519		X-CC=/#		[C;X4;$(C[Cl,Br,I]);!$(C([F,Cl,Br,I])([F,Cl,Br,I])([F,Cl,Br,I]))][C,c]=,#[C,c,O,S,N]

		4520		halogen(Cl,Br,I) a- to pi electron		[$([Cl,Br,I]CC=C),$([Cl,Br,I]Cc);!$([Cl,Br,I]C([Cl,Br,I])c)]

		4521		b-halogen(Cl,Br,I) to lone pair (b-atom) XCC(O,N,S..)		[Cl,Br,I][C;$([C;X4;H1]),$([C;X4;H2])][CX4;$(C[OH]),$(C[NH]),$(C[SH])]

		4523		perfluoro ethylene -CF2CF2-		[C;$(C(F)(F))][C;$(C(F)(F))]

		4525		acidic -C(=O)CH2-C(=O)- or N#C-CH2-C#N		[CH2;R0;$(C(C(=O))C(=O)),$(C(C#N)C#N)]

		4526		a,b-unsaturated C=,#(Het)		C=[C;H1;$(CC=O),$(CC#N)]

		4527		-C=C(C)C(=O,#N)-		C=[C;H0;$(CC=O),$(CC#N)]

		4528		XCCCX 1,3-Halogen		[Br,I][C,X4][C,X4][C,X4][Br,I]

		4529		PRE:aldehyde ar-CX2		c[CH]([Cl,Br,I])[Cl,Br,I]

		4532		n+ or N+ or P+ or S+		[n,N,P,S;+;!$([#7v4+][O-])]

		4534		LAS NP surfactant		CCC[C;$(c1ccccc1)]

		4535		disulfide not ph-S or CH3-S		[#16X2H0;$([S][C,c]);!$(S[C;H3]);!$(S[cccccc])][#16X2H0;$([S][C,c]);!$(S[C;H3]);!$(S[cccccc])]

		4536		PRE:b-diketone (diketene)		C(=O)CC([O;r4])=C

		4537		PRE:aldehyde (Vinyl ester)		C(=O)O[C;H1]=C

		4538		thiol, mercaptane		[S;X2;H1][C;!$(C=[O,S,N,P]);$(C[C,c])]

		4539		thiophenol		c[S;X2;H1;!$(Scn)]

		4540		phenol		[O;H1][c;$(c1ccccc1);!$(ccN(=O)(=O));!$(cc[C;H1]=O);!$(cc[C](=O)O);!$(cccN(=O)(=O));!$(ccc[C;H1]=O);!$(ccc[C](=O)O);!$(ccccN(=O)(=O));!$(cccc[C;H1]=O);!$(cccc[C](=O)O)]

		4541		epoxide monocyclic		[#8r3;$([#8]1[#6R1][#6R1])]

		4542		epoxide dicyclic (poor Sn2)		[#8r3;$([#8]1[#6R2][#6R2])]

		4543		MF:not C,c,O,F		[!C;!c;!O;!F]

		4544		aromatic nucleophilic substitution (dinitrobenzene)		[$([Cl,Br,I]c1c([Nv5X3])cc([Nv5X3])cc1),$([Cl,Br,I]c1c([Nv5X3])cccc1([Nv5X3]))]

		4545		PRE:HS-C-X (e.g. thioacetal)		[P,C](=[O,S])S[C,H2][S,N,O]

		4546		hetero aromatic m6, n>0		[n;r6]

		4554		peroxy OO, not hindered (OO-t-C, OO-ring-o-C,c)		[#8;$([#8][#8]);!$([#8][#6]([#6])[#6]);!$([#8]([#6R1][#6R1][#6R0])([#6R1][#6R1][#6R0]));!$([#8][#6]=[#8])]

		4555		imide 5 membered ring		[C;!$(C(=O)[O,S,Cl,Br,I,F])](=O)[N;X3;r5;!$(C(=O)[O,S,Cl,Br,I,F])][C;!$(C(=O)[O,S,Cl,Br,I,F])](=O)

		4556		imide 6 membered ring		[C;!$(C(=O)[O,S,Cl,Br,I,F])](=O)[N;X3;r6;!$(C(=O)[O,S,Cl,Br,I,F])][C;!$(C(=O)[O,S,Cl,Br,I,F])](=O)

		4557		alkyl surfactant		OS(=O)(=O)[C;X4][C&X4,C&$(C(=O))][OX2,CX4][C;X4][C;X4][C;X4]

		4560		indole alkaloid		c1ccc2[C,c](CCN)[C,c][N,n]c2c1

		4700		o-non substituted aniline NH2		[N;H2;$(Nc([c;H1])[c;H1]ccc)]

		4702		-C(=O)H aldehyde, formyl-, -carbaldehyde, -al		[CX3H1](=O)[#6]

		4704		-C(=O)OH, carboxylic acid, carboxy-, -oic acid		[CX3](=O)[OX2H1]

		4705		-C(=O)O-, ester, oxycarbonyl, -carboxylate (not O-vinyl)		[#6;$([#6;R0](=O)([O;R0])[#6]);!$(CccN(=O)=O);!$(CC=[CH2,CH1])](=[OX1])O[#6;!$(C=O);!$(C=S);!$(C=N);!$(C=[CH2]);!$(CC=[CH2])]

		4708		a-halocarbonyl		[C;$(C[F,Cl,Br,I])]C=O

		4711		aliphatic-NH2		[N;H2;v3;X3;!$(NC=[S,N,O]);!$(NCC(=O)O)][C]

		4712		aromatic(Ho)-NH2		[N;H2][a;R;$(cccccc)]

		4713		aromatic(He)-NH2		[N;H2][a;R;!$(cccccc)]

		4714		o- or p-OH, NH2 substituted aromatic-NH2		[NH2,OH1;$([OH1,NH2]aa[OH1,NH2]),$([OH1,NH2]aaaa[OH1,NH2]),$([OH1,NH2]a[aR2]a[OH1,NH2])]

		4715		o- or p-OH substituted aromatic-OH		[OH1,OH1;$([OH1,OH1]aa[OH1,OH1]),$([OH1,OH1]aaaa[OH1,OH1])]

		4716		CH2=CC(=O)O		[C;H2]=CC(=O)O[C,c;!$(C=C);!$(CC1CO1)]

		4718		aliphatic ketone (use MF:CHO)		[C;H0;$(C(=O)([C])[C]);!$(C(=O)C[Cl,Br,I,F])!$(C(=O)C=Cc)]

		4719		C[H0,1] b-diketone		[C,c]C(=O)[C;X4;!$(C[F,Cl,Br,I]),H1,H0]([C,c])C(=O)[C,c]

		4720		o-substituted-aniline (for daphnid)		[N;H2;$(Nc([cH])c[C,OH0])]

		4721		cyclic b-diketone		[C;R]C(=O)[C;X4;H2;R]C(=O)[C;R]

		4722		ar-C(=O)-C		[c;$(cC(=O)C);!$(cC(=O)[C;H2]C(=O));!$(cC(=O)C[F,Cl,Br,I]);!$(cC(=O)C=C);!$(cC(=O)C[F,Cl,Br,I]);!$(c[O;H1]);!$(cc[O;H1]);!$(ccc[O;H1]);!$(c[n,N]);!$(cc[n,N]);!$(ccc[n,N]);!$(ccOCC=C);!$(cccOCC=C);!$(ccccOCC=C)]

		4723		ar-C(=O)-ar		[c;r5,r6;$(c[c,n,s,o]),$(cc[c,n,s,o]),$(ccc[c,n,s,o])]C(=O)[c;r5,r6;$(c[c,n,s,o]),$(cc[c,n,s,o]),$(ccc[c,n,s,o])]

		4724		>NH		[N;H1;v3;X3;$(N(C)C);!$(NC=[S,N,O])]

		4725		>N- unreactive		[N;H0;v3;X3;$(N(C)(C)C);!$(N(C)(C)C[CH2][OH1]);!$(N(C)(C)CC(=O)[O]);!$(NC=[S,N,O])]

		4726		ArNH(Cc)		[N;H1;v3;!$(NC(=O));!$(N([#6;X3;R2])[#6;X3;R2]);!$(NccccN)]([#6])[$(cccccc)]

		4727		ArN(Cc)2		[N;H0;v3;!$(NC(=O));!$(Nc1ccc([N,O,S])cc1)]([C,c&$(c1ccccc1)])([C,c&$(c1ccccc1)])[c;$(c1ccccc1)]

		4728		1,4-N-HoAr		[N;H2;$(Ncc[NH2,OH1]),$(Ncccc[NH2,OH1]),$(Nc[cR2]c[NH2,OH1]);!$(Ncc[Nv5X3,Cl]);!$(Nccc[Nv5X3,Cl]);!$(Ncccc[Nv5X3,Cl])]

		4731		oxine chelate		cnc([c;H0])[c;H0][O;H1]

		4732		nitrophenol count N		[c;$(c1ccccc1)][Nv5X3;$(Ncc[O;H1]),$(Nccc[O;H1]),$(Ncccc[O;H1])]

		4733		bisphenol		[C,O;$([C,O](cccc([O;H1])cc)cccc([O;H1])cc)]

		4734		halophenol		[O;H1][$(cc[Cl,Br,I]),$(ccc[Cl,Br,I]),$(cccc[Cl,Br,I]);!$(cn);!$(ccn);!$(cccn);!$(cc[OH1])]

		4735		nitrophenol		[c;$(c1ccccc1)][O;H1;$(Occ[Nv5X3]),$(Occc[Nv5X3]),$(Occcc[Nv5X3])]

		4736		ether C-O-C		[O;X2;H0;$(O(C)C);!r3;!$(OC[N,S,O,P]);!$(OC=[N,S,O,P])]

		4745		PO4 HC		[C,c,O][P](=O)([C,c,O][C,c])[C,c,O]

		4760		-SO3H, Sulfonic Acid, sulfo-, -sulfonic acid		[C,c,O]S(=O)(=O)[O;$([OH1]),$(O[Na,Li,K])]

		4765		test: amide not reactive test		[N;$(N[C](=O)[!N;!S;!O;!P]),$(N[C;H1](=O));!$(N[N,S,O]);!$(N(C=[O,S])C=O)]

		4766		test: amide reactive test		[N;$(NC(=O)C=[O,N,S]),$(N(C=O)ccO),$(NC(=O)C=[C;H2]);!$(N[N,S,O]);!$(N(C=[O,S])C=O)]

		4770		alcohol primary		[O;H1][C;H2;X4;$(C[C,c])][C;X4;!$(C[S,N,F,Cl,Br,I,Si,P])]

		4771		alcohol secondary		[O;H1][C;H1;X4;$(C[C,c])][C;X4;!$(C[S,N,F,Cl,Br,I,Si,P])]

		4772		alcohol tertiary		[O;H1][C;H0;X4;$(C[C,c])][C,c]

		4773		O-CC=C alcohol		[O;H1][C;H1,H2]C=C

		4774		O-CC#C		O[C;H1,H2]C#C

		4775		O-CCC=C		O[C;H1,H2]CC=C

		4776		O-CCC#C		O[C;H1,H2]CC#C

		4778		alcohol C1 (methanol)		[C;H3][O;H1]

		4781		carbamate or thiocarbamate (not NH2)		[N;X3;H0,H1;!$(N(C=[O,S])(C=[O,S]))][C](=[O,S])[O,S][N,c]

		4782		aldehyde reactive		[$(C[CH]=C),$(CC(F)(F)[F,Cl,Br,I]),$(CCC[O,S,Cl,Br,I]);$([C;H1](=O))][C]

		4786		P-Pest		[$([N,S,O][C,c])][P;!$(P(O)(O)(O)(=O))](=[O,S])[$([O,S,c][C,c])]

		4787		acid reactive		[#6;$(C=[O,C]),$(C(~[#7+,O,S,Cl,Br,I])[C,S]=O),$([CX4][NX3][CX4]C(=O)O),$([#6][#7+;H0]),$([#6][#6][#7+;H0]),$([#6][#6][#6][#7+;H0])][C,S](=O)[O;H1]

		4788		acid aliphatic		[C;X4;!$(C[F,Cl,Br,I,N,S,O,P]);$(C[CX4,c]),$([C;H3]),$(C1CCCCC1)]C(=O)[O;H1]

		4789		MF:Ccos		[!C;!c;!o;!s]

		4791		Pro: a,b-unsaturated C=O (amine elimination)		[C;X4;$([CH2][N;X3]),$([CH2][OH;X2,SH;X2]),$([CH2][Cl,Br,I])][C;X4;$([C;H1]),$([C;H2])][C;R0]=O

		4797		acid reactive		[C;$(C=[O,C]),$(C[#7+,O,S,Cl,Br,I]),$([C][N]CC(=O)O)]C(=O)[O;H1]

		4806		[C]		[C]

		4813		aromatic(Hetero)-NH2. excl. triazine		[N;H2][a;R;!$(c1ccccc1);!$(c1n[c,n][c,n]cn1)]

		4814		triazine N,n general		[#7;$([#7]1[#6][#7][#6][#7][#6]1)]

		4815		triazine n general		[n;$(n1cncnc1)]

		4847		MF:NOS_X, not oxazole, not CF2		[N,n,O,S,F,Cl,Br,I;!$(ncocc);!$(ncscc);!$(ncncc);!$(N#Cc);!$(FCF);!$(Clc);!$(Fc);!$(ncccc),$(nC=C),$(ncC=C),$(nccC=C),$(ncccC=C),$(nc-cc),$([n+])]

		4849		stable delocalized cation		ncc[C;H1][N;!$(C=O)]

		4886		terphenyl type		[c;r6]-[c;r6;$(cc(-[c;r6])),$(cac(-[c;r6])),$(caac(-[c;r6]))]

		4892		MF: not CHO  (kPilotO)		[!C;!c;!O]

		4893		MF: not CHOP		[!C;!c;!O;!P]

		4900		CC(C)(C)CC(C)(C)c1ccc(OCCO)cc1		CC(C)(C)CC(C)(C)c1ccc(OCCO)cc1

		4901		Aliphatic N NO		[Nv3]

		4904		Aliphatic P		[P]

		4907		thiol, reactive, not hindered		[$([#16v2X2H1][#6]);!$([#16v2X2H1][#6]=[#6,#7,#8,#16]);!$(Sc[n,s,o]);!$(SC(CC)(CC)CC);!$(Sc(cCC)c(CC))]

		4908		aromatic thiol => 341, 2447		[a][Sv2X2H1]

		4910		aromatic		[a]

		4911		aromatic n		[n]

		4912		aromatic o		[o]

		4913		aromatic s		[s]

		4914		aniline (compound, C6H7N)		[cH]1[cH][cH][cH][cH][c]1[NH2v3]

		4915		aromatic carbon-halogen (Cl, Br, I)		[c][Cl,Br,I]

		4916		aromativ SH general		[c][SH]

		4917		aromatic OH general		[c][OH]

		4918		aniline NH2 general		[NH2]c(ccc1)cc1

		4926		CO (Aliphatic aldehyde)		[CH](=O)[C]

		4927		CO (aromatic aldehyde)		[CH](=O)[c]

		4940		COC(Aliphatic ether)		[O;$(O([CX4])[CX4]);!$(OC[O,S,N])]

		4941		cO(C,c) (aromatic ether)		[O;$([O;R0]([c;R1]([!N])[c;R1]([!N])[c;R1]([!N]))[CX4,c;R1]([!N])[CX4,c;R1]([!N])[CX4,c;R1]([!N])[CX4,c;R1]([!N]))]

		4942		sulfide (C,c)S(C,c) not CX,O,S,N,P		[Sv2X2;$(S([Cv4X4,c])[Cv4X4,c]);!$(SC~[N,O,P,S,F,Cl,Br,I])]

		4946		sulfoxide		[S;$(S([Cv4X4,c])([Cv4X4,c])=[O]);!$(SC~[N,O,P,S,F,Cl,Br,I])]

		4955		Aliphatic & aromatic amide		[#6]C(=O)[Nv3X3;!$(N[C](=[N,S]))]

		4972		O=C-N		C(=O)[N;v3]

		4982		aromatic aldehyde reactice		[$(Ccc[OH]),$(Ccc[F,Cl]),$(Ccccc[F,Cl]),$(CcccC(F)(F)F),$(CccccC(F)(F)F),$(CccN(=O)(=O)),$(CcccN(=O)(=O)),$(CccccN(=O)(=O)),$(Ccn),$(Cccn),$(Ccccn);C;$([C;H1](=O))][c]

		4983		CX unreactive		[C;$([C;X3,C;X4]([F,Cl,Br,I]));!$(CC=,#[*]);!$([C;X4]c);!$([C;X4]C[O;H1])]

		6002		acrylate		[CX3]=[CX3H1][CD3](=O)[OD2;!$(O(C=O)(C=[!#6]))]

		6015		1,4-diaminobenzene		[c]1[c][c]([c][c][c]1[Nv3;!$([N]C(=O))])[Nv3;!$([N]C(=O))]

		6016		amine Nv3X3 o-, p-(Nv3, OH) w/o parent		[#7v3X3;!$([#7][*v6]);!$(N[#6](~[#7,#8,#16]));!$([NH2][c]1[cH][cH][c]([NH2,OH])[cH][cH]1);!$([NH2][c]1[c]([NH2,OH])[cH][cH][cH][cH]1);$(Ncc[Nv3,OH1]),$(Ncccc[Nv3,OH1])]

		6022		dinitroaniline(not  include amide)		[NX3;H2,H1,H0;!$(NC=O);!$(N=O)][cX3][$(c([#7](=O)(=O))c([#7](=O)(=O))),$(c([#7](=O)(=O))cc([#7](=O)(=O))),$(c([#7](=O)(=O))ccc([#7](=O)(=O))),$(c([#7](=O)(=O))cccc([#7](=O)(=O))),$(c([#7](=O)(=O))ccccc([#7](=O)(=O))),$(cc([#7](=O)(=O))c([#7](=O)(=O))),$(cc([#7](=O)(=O))cc([#7](=O)(=O)))]

		6025		dinitrobenzene		[N;$(N(=O)(=O)acN(=O)(=O)),$(N(=O)(=O)aacN(=O)(=O)),$(N(=O)(=O)aaacN(=O)(=O))]c1aaaaa1

		6030		epoxide		[C;R1]1[C;R1][#8]1

		6040		phenol reactive (o-,m-,p- OH, #7)		[c;$(c1ccc([#7,OH])cc1),$(c1cc([#7,OH])ccc1),$(c1c([#7,OH])cccc1)][OH]

		6041		phenol o-formyl		[#6H1;$([#6](=[#8])[#6][#6][OH])]

		6042		CH=N o-OH reactive (aldehyde analog)		[#6H1;$([#6](=[#7])[#6][#6][OH])]

		6046		thiocyanate		[#7!D1]=[C]=[#16]

		6050		sulfone amide		cS(=O)(=O)N

		6065		vinyl N		[#6][#7]C=[CX3H2]

		6099		hydrazine(NN, any)		[NX3v3R0;$([NX3v3][NX3v3]);!$([N;H2][#7;r5,r6][#6;r5,r6](=O))]

		6105		a-halo-CN		N#CC[I,Br,Cl]

		6108		o-di-CN-aromatic		N#C[a][a]C#N

		6109		pyrethroid		cOcccCO[C,NX2]Cc

		6110		pyrethroids-a1		C=CC1C(C(OC[c,N])=O)C1

		6111		pyrethroids-a2		[C&r3&$(CC(=O)OCC=C),C&r3&$(CC(=O)OCa)]

		6112		pyrethroids-b		aa(a)[C,O]aaaCOC(=O)C

		6213		carbamate4		[A]NC(=O)[O][a,N]

		6518		4-O-phenol		[OH]aaaa[OH]

		6568		1-N-2-OH-Ar OH free, include oxine		[#7v3][aR2]a[OH]

		6600		amine?edetic acid		[#7v3X3;$([#7](CC(=O)O)CC(=O)O),$([#7](CC(=O)O)CCNCC(=O)O)]

		6631		cCH=CH2 (unreactive)		[C;H2]=[C;H1]c

		6930		(C,c)-SO2-O-(H,Na,K,Li)		[C,c,O]S(=O)(=O)[OH,$(O[Na,K,Li])]

		6933		C1=NN=CC(=O)N1N		C1=[N;v3][N;v3]=CC(=O)[N;v3]1[N;v3]

		6950		anti-microbial (irgasan)		[O;H1]ccOccCl

		6961		naphthalene		c1ccc2ccccc2c1

		6963		triazine		[S,Cl,O]c1nc(N)nc(N)n1

		6969		benzo-aromatic n,s,o ring (unreactive)		[n,s,o;R1;$([n,s,o][c;R2]),$([n,s,o]c[c;R2]),$([n,s,o]cc[c;R2])]

		6978		pyridine NH2		[N;H2;$(Nc1ncccc1),$(Nc1cnccc1),$(Nc1ccncc1)]

		6981		pyridine 3-NH2 (reactive)		[N;H2;$(Nc1cnccc1)]

		6982		C(Cl,Br,I)(C=O)OH (reactive)		[Cl,Br,I]CC(=O)[O;H1]

		6983		pyridine (measured)		[n;$(n[c;H1][c;H1][c;H1][c;H1][c;H1]),$(n[c;H1][c]([C;H3])[c;H1][c;H1][c;H1])]

		6984		biphenyl (parent, p-C)		[c;$([c;H1]1[c;H1][c;H1][c]([c;H1][c;H1]1)[c]2[c;H1][c;H1][c;H1,H0][c;H1][c;H1]2)]

		6985		Cl2C=CCl2 (measured)		[C;$(C(Cl)(Cl)=C(Cl)Cl)]

		6986		1,2-dichloro CHCl-CHCl		[C;$([C;R0;H1,H2](Cl)[C;R0;H1,H2]Cl)]

		6987		gem-Cl C(H)(Cl)(Cl)CH		[C;$([C;H1](Cl)(Cl)[C;H1,H2,H3])]

		6988		ClC=CCH2Cl		[C;H2;$(C(Cl)C=CCl)]

		6989		1-NO2 4-NO2, halogen		[Nv5X3;$(N(=O)(~O)c1ccc([F,Cl,Br,I,Nv5X3])cc1);!$(Ncc[Nv3,O,S]);!$(Nccc[O,S,Nv3])]

		6990		ether reactive O-C=CH2		[#8H0;!$([#8]C=[O,N,S]);$([#8][#6]=[#6H2])]

		7999		n r6 OH not reactive		[n;$(n:c[OH]),$(n:[c;R1]([!N]):c[OH]),$(n:[c;R1]([!N]):[c;R1]:c[OH])]





substruction_def_for_AD

		FragID		SubstructureClassName		SMARTS

		5001		Lithium [Li]		[#3]

		5002		Sodium [Na]		[#11]

		5003		Boron [B]		[#5]

		5004		NH 5 menbered aromatic		[#7r5H1;$([#7](a)(a))]

		5006		Silicon [Si]		[#14]

		5007		Nitrogen [N,n]		[#7]

		5008		Oxygen [O,o]		[#8]

		5012		Arsenic [As]		[#33]

		5013		Selenium [Se]		[#34]

		5014		Potassium [K]		[#19]

		5016		Sulfur [S]		[#16]

		5017		Tin [Sn]		[#50]

		5018		Phosphorus [P]		[#15]

		5019		halogen C-[Cl,Br,I]>2 CF2>3		[F,Cl,Br,I;$([Cl,Br,I]C[Cl,Br,I]),$(FC(F)C(F)(F)C(F)(F))]

		5020		Mechanism=SNAr 1		c1([F,Cl,Br,I,$(N(=O)~O)])c([F,Cl,Br,I,$(N(=O)~O),$(C#N),$(C=O),$(C(F)(F)F),$(S=O)])cc([F,Cl,Br,I,$(N(=O)~O),$(C#N),$(C=O),$(C(F)(F)F),$(S=O)])cc1

		5021		Mechanism=SNAr 2		c1([F,Cl,Br,I,$(N(=O)~O)])c([F,Cl,Br,I,$(N(=O)~O),$(C#N),$(C=O),$(C(F)(F)F),$(S=O)])cccc1([F,Cl,Br,I,$(N(=O)~O),$(C#N),$(C=O),$(C(F)(F)F),$(S=O)])

		5022		Mechanism=SNAr 3		c1([F,Cl,Br,I,$(N(=O)~O)])ncc([F,Cl,Br,I,$(N(=O)~O),$(C#N),$(C=O),$(C(F)(F)F),$(S=O)])cc1

		5023		Mechanism=SNAr 4		c1([F,Cl,Br,I,$(N(=O)=O)])ncccc1([F,Cl,Br,I,$(N(=O)=O),$(C#N),$(C=O),$(C(F)(F)F),$(S=O)])

		5024		Mechanism=SNAr 5		c1([F,Cl,Br,I,$(N(=O)=O)])ncccn1

		5025		Mechanism=SNAr 6		c1([F,Cl,Br,I,$(N(=O)=O)])ncncc1

		5026		Mechanism=SNAr 7		c1([F,Cl,Br,I,$(N(=O)=O)])ncc([F,Cl,Br,I,$(N(=O)=O),$(C#N),$(C=O),$(C(F)(F)F),$(S=O)])nc1

		5027		Mechanism=SNAr 8		c1nc([F,Cl,Br,I,$(N(=O)=O)])ncn1

		5028		Mechanism=SNAr 9		[F,Cl,Br,I,$(N(=O)(=O))]c1c([$(C(F)(F)(F)),$(S=O),F,Cl,Br,I,$(N(=O)(=O)),$(C#N),$(C=O)])cncc1

		5029		Mechanism=SB 1 modified		[CH2]=[O,SX2]

		5030		Mechanism=SB 2 modified		[CX4][CH]=[O,SX2]

		5031		Mechanism=SB 3 not use		[a][CH]=O

		5032		Mechanism=SB 4 modified		C(C)(C)=CC=[O,SX2]

		5033		Mechanism=SB 5		[C;!r5]([C;!r5])=[C;!r5](C)[C;!r5]=[O,SX2;!r5]

		5034		Mechanism=SB 6		[#6]C(=[O,SX2])C(=[O,SX2])[#6]

		5035		Mechanism=SB 7		[#6]C(=[O,SX2])[CX4]C(=[O,SX2])[#6]

		5036		Mechanism=SB 8		[#6][$([NX2]=O),$(N=C=O),$(OC#N),$(SC#N),$(N=C=S)]

		5037		Mechanism=pro-SB 1		[CH2][NH2]

		5038		Mechanism=pro-SB 2		[CH2]N([CH3])[CH3]

		5039		Mechanism=pro-SB 3		CC(C)=[CH][CH2][OH]

		5040		Mechanism=pro-SB 4		CC=C(C)[CH2][OH]

		5041		Mechanism=Michael 1		[CH2,CH]=[CH][$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5042		Mechanism=Michael 2		[CH2]=C[$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5043		Mechanism=Michael 3		aC=C[$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5044		Mechanism=Michael 4		C#C[$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5045		Mechanism=Michael 5		[CH2,CH]=[CH]C=C[$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5046		Mechanism=Michael 6		[CHR]=[CR][$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5047		Mechanism=Michael 7		C=C([F,Cl,Br,I])[F,Cl,Br,I]

		5048		Mechanism=Michael 8		c1c(=[O,NH2,NH])c(=[O,NH2,NH])ccc1

		5049		Mechanism=Michael 9		c1c(=[O,NH2,NH])ccc(=[O,NH2,NH])c1

		5050		Mechanism=Michael 10		C1=[C,N][$(S(=O)(=O)),$(C=[N,O]),$(S=O)][C,N]=C1c2ccccc2

		5051		Mechanism=Michael 11		[CH2,CH]=C1C(=[O,SX2])**C1

		5052		Mechanism=proMichael 1		c1c([OH,NH2,NH])c([OH,NH2,NH,$(N=N),$(N(C)C)])ccc1

		5053		Mechanism=proMichael 2		c1c([OH,NH2,NH])ccc([OH,NH2,NH,$(N=N),$(N(C)C)])c1

		5054		Mechanism=proMichael 3		c1([OH])c(O[CH3])cccc1

		5055		Mechanism=proMichael 4		c1([OH])ccc(O[CH3])cc1

		5056		Mechanism=proMichael 5		c1c([OH])ccc(C=C[CH3])c1

		5057		Mechanism=proMichael 6		c1c([OH,NH2,NH])cc([OH,NH2,NH,$(N(C)C)])cc1

		5058		Mechanism=proMichael 7		C([F,Cl,Br,I])[CH2,CH][$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5059		Mechanism=proMichael 8		[$([CH]=[CH2,CH]),$(C(C)=[CH2,CH]),$(C#C);!$(C(C)=CC)][CH2][OH]

		5060		Mechanism=proMichael 9		c1([OH])ccc([CH2][CH]=[CH2])cc1

		5061		Mechanism=proMichael 10		c1(O[CH3])ccc([CH2][CH]=[CH2])cc1

		5062		Mechanism=proMichael 11		[OH]c1cccc2ccccc12

		5063		Mechanism=proMichael 12		F[CH2,CH]C(F)[$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5064		Mechanism=proMichael 13		Cl[CH2,CH]C(Cl)[$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5065		Mechanism=proMichael 14		Br[CH2,CH]C(Br)[$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5066		Mechanism=proMichael 15		I[CH2,CH]C(I)[$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5067		Mechanism=SN2 1		[CH,CH2,CH3;!$([CH2]CC=[O,S])][F,Cl,Br,I,$(OS(=O)(=O)[#6,#1]),$(OS(=O)(=O)O[#6,#1])]

		5068		Mechanism=SN2 2		[#6]1[O,N,SX2][#6]1

		5069		Mechanism=SN2 3		C1C(=[O,S])[O,S][CH2,CH]1

		5070		Mechanism=SN2 4		[$(C=C),$(C#C),a][CH2,CH][O,S][$([CH]=O),$([CH]=S),$(C(C)=O),$(C(C)=S),a]

		5071		Mechanism=sulphurSN2 1		[#6]1=,:[#6]C(=[O,SX1])N[SX2]1

		5072		Mechanism=sulphurSN2 2		[#6][O,SX2,N][O,SX2,N][$([CH]=O),$([CH]=S),$(C(C)=O),$(C(C)=S),a]

		5073		Mechanism=oxophilicSN2 1		[CH2,CH3][NX3][NX2]=[O,S]

		5074		Mechanism=pro-SN2 1		c1ccc2cc3ccccc3cc2c1

		5075		Mechanism=pro-SN2 2		c1ccc2c(c1)ccc3ccccc23

		5076		Mechanism=acylating 1		[!$(C=C);!$(C#C)]C(=[O,SX1,N])[F,Cl,Br,I]

		5077		Mechanism=acylating 2		[!$(C=C);!$(C#C)]C(=[O,SX1,N])[O,S,N][a]

		5078		Mechanism=acylating 3		[!$(C=C);!$(C#C)]C(=[O,SX1,N])[O,S,N]C(=[O,SX1,N])

		5079		Mechanism=acylating 4		[!$(C=C);!$(C#C)]C(=[O,S,N])[O,S][$(C=C),$(C=N),$(C#C),$(C#N)]

		5080		Mechanism=acylating 5		[#6]1C(=[O,S])[O,N,S][#6]1

		5081		Mechanism=acylating 6		[C,N,O,S,a]c1[n,o,s]c2ccccc2[n,o,s]1

		5082		Mechanism=acylating 7		[#6]1[#6](=[N,O,S])[#7,#8,#16][#6][#7,#8,#16]1

		5083		Mechanism=acylating 8		[C,O]=[#6]1[#7,#8,#16][#6](=[O,N,SX1])c2ccccc12

		5084		Mechanism=acylating 9		[!$(C=C);!$(C#C)]C(=[O,SX1,N])[O,S,N][CX4,O,S][$(C=O),a,$(C=C),$(C#C),$(C=N),$(C#N)]

		5085		Mechanism=pro-SN2 KATE		cC(=O)C[O;H1]

		5086		CFCFCF		C([F,Cl,Br,I])([F,Cl,Br,I])C([F,Cl,Br,I])([F,Cl,Br,I])C([F,Cl,Br,I])([F,Cl,Br,I])

		5087		CFCF attached not to Cc		C(F)(F)C(F)(F)[!$([#6])]

		5088		HRAC Aa		[C;$(C(O[c;r6][c;r6][c;r6][c;r6]Oc)(C)C(=O)[O,N])]

		5089		HRAC Ab		[C;$(C(=NOC)(C)[C;r6](C=O)C=O),$(C(=NOC)(C)[C;r6](=C[O;H1])C=O)]

		5090		HRAC Ba		[S;$(S(=O)(=O)[N]~C([O;H1,H0])~N~[#6](~[#7])~[#7])]

		5091		HRAC Bb		[C;$([C;r5](=[N;r5][C;r5](=O))([N;r5])cc)]

		5092		HRAC Bc		[S;$(S(=O)(=O)(Nc)c(n)(n)),$(S(=O)(=O)(c)Nc(n)(n))]

		5093		HRAC Bd,f		[c;$([c;r6]([O,S,C]c)(nc(OC))nc(OC))]

		5094		HRAC Be		[S;$(S(=O)(=O)(c)~N~C(~O)[#7;r5])]

		5095		HRAC C1a		[c;$([c;r6]([Cl,S,O])(~[#7;r6]~[#6;r6](~N)~[#7;r6]~[#6;r6](~N)))]

		5096		HRAC C1b		[N;$([N;H2][#7;r5,r6][#6;r5,r6](=O))]

		5097		HRAC C2a		[N;$(N(~c)C(=O)N([C,O])),$(N(c)~C([O;H1])~N([C,O]))]

		5098		HRAC C2b		[N;$(N(C(=O)C)[c;r6][c;r6][c;r6][Cl,Br]),$(N(=C([O;H1])C)[c;r6][c;r6][c;r6][Cl,Br])]

		5099		HRAC C3a		[O;H1;$(Oc(c([Br,I,Cl])c)c([Br,I,Cl])ccC#N),$(Oc(c([Br,I,Cl])c)c([Br,I,Cl])ccC=NO)]

		5100		HRAC Na		[C;$(C(N(C)(C))(=O)SC)]

		5101		HRAC Nd		[C;$(C([Cl,F])C(=O)[O;H1])]

		5102		HRAC Nc		[O]c1cc2c(OC[C;X4]2)cc1

		5103		HRAC K1a		[N;$(N(C)c(c(N(=O)(=O)))cN(=O)(=O));!$(NC=[O,S]);H0,H1]

		5104		HRAC K3b		[N;$(N(C(=O)CCl)[c]),$(N(C(=O)CCl)C=C)]

		5105		HRAC K3d		[N;$(NC(=O)C([C,c])[O,c]),$(N=C([O;H1])C([C,c])[O,c])]

		5106		HRAC K3e,d, Oa chomeprop		[N;$(NC(=O)C[O,c]c),$(N=C([O;H1])C[O,c]c)]

		5107		HRAC Oa		[O;$(O(c1c([Cl,CH3])cc([Cl,CH3])cc1)CC(=O)[OH]),$(O(c1c([Cl,CH3])cc([Cl,CH3])cc1)CCCC(=O)[OH])]

		5108		HRAC Ob,c		[C;$(C(c1c(Cl)ccc(Cl)[c,n]1)(=O)[OH])]

		5109		HRAC Oc		[O;$(O(c1c(Cl)cc(Cl)cn1)CC(=O)[OH])]

		5110		HRAC M		[O;H1;$(Occ(N(=O)(=O))cc(N(=O)(=O))cc)]

		5111		FRAC 29a		[O;H0;$(Occ(N(=O)(=O))cc(N(=O)(=O))cc)]

		5112		HRAC C3a		[O;$(Oc1c([I,Br,Cl])cc(C#N)cc([I,Br,Cl])1)]

		5113		HRAC Pa		[N;$(N=CccC(=O)[O]),$(NC(=O)ccC(=O)[O])]

		5114		HRAC C1d		[#7;$([#7;r6]~[#6;r6]([O;H1])~[#7;r6]([C;H0,H1])~[#6,r6](=O)~[#6,r6]),$([#7;r6]~[#6;r6](=O)~[#7;r6]([C;H0,H1])~[#6,r6](=O)~[#6,r6])]

		5115		HRAC Ea		[O;$(O(c)c1c(Cl)cc(Cl)cc1),$(O(c)c1c(Cl)cc(C(F)(F)F)cc1)]

		5116		HRAC Ec,d		c1([Cl,F])c([O,S,C&$(C=O)])cc([N,n,c&$(cn)])c([Cl,F])c1

		5117		HRAC La		[N;$(N#Cc1c(Cl)cccc(Cl)1),$([N;H1]=C([S,O])c1c(Cl)cccc(Cl)1)]

		5118		HRAC F1b		n1[c;$(cOc),$(cC(=O)Nc),$(cC([O;H1])=Nc)][c;$([c;H1]),$(cC(=O)Nc),$(cC([O;H1])=Nc)]cc[c;$([c;H1])$(cC(=O)Nc),$(cC([O;H1])=Nc)]1

		5119		HRAC Da		[n;+;$([n;+]cc[n;+]),$([n;+]cccccc[n;+])]

		5120		HRAC Lb		[N;$(N(c)C(=O)(c)),$(N(c)=C([O;H1])c)]

		5121		HRAC Ld,Od		O=C([O;H1])c1cccc2cccnc21

		5122		HRAC K2a		[N;$(N(c)=C([O;H1])OC),$(N(c)C(=O)OC)]

		5123		HRAC K1c		n1[c;$(cC(F))][c;$(cC(=[O,N])[O,S]C)]cc[c;$(cCF)]1

		5124		HRAC K3h		[S;$(S(=O)(=O)(Cc)C1=NOCC1)]

		5125		HRAC Ga, Ha		[N;$(N(CP)CC(=O)O),$(NC(CCP)C(=O)O)]

		5126		HRAC F2a		[C;$([C;r6]([C;r6]=O)([C;r6]=O)C(=O)c)]

		5127		HRAC C3c		n1nc(c)c([O;H1,$(OC=O)])cc1

		5128		HRAC F2b		n1oc([C;r3])c(C(=O)c)c1

		5129		HRAC K1e		[c;$(cC(=O)O)]1[c;$(c[Cl,H])][c;$(c[Cl,H])][c;$(cC(=O)O)][c;$(c[Cl,H])][c;$(c[Cl,H])]1

		5130		HRAC Lc		n1[c;$(cC(=O)N)]n[n;$(n([c,C])c)][c;$(c[c,C])]1

		5131		HRAC Eh		n1([c,C])c(=O)ccn(C)c1(=O)

		5132		HRAC Ia		[C;$(C(=NS(=O)(=O))([O;H1])O[C,c]),$(C(NS(=O)(=O))(=O)O[C,c])]

		5133		HRAC F3a		[N;$(N~c1nncn1)]

		5134		HRAC C3b		N1S(=O)(=O)N(C)C(=O)cc1

		5135		HRAC mix		[n;r5,r6][n;r5,r6]c(~[O,N])

		5136		IRAC 4 nicotinic AChR agonist		nccC[S&$(S(=N)(=O)C),N&X3&!$(NC=[S,O])]

		5137		IRAC 4 nicotinic AChR agonist dinotefuran		[O;X2]CCC[N&X3&!$(NC=[S,O])]

		5138		IRAC 21 chain 4		c~[OR0,CR0,NR0;!$(N~N);!$(NC(~O)~N)]~[OR0,CR0,NR0;!$(N~N);!$(NC(~O)~N)]~[OR0,CR0,NR0;!$(N~N);!$(NC(~O)~N)]~[OR0,CR0,NR0;!$(N~N);!$(NC(~O)~N)]~c

		5139		IRAC 21 chain 3		[c][OR0,CR0,NR0;!$(N~N);!$(NC(~O)~N)][OR0,CR0,NR0;!$(N~N);!$(NC(~O)~N)][OR0,CR0,NR0;!$(N~N);!$(NC(~O)~N)][c]

		5140		IRAC 21 chain 2		c[S;!$(S=O)][CX4]c

		5141		IRAC 1A carbamate or chose 4780		[C&$(C(=[N;H0])(O)O[c,N]),C&$(C([N;H1,H0])(=O)O[c,N]),C&$(C([N;H1,H0])(=O)[n;r5]);!$(C(=O)N(C=O))]

		5142		IRAC 15		[$(cN=C([O;H1])N=C([O;H1])c),$(cNC(=O)N=C([O;H1])c),$(cNC(=O)NC(=O)c)]

		5143		IRAC 18   cC(=O)NNC(=O)c		[$(cC(=O)N([C;X4;H0])NC(=O)c),$(cC(=O)N([C;X4;H0])N=C([O;H1])c)]

		5144		IRAC 25 cC(C#N)<pi electron, enol,>Cc		[$(C(C#N)(c)C(=O)c),$(C(C#N)(c)=C(O)c)]

		5145		IRAC 26 cC(=O)Nca[c,C]N		[$(c[N;H1]C(=O)c[c,n][#6]~[#7]),$(cN=C([O;H1])c[c,n][#6]~[#7])]

		5146		IRAC 3B		[C;$(C(c)(c)C(Cl)Cl)]

		5147		IRAC 3A		[C;$(C(=O)[C;r3][C;r3][C;r3]C=C),$(C(=O)[C;r3][C;r3][C;r3]c),$(C(=O)[C;r3][C;r3][C;r3]C[Br,Cl,I])]

		5148		IRAC 3A		[O;$(O([c;r6])[c;r6][c;r6][c;r6]C(O)C#N),$(O([c;r6])[c;r6][c;r6][c;r6][C,Si][C,O][C,O][C,Si][c;r6])]

		5149		IRAC 2A		[C;$([C;R2](Cl)C(Cl)~C(Cl)[C;R2](Cl))]

		5150		IRAC 2B		[N;H2;$(N[c;r5][n;r5](c)[n;r5][c;r5]C#N)]

		5151		IRAC 5		[C;$([C;r12](=O)([O;r12][C;r12])C[C;R2;r5,r12])]

		5152		IRAC 6		[C;$([C;r16](=O)([O;r16][C;R2,r6,r16])[C;R2;r6,r16])]

		5153		IRAC 7		[O;$(O([c;r6])[c;r6][c;r6][c;r6][c;r6]OCC[O,N])]

		5154		IRAC 7		[C;$(C(=O)(OCC)C=C(C)C=CCC(C)C)]

		5155		IRAC 8		[C;$(C(S)(S)=N-C),$(C(=S)(S)NC),$(C[Cl,Br,I]),$(C(Cl)(Cl)(Cl)N(=O)(=O))]

		5156		IRAC 8		[$(S(=O)(=O)F),$(B(O)(O)(O))]

		5157		IRAC 10		[$(c-cnnc-c),$(c-CN=C-c),$(c-CCNC([O;H1])=NC),$(c-CCNC(=O)[N;H1])C]

		5158		IRAC 12		[O;$(O([c;r6])[c;r6][c;r6][c;r6][c;r6][N;H1]C(=S)[N]),$(O([c;r6])[c;r6][c;r6][c;r6][c;r6]N=C([S;H1])[N])]

		5159		IRAC 12		[S;$(S(c)(=O)(=O)c),$(S(=O)(O)(OCC#C))]

		5160		IRAC 12		[Sn;+]

		5161		IRAC 14		[C;X4;$(C(N(C)C)(C[S;H0])C[S;H0])]

		5162		IRAC 16		[N;R1;$(N(C)(C(=N)[S;R1])(C(=O)[N;R1]))]

		5163		IRAC 17		[#7;R1;r6;$([#7;r6]~[#6;r6](~[#7])~[#7;r6]~[#6;r6](~[#7])~[#7;r6]~[#6;r6](~[#7]))]

		5164		IRAC 19		[N;$(N([C;X4])(C=Nc)C=Nc)]

		5165		IRAC 20		[$(cC=CC=NN),$([c;R2][C;r6](=O)[C;r6]=[C;r6][C;r6](=O)[c;R2]),$(COC=CC=O)]

		5166		IRAC 22		[c;$(cNC(~O)~NN=C(c)([c,C]))]

		5167		IRAC 23		[C;R2;$([C;r5][O,N]~C(~O)[C;r5]=[C;r5])]

		5168		IRAC 24		[C;-]#N

		5169		IRAC 24		[P;H1,H2,H3]

		5170		IRAC 25		[C;$(C(C#N)(c)=CO),$(C(C#N)(c)C(=O)[O,#6])]

		5171		IRAC 28		[C;R0;$(C(~O)(~N[c;r6][c;r6][C;H3])[c;r5,r6])]

		5172		IRAC  3A pyrethroid		cOcccCO[C,NX2]Cc

		5173		IRAC 1B phospho pestpest		[P&!$(P[OH,SH])&!$(P(=O)([O,c,CX4])([O,c,CX4])[O,c,CX4])&$(P(=[O,S])([O,S,N,C,c])([O,S,N])[O,S,N,F]),P&!$(P[OH,SH])&!$(P(=O)([O,c,CX4])([O,c,CX4])[O,c,CX4])&$(P(=O)Oaa[F,Cl,Br,I]),P&!$(P[OH,SH])&$(P(=O)Oaaaa[S,F,Cl,Br,I])]

		5180		fungicide imidazole		[#7r5;$([#7]C(CO)),$([#7]C(a)(a)a)]

		5201		hetero-hetero bond		[$([NR0,OR0,SR0,P]~[!#6]);!$(N~O);!$(S~O);!$(P~O);!$(O~[N,S,P])]

		5203		hetero-hetero-hetero		[$([!#6](~[!#6])~[!#6]);!$([P][S,O]);!$([P,S,N]=[S,O]);!$([#7R1]~[#7R1]~[#7R1])]

		5267		C1-3 sulfate, OSO2CF3 alkylation		[CH,CH2,CH3;!$(CCCC)][$(OS(=O)(=O)C(F)(F)F),$(OS(=O)(=O)O[#6])]

		5500		amin (daphnid ACR100)		[#7;v3;X3;!$([#7][!#6]);!$([#7][#6;X3]([#7])[#7]);!$([#7][#6]=,#[!#6]);!$([#7][!#6;R][!#6;!#7;!#8;!#16;R][!#6;!#7;!#8;!#16;R][!#6;!#7;!#8;!#16;R])]

		5600		organo-tin (IV)		[Sn;$([Sn;v4][#6])]

		5601		organo-tin (II)		[Sn;$([Sn;v2][#6])]

		5602		hetero-halogen		[!#6][F,Cl,Br,I]

		5603		X-C-S-N		[Sv2X2;$(S([#6v4X4,#6v4X3][F,Cl,Br,I])([#7v3]))]

		5604		Cymoxanil fungicide		[C;$(C(=O)(C(=N)C#N)N)]





structure_def

		ClassID		StructureClassName		IDCode

		_G1_05010		aliphatic HC		3001,=0,/4507,=0,/4910,=0,/

		_G1_05012		aliphatic HC halogenated unreactive		4983,>0,/4521,=0,/4528,=0,/4716,=0,/4904,=0,/

		_G1_05013		dinitrile		6108,>0,/

		_G1_05020		aromatic HC		3001,=0,/4507,=0,/4910,>0,/4886,=0,/

		_G1_05040		aliphatic amine NH2		4711,=1,/

		_G1_05041		aliphatic amine NH2 >1		4711,>1,/

		_G1_05060		aromatic(He) HN2		4713,>0,/

		_G1_05070		aromatic-NH2, o-,p-(NH2, OH)		4714,>0,/

		_G1_05110		ester not (reactive, acids)		4705,>0,/4716,=0,/4708,=0,/4760,=0,/4704,=0,/4515,=0,/4259,=0,/

		_G1_05120		a,b-unsaturated acid ester		4716,>0,/6002,>0,/

		_G1_05121		not acrylate		4716,>0,/6002,=0,/

		_G1_05122		hetero-vinyl		4511,>0,/

		_G1_05123		pi		4515,>0,/

		_G1_05124		xx		4526,>0,/4716,=0,/4787,=0,/

		_G1_05128				4735,=0,/4544,=0,/6025,>0,/

		_G1_05131				4535,>0,/

		_G1_05132				4519,>0,/4529,=0,/

		_G1_05133				4536,>0,/

		_G1_05134				4528,>0,/

		_G1_05135				4537,>0,/

		_G1_05136				4525,>0,/

		_G1_05137		thiol wo -CO2H		4538,>0,/4704,=0,/

		_G1_05138				4539,>0,/

		_G1_05139				4541,>0,/

		_G1_05141		use with MF:CHO, ketone		4892,=0,/4718,>0,/4525,=0,/

		_G1_05142				4719,>0,/

		_G1_05143		C-C(=O)-C		4721,>0,/

		_G1_05144		a-C(=O)-C		4722,>0,/

		_G1_05145		a-C(=O)-a		4723,>0,/

		_G1_05146				4544,>0,/6025,>0,/

		_G1_05147				4786,>0,/4745,=0,/4545,>0,/

		_G1_05150		primary alcohol (unreactive)		4543,=0,/4770,>0,/4773,=0,/4774,=0,/4776,=0,/4504,=0,/4900,=0,/

		_G1_05151		secondary alcohol (unreactive)		4543,=0,/4771,>0,/4773,=0,/4774,=0,/4776,=0,/4504,=0,/

		_G1_05152		tertiary alcohol		4543,=0,/4772,>0,/4504,=0,/

		_G1_05153		methanol		4778,=1,/

		_G1_05160		alipatic CN		4149,>0,/4525,=0,/4520,=0,/4526,=0,/6105,=0,/

		_G1_05170		>NH		4724,>0,/4911,=0,/4526,=0,/6600,=0,/4711,=0,/4527,=0,/4773,=0,/4791,=0,/3030,=0,/

		_G1_05171		>N-		4725,>0,/4911,=0,/4526,=0,/6600,=0,/4711,=0,/4527,=0,/4773,=0,/4791,=0,/3030,=0,/

		_G1_05180		ArNH, ArNH0		4726,>0,/4728,=0,/4727,=0,/3108,=0,/3103,=0,/4526,=0,/|4727,>0,/4728,=0,/4726,=0,/3108,=0,/3103,=0,/4526,=0,/

		_G1_05220		hanophenol		4734,>0,/4733,=0,/4735,=0,/

		_G1_05230		nitrophenol		4735,>0,/4714,=0,/

		_G1_05240		OH-Ar-O,C-Ar-OH		4733,>0,/

		_G1_05250		use with4543 CHOF replaced 5892 MF:CHO,  C-O-C		4736,>0,/4543,=0,/4774,=0,/4775,=0,/4776,=0,/4504,=0,/6030,=0,/4523,=0,/

		_G1_05253		PO4 MF:CHOP 4893,=0,/		4745,>0,/4893,=0,/

		_G1_05255		amide reactive		4766,>0,/

		_G1_05258		carbamate		4781,>0,/

		_G1_05259		F,Cl,Br,I, HC except pi-C-X		4507,>0,/3001,=0,/4886,=0,/4519,=0,/4504,=0,/4520,=0,/4528,=0,/

		_G1_05260		aliphatic aldehyde (reactive)		4782,>0,/

		_G1_05262		aromatic aldehyde		4982,>0,/

		_G1_05263		imide without carbamate 6034		4555,>0,/

		_G1_05264		aromatic aldehyde reactive		4982,>0,/

		_G1_05265		other aldehyde		4702,>0,/

		_G1_05266		P-Pest		5173,>0,/

		_G1_05267		acid reactive		4787,>0,/

		_G1_05268				4521,>0,/

		_G1_05269				4520,>0,/4529,=0,/

		_G1_05270		aliphatic acid		4788,>0,/

		_G1_05276				4715,>0,/

		_G1_05278				4529,>0,/

		_G1_05279				4556,>0,/

		_G1_05280		fused epoxide		4542,>0,/4541,=0,/

		_G1_05281		hindered peroxide		4554,>0,/

		_G1_05300		indole alkaloid		4560,>0,/

		_G1_05302		ether (unreactive)		4940,>0,/

		_G1_05303		carbamate (unreactive)		6213,>0,/

		_G1_05305		sulfide & sulfone (unreactive)		4942,>0,/

		_G1_05306		non-aromatic C#N (unreactive)		4149,>0,/

		_G1_05307		cCH=CH2 (unreactive)		6631,>0,/

		_G1_05308		pyridine (reactive)		6981,>0,/

		_G1_05310		triazine herbicide (reactive)		6933,>0,/

		_G1_05311		halo-acetic acid (reactive)		6982,>0,/

		_G1_05312		pyrizine (measured)		6983,>0,/

		_G1_05313		reactive (irgasan type)		6950,>0,/

		_G1_05318		ortho 1,2-diNH2		6015,>0,/4204,=0,/4205,=0,/4320,=0,/4321,=0,/4322,=0,/

		_G1_05330		phenol & aromatic_or_aliphatic amide-112		6040,>0,/4955,>0,/

		_G1_05336		di- or tri- aromatic amines		4228,>0,/4315,=0,/4972,=0,/4119,=0,/6961,=0,/

		_G1_05353		aminonaphthalene		6961,>0,/4228,>0,/

		_G1_05355		allyl O alcohol		4773,>0,/

		_G1_05356		propagyl O		4774,>0,/

		_G1_05359		CN=C=S		6046,>0,/

		_G1_05362		sulfoxide,sulfone		4946,>0,/

		_G1_05363		sulfide		4942,>0,/

		_G1_05364		hidrazine not NH2		6099,>0,/

		_G1_05720		o-sub-aniline		4720,>0,/4700,=0,/

		_G1_05900		caroxylic acid, carboxylate, wuthout cation		4704,>0,/4787,=0,/4788,=0,/4532,=0,/

		_G1_05901		LAS, NP		4534,>0,/

		_G1_05902		sulfonic acid, sulfate		4760,>0,/4534,=0,/4557,=0,/

		_G1_05903		long alkyl SO3H		4557,>0,/

		_G1_07999		pyridine unreactive		7999,>0,/

		_GA_30000		CNOS_X alga specific reactive		SA_30000,>0,/3013,=0,/

		_GD_30000		CNOSP_X Daphnid specific reactive		SD_30000,>0,/3015,=0,/

		_GF_30000		CNOSP_X Fish specific reactive		SF_30000,>0,/3015,=0,/

		A_10009		phenol not reactive - acid		3047,>0,/R_00009,=0,/G1_00010,>0,/

		B_00001		biocide carbamate		5100,>0,|5122,>0,|5141,>0,|

		C_80000		Whole

		C_80001		C_X		3001,=0,/

		C_80002		CN_X		3002,=0,/3001,>0,/

		C_80003		CO_X		3003,=0,/3001,>0,/

		C_80006		CNO_X		3006,=0,/3001,>0,/3002,>0,/3003,>0/

		C_80014		Cnos_X		3014,=0,;4911,>0,|4912,>0,|4913,>0,|

		C_81000		Fish high		C_80000,>0,/C_80006,=0,/C_80002,>0

		F_00007		halogen not amine, phenol, ...		4507,>0,/4918,=0,/4927,=0,/4917,=0,/3130,=0,

		F_00032		SH general		3236,>0,/

		F_00042		acid anhydride		3038,>0,/

		F_00043		peroxy general		3035,>0,/

		F_00050		alhedyde		3036,>0,/

		F_00190		hydrazine general, count N not in ring		3210,>0,/

		F_03106		azo -N=N-		3106,>0,/

		F_04814		triazine		4814,>0,|

		F_05017		Tin [#50]		5017,>0,/

		G1_00002		ester alcohol  reactive		S_00030,>0,/R_03054,>0,/

		G1_00004		ester mathacrylate		US_00003,>0,/3056,>0,/

		G1_00005		ester acrylate		US_00003,>0,/3055,>0,/

		G1_00008		phenol reactive w/ NH2		S_20009,>0,/6040,>0,/

		G1_00010		oxoacid [C,c]CO2-, [C,c,O]SO3-		3034,>0,|4760,>0,

		G1_00012		phenol hindered		U_00009,>0,/3501,>0,/

		G1_00013		phenol bisphenol		U_00009,>0,/4733,>0,/

		G1_00014		phenol unreactive		U_00009,>0,/4733,=0,/3501,=0,/

		G1_00015		phenol unreactive wo X		G1_00014,>0,/4507,=0,/

		G1_00016		phenol unreactive w X		G1_00014,>0,/4507,>0,/

		G1_00017		phenol reactive o-formyl		S_20009,>0;6042,>0,|6041,>0,|

		G1_00018		phenol reactive excl. o-formyl		S_20009,>0,/6041,=0,/

		G1_00019		alcohol unreactive (w EO) fish		UF_00021,>0,/3058,>0,/

		G1_00020		alcohol unreactive (wo EO)		UF_00021,>0,/3058,=0,/

		G1_00021		CO_X alcohol reactive C-OH w/ proMichael		SF_00021,>0,/5059,>0,/

		G1_00022		alcohol unreactive (w/o EO) (daphnid)		UD_00021,>0,/G1_00010,=0,/3058,=0,/

		G1_00024		alcohol unreactive (w/ EO) (daphnid)		UD_00021,>0,/G1_00010,=0,/3058,>0,/

		G1_00026		ketone reactive (not QSAR use)		3031,>0,/R_00001,>0,/

		G1_00030		CNO_X phenol o-,m-,p- N,O w/o OH, NH2		G1_00018,>0,/4714,=0,/4715,=0,/

		G1_00031		methacrylate		3032,>0,/3053,>0,/3054,=0,/4515,=0,/3056,>0,/

		G1_00032		acrylate		3032,>0,/3053,>0,/3054,=0,/4515,=0,/3055,>1,/

		G1_00033		CNO_X phenol reactive, w/o o-formyl,  w/ OH,NH2		G1_00018,>0,;4714,>0,|4715,>0,/

		G1_00034		other reactive ester(malonate)		3032,>0,/3053,>0,/3054,=0,/4515,=0,/3055,=0,/3056,=0,/

		G1_00036		CO_X alcohol reactive C-OH w/o proMichael		SF_00021,>0,/5059,=0,/

		G1_00038		CO_X alcohol reactive C-OH w/o pinacol		SD_00021,>0,/3066,=0,/

		G1_00039		alcohol reactive C-OH w/o pinacol		SD_00021,>0,/3066,>0,/

		G1_00046		epoxide		4541,>0,/

		G1_00054		phenol unreactive excl. Diphenylether HRAC Ea		G1_00014,>0,/5115,=0,/

		G1_00055		phenol unreactive w/o X		G1_00054,>0,/4507,=0,/

		G1_00056		phenol unreactive w X		G1_00054,>0,/4507,>0,/

		G1_00060		reactive phenol w/ 14- 12- (OH, NH2)		G1_00008,>0,/4714,>0,/

		G1_00061		reactive phenol w/o 14- 12- (OH, NH2)		G1_00008,>0,/4714,=0,/

		G1_00064		reactive phenol w/o 14- 12- (OH, NH2), w/o nito		G1_00061,>0,/4732,=0,/

		G1_00065		reactive phenol w/o 14- 12- (OH, NH2) w/ nitro		G1_00061,>0,/4732,>0,/

		G1_00100		N-hetero unreactive (wo amine, aldoxime, carbamate)		3116,>0,/3103,=0,/3100,=0,/3117,=0,/

		G1_00123		pyrethroids		6110,>0,/

		G1_00124		pyrethroids		6111,>0,/

		G1_00125		pyrethroids		6112,>0,/

		G1_00130		amine NH2 w C=O		3100,>0,/3030,>0,/

		G1_00131		amine reactive 1,4- 1,2- di function		3100,>0,/3030,=0,/6978,=0,/4714,>0,/

		G1_00132		amine di-NH2 toxic		3100,>1,/3030,=0,/6978,=0,/4714,=0,/3121,>1,/

		G1_00134		amine aromatic lesstoxic		3100,=1,/3030,=0,/6978,=0,/4714,=0,/4510,>0,/3101,>0,/

		G1_00135		amine aromatic slight toxic		3100,=1,/3030,=0,/6978,=0,/4714,=0,/4510,>0,/3101,=0,/

		G1_00140		amine sec, aliphatic or aromatic wo n		3110,=1,/3121,>0,/4911,=0,/

		G1_00141		amine NH w aromatic n		3110,=1,/3121,>0,/4911,>0,/

		G1_00142		amine sec, di-functional		3110,>1,/3121,>1,/

		G1_00151		amine tert, unreactive w C=O		3120,>0,/3100,=0,/3030,>0,/3054,=0,/3053,=0,/4791,=0,/6600,=0,/5142,=0,/3103,=0,/

		G1_00160		nitril aliphatic, unreactive		3104,>0,/4150,=0,/3143,=0,/5148,=0,/

		G1_00161		nitril aromatic, unreactive		3104,>0,/4150,>0,/6108,=0,/

		G1_00163		nitril aromatic NoQSAR (reactive)		3104,>0,/4150,>0,/6108,>0,/

		G1_00170		amide unreactive		3123,>0,/3103,=0,/3053,=0,/4708,=0,/3129,=0,/4560,=0,/

		G1_00180		cOC		4941,>0,/4900,=0,/

		G1_00181		urea unreactive		U_00181,>0,/

		G1_00191		hydrazine NH,NH0 (NoQSAR)		3105,>0,/3114,=0,/

		G1_00401		exception octylphenol		4900,>0,/

		G1_00402		exception CH3, PhSS		3535,>0,/

		G1_00403		nc-SH		3539,>0,/

		G1_00502		sulfonylurea		3550,>0,/

		G1_04814		CNOS_X triazine		3013,=0,/F_04814,>0,/

		G1_05357		cation others		R_00004,>0,/4119,=0,/

		G1_05358		n+, N+ alkyl chain <6		R_00004,>0,/4119,>0,/

		G1_05360		cation N, P, S		4532,>0,/

		G1_06000		alcohol primary		4770,>0,/

		G1_06001		alcohol secondary		4771,>0,/

		G1_06002		alcohol tertiary		4772,>0,/

		G1_20040		CO_X ether unreactive		3003,=0,/U_00005,>0,/

		G1_20041		CO_X ether reactive		3003,=0,/S_00005,>0,/

		G1_20042		CNO_X ether unreactive		3006,=0,/3003,>0,/U_00005,>0,/3102,=0,|

		G1_20060		CNO_X phenol, 14-.12-OH		G1_00060,>0,/3006,=0,/

		G1_21001		Cnos_X HC		U_00002,>0,/3001,=0,/

		G1_21002		Cnos_X excl. HC		U_00002,>0,/3001,>0,/3014,=0,/

		G1_21003		C_X aliphatic w X		G1_21004,>0,/4910,=0,/

		G1_21004		C_X HC w X		G1_21001,>0,/4507,>0,/

		G1_21005		C_X aromatic w X		G1_21004,>0,/4910,>0,/

		G1_21007		C_X aromatic HC, fused R3=0		G1_21009,>0,/3039,=0,/

		G1_21008		C_X aromatic wo X, R3>0		G1_21009,>0,/3039,>0,/

		G1_21009		C_X_aromatic HC, fused R>1		G1_21204,>0,/3040,>0,/

		G1_21010		C_X_aromatic w/o X,  fused R=0		G1_21204,>0,/3040,=0,/

		G1_21011		CO_X phenol unreactive		U_00009,>0,/3003,=0,/

		G1_21012		CO_X phenol hindered		G1_00012,>0,/3003,=0,/

		G1_21013		CO_X phenol bisphenol		G1_00013,>0,/3034,=0,/3003,=0,/

		G1_21014		CO_X phenol unreactive non halogen		G1_00014,>0,/3003,=0,/

		G1_21015		CO_X phenol unreactive halogenated		G1_00015,>0,/3003,=0,/

		G1_21016		CO_X phenol o,p di-OH		G1_00016,>0,/3003,=0,/

		G1_21017		C_X HC w/ X (excl. Halomethane)		G1_21003,>0,/3126,=0,/

		G1_21018		C_X HC w/ X (incl. Halomethane)		G1_21003,>0,/3126,>0,/

		G1_21019		CO_X alcohol unreactive (w EO)		G1_00019,>0,/3003,=0,/

		G1_21020		CO_X alcohol unreactive (wo EO)		G1_00020,>0,/3003,=0,/

		G1_21021		CO_X alcohol reactive C-OH w/ proMichael		G1_00021,>0,/3003,=0,/

		G1_21022		CO_X alcohol unreactive (w/o EO) (daphnid)		G1_00022,>0,/3003,=0,/

		G1_21023		CO_X alcohol reactive (daphnid)		SD_00021,>0,/3003,=0,/

		G1_21024		CO_X alcohol unreactive (w/ EO) (daphnid)		G1_00024,>0,/3003,=0,/

		G1_21025		CO_X ketone unreactive		U_00025,>0,/3011,=0,/

		G1_21026		CO_X ketone reactive		S_10025,>0,/3006,=0,/3173,=0,/

		G1_21027		CO_X ketone unreactive aliphatic		G1_21025,>0,/4910,=0,/

		G1_21028		CNO_X ketone reactive		S_10025,>0,/3006,=0,/

		G1_21029		CO_X ketone unreactive aromatic		G1_21025,>0,/4910,>0,/

		G1_21030		CNO_X ester unreactive  logP<6.1 & 6.1<		U_10030,>0,/3006,=0,/

		G1_21031		CO_X methacrylate		G1_00031,>0,/3003,=0,/

		G1_21032		CO_X acrylate		G1_00032,>0,/3003,=0,/

		G1_21033		CO_X ester reactive alcohol		3003,=0,/3032,>0,/3053,=0,/3054,>0,/4515,=0,/|3032,>0,/3009,=0/3053,>0,/3054,>0,/4515,=0,/

		G1_21034		CO_X other reactive ester(malonate)		G1_00034,>0,/3003,=0,/

		G1_21036		CO_X alcohol reactive C-OH w/o proMichael		G1_00036,>0,/3003,=0,/

		G1_21038		CO_X alcohol reactive C-OH w/o pinacol		G1_00038,>0,/3003,=0,/

		G1_21039		CO_X alcohol reactive C-OH w/ pinacol		G1_00039,>0,/3003,>0,/

		G1_21042		CO_X acid anhydride		F_00042,>0,/3003,=0,/

		G1_21043		CO_X peroxy unreactive		F_00043,>0,/R_00043,=0,/3003,=0,/

		G1_21044		C_X nonhalogenated HC (subclass wo X)		G1_21001,>0,/4507,=0,/

		G1_21046		CO_X epoxide		G1_00046,>0,/3003,=0,/

		G1_21048		C(OS)_X ester unreactive (Alga)		G1_22030,>0,/3040,=0,/

		G1_21049		C(OS)_X ester unreactive (Daphnid)		G1_22030,>0,/3047,=0,/

		G1_21050		CO_X aldehyde normal		U_00050,>0,/3006,=0,/

		G1_21051		CNO_X aldehyde reactive		S_00050,>0,/3006,=0,/

		G1_21052		CNO_X aldehyde aliphatic reactive		G1_21051,>0,/4927,=0,/

		G1_21053		CNO_X aldehyde aromatic reactive		G1_21051,>0,/4927,>0,/

		G1_21059		C_X w/ X, excl. gem-Cl2, 1,2-Cl2, TCE		G1_21017,>0,/6985,=0,/6986,=0,/6987,=0,/

		G1_21060		C_X w/ X, w/ gem-Cl2, 1,2-Cl2, TCE		G1_21017,>0,;6985,>0,|6986,>0,|6987,>0,|

		G1_21063		CO_X peroxy reactive		F_00043,>0,/R_00043,>0,/3003,=0,/

		G1_21124		COS_X thiol		3009,=0,/4538,>0,/

		G1_21145		CS_X thoether unreactive		3004,=0,/4942,>0,/

		G1_21160		CSO-X -SO3H, Sulfonic Acid, sulfo-, -sulfonic acid		3009,=0,/4760,>0,/

		G1_21161		CSO-X sulfoxide, sulfone unreactive		3009,=0,/4946,>0,/

		G1_21162		CS_X disulfide unreactive		3004,=0,/4535,>0,/

		G1_21163		CS_X disulfide reactive		3004,=0,/3535,>0,/

		G1_21182		imide		3006,=0,/U_00182,>0,/

		G1_21203		C_X aliphatic wo X		G1_21044,>0,/4910,=0,/

		G1_21204		C_X aromatic wo X		G1_21044,>0,/4910,>0,/

		G1_21206		Cnos_X reactive  HC		S_00002,>0,/3001,=0,/

		G1_21207		Cnos_X reactive  excl. HC		S_00002,>0,/3001,>0,/

		G1_21208		C_X reactive  HC, excl. ClC=CCCl		G1_21206,>0,/6988,=0,/

		G1_21209		Cnos_X reactive  excl. HC, nC=C		G1_21207,>0,/6065,=0,/

		G1_22000		CN_X NH2 amine unreactive		U_00033,>0,/G1_00010,=0,/

		G1_22001		CN_X amine unreactive NH2=1		G1_22000,>0,/3100,=1,/

		G1_22002		CN_X amine unreactive NH2>1		G1_22000,>0,/3100,>1,/

		G1_22003		CN_X amine mitigated or acid		U_00033,>0,;3122,>0,|G1_00010,>0,

		G1_22004		amine unreactive NH2 =1 aromatic		G1_22001,>0,/4510,>0,/

		G1_22005		CNOSX basic aromatic n reactive		3013,=0,/S_00006,>0,/

		G1_22006		CNOSX basic aromatic n unreactive		3013,=0,/U_00006,>0,/4538,=0,/

		G1_22007		CNO_X amine oxide		3006,=0,/3144,>0,/

		G1_22008		amine unreactive NH2 =1 aliphatic		G1_22001,>0,/4510,=0,/

		G1_22009		CN_X amine unreactive NH2 >1		G1_22002,>0,/3121,<3,/

		G1_22010		CNO_X NH2 amine reactive		3013,=0,/S_10033,>0,/G1_00010,=0,/6099,=0,/

		G1_22011		amine unreactive aromatic w/o  NO2, SO2 w/ o-C		G1_22004,>0,/4321,=0,/3192,=0,/3130,=0,/4700,=0,/

		G1_22012		amine unreactive aromatic w/  NO2, SO2 w/o o-C		G1_22004,>0,;4321,>0,|3192,>0,|3130,>0,|4700,>0,|

		G1_22013		CNO_X NH2 reactive (OH,NH2, hetero-NH2)		G1_22010,>0,;4714,>0,|4713,>0,|

		G1_22014		CNO_X amine NH2 reactive (excl. OH,NH2, hetero-NH)		G1_22010,>0,/4714,=0,/4713,=0,/

		G1_22015		CN_X amine NH2 reactive (hydrazine)		S_10033,>0,/3210,>0,/

		G1_22016		NH2 reactive  (w/o OH, Nv3X3) Daphnid chronic		G1_22010,>0,/3128,=0,/

		G1_22017		NH2 reactive  (w/ OH, Nv3X3) Daphnid chronic		G1_22010,>0,/3128,>0,/

		G1_22020		CN_X amine NH, N< unreactive w/ N-Oxide, N-N=O		3113,>0,|3144,>0,|3120,>0,|3110,>0,;U_00020,>0,;3006,=0,/3030,=0,/

		G1_22021		CNO_X amine unreactive NH, N< aromatic		4227,>0,|4228,>0,;G1_22020,>0,;3002,=0,;4532,=0,/

		G1_22022		CNO_X amine unreactive NH, N< aliphatic		4227,=0,/4228,=0,/G1_22020,>0,/3002,=0,/

		G1_22023		CNO_X amine unreactive NH, N< aliphatic		G1_22020,>0,/3002,>0,/

		G1_22027		CNO_X ketone, aldehyde reactive		S_10025,>0,|U_00050,>0,;3173,>0,;3006,=0,;

		G1_22030		CNO_X ester unreactive  logP<6.1 & 6.1<		U_10030,>0,/3006,=0,/

		G1_22031		CN_X amine NH, N< reactive w (o-, p- N,OH)		S_00020,>0,/6016,>0,/

		G1_22032		CN_X amine NH reactive (hydrazine)		S_00020,>0,/3105,>0,/

		G1_22033		CN_X amine NH reactive (NC=CH2)		S_00020,>0,/6065,>0,/

		G1_22051		CNO_X aldehyde normal, aliphatic		G1_21050,>0,/4927,=0,/

		G1_22052		CNO_X aldehyde normal, aromatic		G1_21050,>0,/4927,>0,/

		G1_22074		CNOS_X basic aromatic n reactive, excl CN n+		G1_22005,>0,/3059,=0,/4150,=0,/

		G1_22080		CNOS_X SH, SS unreactive, w/o c-NH2		3013,=0,/U_00032,>0,/4510,=0,/

		G1_22081		CNOS_X SH reactive		3013,=0,/S_00032,>0,/

		G1_22190		CNOS_X hydrazine general		F_00190,>0,/3013,=0,/

		G1_22191		CNOS_X hydrazine  not in ring		G1_22190,>0,/3210,>1,/

		G1_22192		CNOS_X hydrazine  in ring		G1_22190,>0,/3210,=1,/

		G1_22193		CNOS_X hydrazine w/ NH2		G1_22191,>0,/3114,>0,/

		G1_22194		CNOS_X hydrazine w/o NH2		G1_22191,>0,/3114,=0,/

		G1_23001		CNO_X NaaOH (include chelator)		3006,=0,/6568,>0,/

		G1_23002		CN_X C=N unreactive (not QSAR USE)		3002,=0,/3108,>0,/

		G1_23004		CNOS_X N-hetero ( amine, aldoxime, carbamate = not QSAR use)		3006,=0,/3116,>0,/3103,>0,|3116,>0,/3100,>0,|3116,>0,/3117,>0,|

		G1_23010		CNO_X nitro mono reactive		3006,=0,/R_03131,>0,/3130,=1,/

		G1_23011		CNO_X nitro >1		3006,=0,/R_03131,>0,/3130,>1,/

		G1_23012		CNO_X nitro mono unreactive		3006,=0,/R_03131,=0,/3130,>0,/

		G1_23013		CNO_X nitro mono unreactive (Daphnid)		G1_23012,>0,/3121,=0,/5145,=0,/

		G1_23014		CNO_X nitro mono unreactive (Alga)		G1_23012,>0,/3040,=0,/

		G1_23015		CNO_X nitro >1 w/o 4-hologen, NO2		G1_23011,>0,/6989,=0,/

		G1_23016		CNO_X nitro >1 w/ 4-hologen, NO2		G1_23011,>0,/6989,>0,/

		G1_23020		CNOS_X carbamate unreactive		U_00120,>0,/3013,=0,/

		G1_23021		CNOS_X carbamate reactive (incl isocyanate)		S_00120,>0,/3013,=0,/

		G1_23030		CNOS_X amine NH2 w C=O		G1_00130,>0,/3013,=0,/

		G1_23034		CNOS_X amine aromatic lesstoxic		G1_00134,>0,/3013,=0,/

		G1_23035		CNOS_X amine aromatic slight toxic		G1_00135,>0,/3013,=0,/

		G1_23040		CNOS_X amine sec, aliphatic or aromatic wo n		G1_00140,>0,/3013,=0,/

		G1_23041		CNOS_X amine NH w aromatic n		G1_00141,>0,/3013,=0,/

		G1_23042		CNOS_X amine sec, di-functional		G1_00142,>0,/3013,=0,/

		G1_23043		CNO_X amine sec, aliphatic or aromatic wo n (Daphnid)		3006,=0,/3110,=1,/3121,>0,/4911,=0,/

		G1_23051		CNOS_X amine tert, unreactive w C=O		G1_00151,>0,/3013,=0,/

		G1_23060		CN_X nitril unreactive aliphatic		3002,=0,/U_00003,>0,/4150,=0,/

		G1_23061		CN_X nitril unreactive aromatic		3002,=0,/U_00003,>0,/4150,>0,/

		G1_23062		CN_X nitril unreactive		3002,=0,/S_00003,>0,/

		G1_23063		CNO_X nitril reactive (trial)		3002,>0,/S_00003,>0,/3006,=0,/

		G1_23064		CNO_X nitril unreactive		3002,>0,/U_00003,>0,/3006,=0,/

		G1_23065		CN_X nitril unreactive		3002,=0,/U_00003,>0,/

		G1_23070		amide unreactive		U_00060,>0,/3006,=0,/

		G1_23071		amide reactive		S_00060,>0,/4560,=0,/3176,=0,/

		G1_23072		amide reactive (other class)		S_00060,>0,;4560,>0,|3176,>0,|

		G1_23073		amide unreactive (Daphnid)		3123,>0,/R_00061,=0,/3006,=0,/4911,=0,/

		G1_23074		amide reactive (Daphnid)		3123,>0,/R_00061,>0,/3006,=0,/

		G1_23075		CNO_X amide unreactive (Alga)		3123,>0,/R_00062,=0,/3006,=0,/4911,=0,/

		G1_23076		CNO_X amide reactive (Alga)		3123,>0,/R_00062,>0,/3006,=0,/

		G1_23080		CNOS_X urea unreactive		G1_00180,>0,/3013,=0,/

		G1_23091		CNOS_X hydrazine NH,NH0 (NoQSAR)		G1_00191,>0,/3013,=0,/

		G1_23100		CNOS_X N-hetero unreactive (wo amine, aldoxime, carbamate)		G1_00100,>0,/3013,=0,/

		G1_23106		CNO_X azo		F_03106,>0,/3006,=0,/

		G1_24000		Silicone		5006,>0,/

		G1_24010		Arsenic		5012,>0,/

		G1_24020		organic Tin (II,IV)		F_05017,>0,;5600,>0,|5601,>0,|

		G1_24035		CNOS_X halogen, reactive		S_00007,>0,/3013,=0,/

		G1_24036		CNOS_X halogen, unreactive		U_00007,>0,/3013,=0,/

		G1_24040		CNOSP_X phosphorus unreactive (no  IRAC, HRAC,  reactive alcohol)		3015,=0,/U_00040,>0,/

		G1_24041		CNOSP_X phosphorus reactive (IRAC, HRAC,  reactive alcohol) w/o N,n		5007,=0,/3015,=0,/S_00040,>0,/3140,=0/

		G1_24042		CNOSP_X phosphorus reactive (IRAC, HRAC,  reactive alcohol) w/ N,n		5007,>0,/3015,=0,/S_00040,>0,/

		G1_24043		CNOSP_X  phosphorus		G1_24040,>0,|G1_24041,>0,|G1_24042,>0,|

		G1_25001		CnosX w/o n+ unreactive (Fish Chronic)		U_00002,>0,/3014,=0,/

		G1_25002		CNO_X unreactive (Fish Chronic), excl. (CnosX w/o n+)		U_00002,>0,/3014,>0,/3006,=0,/

		G1_25003		CNO_X reactive (Fish Chronic)		S_00002,>0,/3006,=0,/

		G1_25010		acid general		G1_00010,>0,/R_00051,=0,/3013,=0,/

		G1_25011		CNOS_X oxoacid general, carboxylic, not hindered		G1_25010,>0,/3034,>0,/4034,=0,/

		G1_25012		acid reactive N+=0		S_00051,>0,/3102,=0,/3013,=0,/

		G1_25013		acid reactive N+ >0		S_00051,>0,/3102,>0,/3013,=0,/

		G1_25014		CNOS_X oxoacid general, not carboxylic		G1_25010,>0,/3034,=0,/

		G1_41011		CO_X phenol unreactive (S extension)		U_00009,>0,/3009,=0,/

		G1_41012		CO_X phenol hindered (S extension)		G1_00012,>0,/3009,=0,/

		G1_41013		CO_X phenol bisphenol (S extension)		G1_00013,>0,/3009,=0,/

		G1_41014		CO_X phenol unreactive non halogen (S extension)		G1_00014,>0,/3009,=0,/

		G1_41015		CO_X phenol unreactive halogenated (S extension)		G1_00015,>0,/3009,=0,/

		G1_41016		CO_X phenol o,p di-OH (S extension)		G1_00016,>0,/3009,=0,/

		G1_41019		CNO_X alcohol unreactive (w EO)		G1_00019,>0,/3006,=0,/3003,>0,/

		G1_41020		CNO_X alcohol unreactive (wo EO) fish		G1_00020,>0,/3006,=0,/3003,>0,/

		G1_41021		CNO_X alcohol reactive C-OH w/ proMichael		G1_00021,>0,/3006,=0,/3003,>0,/

		G1_41022		CNO_X alcohol unreactive (w/o EO) (daphnid)		G1_00022,>0,/3006,=0,/3003,>0,/

		G1_41023		CNO_X alcohol reactive (daphnid)		SD_00021,>0,/3006,=0,/3003,>0,/

		G1_41025		excl. CO_X, ketone unreactive		U_00025,>0,/3003,>0,/

		G1_41026		ketone unreactive, excl. (CO_X, C(=O)CCN, nitro)		G1_41025,>0,/4791,=0, /4259,=0,/

		G1_41030		CNO_X ester unreactive, excl. CO_X		U_10030,>0,/3003,>0,/3006,=0,/

		G1_41031		CO_X methacrylate (S extension)		G1_00031,>0,/3009,=0,/

		G1_41032		CO_X acrylate (S extension)		G1_00032,>0,/3009,=0,/

		G1_41033		CO_X ester reactive alcohol (S extension)		3009,=0,/3032,>0,/3053,=0,/3054,>0,/4515,=0,/|3032,>0,/3009,=0/3053,>0,/3054,>0,/4515,=0,/

		G1_41034		CO_X other reactive ester(malonate) (S extension)		G1_00034,>0,/3009,=0,/

		G1_41043		CO_X peroxy 3009		R_00043,>0,/3009,=0,/

		G1_41052		CO_ X aldehyde aromatic reactive		G1_21053,>0,/3003,=0,/

		G1_41053		CNO_ X aldehyde aromatic reactive, excl. CO_X		G1_21053,>0,/3003,>0,/

		G2_30000		element not CNOSPSiAsSnXNa,K		3000,>0,/

		GA_00019		alcohol unreactive (w EO) alga		UA_00021,>0,/3058,>0,/

		GA_00020		alcohol unreactive (wo acid, EO)		UA_00021,>0,/3058,=0,/

		GA_00021		CO_X alcohol reactive C-OH w/o acid		SA_00021,>0,/3003,=0,/

		GA_20040		CO_X ether unreactive excl HRAC (Alga)		3003,=0,/U_00005,>0,/5115,=0,/

		GA_21001		Cnos_X HC		U_00002,>0,/3001,=0,/6984,=0,/

		GA_21002		Cos_X excl. HC (Alga)		G1_21002,>0,/6983,=0,/

		GA_21010		C_X HC aromatic w/o X, biphenyl (Alga)		G1_21010,>0/6984,=0,/

		GA_21020		CO_X alcohol unreactive (wo EO)		GA_00020,>0,/3003,=0,/4507,=0,/

		GA_22008		amine unreactive NH2 =1 aliphatic (alga)		G1_22008,>0,/RA_00033,=0,/

		GA_22015		CN_X amine NH2 reactive (hydrazine) alga (incl. HRAC C1b)		S_10033,>0,;6099,>0,|5096,>0,|

		GA_22023		CNO_X amine unreactive NH, N< aliphatic		G1_22020,>0/3002,>0,/3144,=0,/

		GA_22070		CNOS_X aromatic n unreactive (alga)		G1_22006,>0/RA_00006,=0,/

		GA_22071		CNOS_X aromatic n reactive (alga)		G1_22006,>0/RA_00006,>0,/

		GA_22075		aromatic n reactive (alga)		SA_00006,>0,/5095,=0,/6983,=0,/6981,=0,/

		GA_22080		CNOS_X SH unreactive, Alga, w/o nc(s)-SH		3537,=0,/3013,=0,/U_00032,>0,/

		GA_22081		CNOS_X SH reactive alga excl. SS		G1_22081,>0,/3536,=0/

		GA_22082		CNOS_X SH reactivealga  SS		G1_22081,>0,/3536,>0/

		GA_23020		CNOS_X carbamate unreactive alga		UA_00120,>0,/3013,=0,/

		GA_23021		CNOS_X carbamate reactive alga		SA_00120,>0,/3013,=0,/

		GA_28998		narcotic group (Alga chronic)		G1_21001,>0|G1_21003,>0|G1_21005,>0|G1_21010,>0|G1_21020,>0|G1_21044,>0|G1_21203,>0|G1_21204,>0,;G1_21007,=0,;G1_21008,=0,;3126,=0,

		GA_28999		narcotic group (Alga acute)		G1_21001,>0|G1_21003,>0|G1_21005,>0|G1_21010,>0|G1_21020,>0|G1_21044,>0|G1_21203,>0|G1_21204,>0,|G1_21163,>0,;G1_21008,=0,;3126,=0,

		GA_41020		CNO_X alcohol unreactive (wo EO) alga		GA_00020,>0,/3006,=0,/3003,>0,/

		GA_90014		Cnos_X reactive alga, excl. pyrole		3150,=0,/SA_90014,>0/

		GA_90015		Cnos_X reactive alga, pyrole		3150,>0,/SA_90014,>0/

		GD_22072		CNOS_X aromatic n unreactive (daphnid)		G1_22006,>0/RD_00006,=0,/

		GD_22073		CNOS_X aromatic n reactive (daphnid)		G1_22006,>0/RD_00006,>0,/

		GD_22194		CNOS_X hydrazine w/o NH2 or in ring		G1_22194,>0,|G1_22192,>0,|

		GD_23020		CNOS_X carbamate unreactive daphnid		UD_00120,>0,/3013,=0,/

		GD_23021		CNOS_X carbamate reactive daphnid		SD_00120,>0,/3013,=0,/

		GD_23070		amide unreactive (daphnid)		U_00060,>0,/3006,=0,/R_00061,=0,/

		GD_28998		narcotic group (Daphnid chronic)		G1_21043,>0,|G1_21001,>0|G1_21003,>0|G1_21005,>0|G1_21010,>0|G1_21020,>0|G1_21044,>0|G1_21203,>0|G1_21204,>0,;G1_21008,=0,;SD_00021,=0,

		GD_28999		narcotic group (Daphnid acute)		G1_21043,>0,|G1_21001,>0|G1_21003,>0|G1_21005,>0|G1_21010,>0|G1_21020,>0|G1_21044,>0|G1_21203,>0|G1_21204,>0,;G1_21008,=0,;SD_00021,=0,;G1_21018,=0,;

		GF_22006		CNOS_X aromatic n unreactive (fish) excl. triazine		G1_22006,>0/4815,=0,/

		GF_22007		CNOS_X aromatic n unreactive (fish) triazine		G1_22006,>0/4815,>0,/

		GF_22081		CNOS_X SH reactive fish excl. thiophenol		G1_22081,>0,/3234,=0/

		GF_22082		CNOS_X SH reactive fish thiophenol		G1_22081,>0,/3234,>0/

		GF_28998		narcotic group (Fish chronic)		G1_21001,>0|G1_21003,>0|G1_21005,>0|G1_21010,>0|G1_21020,>0|G1_21044,>0|G1_21203,>0|G1_21204,>0

		GF_28999		narcotic group (Fish acute)		G1_21043,>0,|G1_21001,>0|G1_21003,>0|G1_21005,>0|G1_21010,>0|G1_21020,>0|G1_21044,>0|G1_21203,>0|G1_21204,>0

		GFD_90015		Cnos_X reactive alga, n,cC=C		4511,>0,/SFD_90014,>0/

		GFD_90016		Cnos_X reactive alga, excl. n,cC=C		4511,=0,/SFD_90014,>0/

		GT_06000		alcohol primary		G1_06000,>0,/3054,=0,/3053,=0,/3003,=0,/

		R_00001		C=O reactive (ketone, ester, acid)		3053,>0,|3054,>0|3055,>0,|3056,>0,|4515,>0|3054,>0,|4791,>0,|3036,>0,|6112,>0,|3174,>0,|

		R_00002		C_X_nos reactive		4519,>0,|4528,>0,|4520,>0,|4511,>0,|

		R_00003		nitril reactive		3143,>0,|5144,>0,|5148,>0,|5150,>0,|5159,>0,|5170,>0,|4527,>0,|

		R_00004		cation N, P, S		4532,>0,/6099,=0,/

		R_00005		ether reactive		4541,>0,|3195,>0,|

		R_00006		basic aromatic n		3030,>0,|3100,>0,|3104,>0,|3102,>0,|3120,>0,|4511,>0,|3119,>0,|4731,>0,|4813,>0,|

		R_00007		halogen reactive, X-hetero, X-C=hetero		3118,>0,|4520,>0,|3053,>0,|6105,>0,|3143,>0,|4544,>0,|5603,>0;7999,=0,/

		R_00009		phenol reactive		6040,>0,|6041,>0,|6042,>0,|

		R_00020		CN_X amine reactive NH, N< incl. NH2		3105,>0,|6065,>0,|6016,>0,|3100,>0,|

		R_00032		S reactive		3234,>0,|3235,>0,|3535,>0,|3537,>0,|3536,>0,|

		R_00033		CN_X amine reactive NH2		3134,>0,|3114,>0,|3128,>0,|3135,>0,|3136,>0,|4714,>0|6099,>0,|

		R_00040		phosphorus IRAC, HRAC		5125,>0,|5169,>0,|5173,>0,|

		R_00043		peroxy reactive		4554,>0,/

		R_00050		aldehyde reactive		3151,>0,|3152,>0,|3153,>0,|3160,>0,|3161,>0,|3162,>0,|3163,>0,|3164,>0,|3165,>0,|3166,>0,|3167,>0,|3168,>0,|3169,>0,|3170,>0,|

		R_00051		acid reactive		3181,>0,|3182,>0,|3183,>0,|3184,>0,|3185,>0,|3186,>0,|

		R_00060		amide reactive		3160,>0,|3171,>0,|3172,>0,|3173,>0,|3174,>0,|3175,>0,|3176,>0,|3137,>0,|4560,>0,|

		R_00061		amide reactive (Daphnid)		3129,>0,|

		R_00062		amide reactive (Alga)		5104,>0,|5084,>0,|

		R_00120		carbamate reactive		3200,>0,|3201,>0,|3202,>0,|6046,>0,|

		R_00181		urea reactive		3121,>0,|3055,>0,|3118,>0,|

		R_00182		imide reactive		3200,>0,|

		R_03054		O-alkenyl,alkynyl,halogen, ketene		3190,>0,|3061,>0,|3192,>0,|3193,>0,|3194,>0,|3065,>0,|3196,>0,|

		R_03131		nitro reactive		3098,>0,|3099,>0,|3130,>1,|3127,>0,|3096,>0,|

		RA_00002		C_X_nos reactive		6983,>0,|3150,>0,|4511,>0,|

		RA_00006		basic aromatic n (alga)		5095,>0,|5081,>0,|6983,>0,|

		RA_00021		alcohol reactive C-OH (Alga)		3061,>0,|3062,>0,|3063,>0,|3065,>0,|

		RA_00033		CN_X amine reactive NH2 (alga)		5096,>0,|

		RA_03132		carbamate reactive daphnid		5100,>0,|

		RA_30000		alga specific reactive		5095,>0,|3040,>6,|5104,>0,|4714,>0,|5100,>0,|5096,>0,|5036,>0,|3131,>0,|3114,>0,|4724,>3,|6600,>0,|3055,>0,|

		RD_00006		basic aromatic n (daphnid)		5095,>0,|

		RD_00021		alcohol reactive C-OH (Daphnid)		3061,>0,|3062,>0,|3063,>0,|3066,>0,|

		RD_03132		carbamate reactive daphnid		5141,>0,|

		RD_30000		daphnid specific reactive		5173,>0,|5141,>0,|3235,>0,|3100,>0,|3151,>0,|6046,>0,;3122,=0;

		RF_00021		alcohol reactive C-OH (Fish)		3061,>0,|3062,>0,|3063,>0,|3064,>0,|3065,>0,|

		RF_30000		Fish specific reactive		3061,>0,|6046,>0,|3053,>0,|4520,>0,|4532,>0,|3151,>0,|6099,>0,|4714,>0,|4119,>0,|4907,>0,|4511,>0,|4544,>0,|5172,>0,|4525,>0,|4781,>0,|3151,>0,|3174,>0,|3143,>0,|3140,>0,|

		RFD_00002		C_X_nos reactive		4511,>0,|3118,>0,|3150,>0,|

		S_00002		Cnos reactive		R_00002,>0,/3000,=0,/

		S_00003		nitril reactive		3104,>0,/R_00003,>0,/

		S_00005		ether reactive		3044,>0,/3030,=0,/R_00005,>0,/

		S_00006		aromatic n reactive		4911,>0,/R_00006,>0,/7999,=0,/

		S_00007		halogen reactive		R_00007,>0,/F_00007,>0,/

		S_00020		CN_X amine NH2 reactive		R_00020,>0,/G1_00010,=0,/

		S_00030		ester reactive		3032,>0,/R_00001,>0,/

		S_00032		SH, SS reactive		3234,>0,|3235,>0,|3535,>0,|3537,>0,|3536,>0,|

		S_00040		phosphorus reactive (IRAC, HRAC,  reactive alcohol)		5018,>0;R_00040,>0,|RF_00021,>0,|

		S_00050		aldehyde reactive		3036,>0,/R_00050,>0,/

		S_00051		acid reactive		G1_00010,>0,/R_00051,>0,/

		S_00060		amide reactive		R_00060,>0,/3123,>0,/

		S_00120		carbamate reactive  (incl isocyanate)		6046,>0,|3041,>0,;R_00120,>0,/

		S_00181		urea reactive		3109,>0,/R_00181,>0,/

		S_00182		imide		4555,>0,/R_00182,>0,/

		S_10025		ketone reactive		3031,>0,/R_00001,>0,/

		S_10033		CN_X amine reactive NH2		3100,>0,/R_00033,>0,/

		S_20009		phenol reactive		R_00009,>0,/

		SA_00006		aromatic n reactive (alga)		4911,>0,;R_00006,>0,|RA_00006,>0,|

		SA_00021		alcohol reactive C-OH w/o acid		3046,>0,/3030,=0,/RA_00021,>0,/G1_00010,=0,/

		SA_00120		carbamate reactive alga (incl isocyanate)		6046,>0,|3041,>0,/RA_03132,>0,/

		SA_30000		alga specific reactive		RA_30000,>0,/

		SA_90014		Cnos_X reactive alga		C_80014,>0,/RA_00002,>0,/

		SD_00006		aromatic n reactive (daphnid)		4911,>0,;R_00006,>0,|RD_00006,>0,|

		SD_00021		alcohol reactive (daphnid)		3046,>0,/3030,=0,/RD_00021,>0,/G1_00010,=0,/

		SD_00120		carbamate reactive daphnid (incl isocyanate)		6046,>0,|3041,>0,;RD_03132,>0,/

		SD_30000		alga specific reactive		RD_30000,>0,/

		SF_00021		alcohol reactive		3046,>0,/3030,=0,/RF_00021,>0,/G1_00010,=0,/

		SF_30000		alga specific reactive		RF_30000,>0,/

		SFD_90014		Cnos_X reactive fish, daphnid		C_80014,>0,/RFD_00002,>0,/

		U_00002		C_X_nos unreactive		R_00002,=0,/

		U_00003		nitril unreactive		3104,>0,/R_00003,=0,/

		U_00005		ether, acetal unreactive		3145,>0,|3044,>0,;3030,=0;R_00005,=0,;

		U_00006		aromatic n unreactive		4911,>0,;R_00006,=0,|7999,>0,|

		U_00007		halogen reactive		R_00007,=0,/F_00007,>0,/

		U_00009		phenol not reactive, not acid		3047,>0,/R_00009,=0,/G1_00010,=0,/

		U_00020		amine NH, N< unreactive		R_00020,=0,/G1_00010,=0,/

		U_00025		ketone unreactive		3031,>0,/R_00001,=0,/G1_00010,=0,/

		U_00032		S unreactive hindered SH, SS, S(=O)		R_00032,=0,;3236,>0,|3536,>0,|4946,>0,|

		U_00033		CN_X amine reactive NH2		3100,>0,/R_00033,=0,/

		U_00040		phosphorus unreactive (no  IRAC, HRAC,  reactive alcohol)		5018,>0,/R_00040,=0,/RF_00021,=0,/

		U_00050		aldehyde general		3036,>0,/R_00050,=0,/

		U_00051		acid general		G1_00010,>0,/R_00051,=0,/

		U_00060		amide unreactive		R_00060,=0,/3123,>0,/4911,=0,/

		U_00120		carbamate unreactive fish		3041,>0,/R_00120,=0,/

		U_00181		urea unreactive		3141,>0,|3109,>0,;R_00181,=0,/

		U_00182		imide		4555,>0,/R_00182,=0,/

		U_10030		ester unreactive		3032,>0,/R_00001,=0,/G1_00010,=0,/

		UA_00006		aromatic n unreactive (alga)		4911,>0,/R_00006,=0,/RA_00006,=0,/

		UA_00021		alcohol unreactive C-OH w/o acid (Alga)		3046,>0,/3030,=0,/RA_00021,=0,/G1_00010,=0,/

		UA_00120		carbamate unreactive alga		3041,>0,/RA_03132,=0,/

		UA_30000		alga not specific reactive		RA_30000,=0,/

		UA_80014		Cnos_X unreactive alga		C_80014,>0,/RA_00002,=0,/

		UD_00006		aromatic n unreactive (daohnid)		4911,>0,/R_00006,=0,/RD_00006,=0,/

		UD_00021		CO_X alcohol reactive C-OH w/o acid (Daphnid)		3046,>0,/3030,=0,/RD_00021,=0,/G1_00010,=0,/

		UD_00120		carbamate unreactive daphnid		3041,>0,/RD_03132,=0,/

		UD_30000		alga not specific reactive		RD_30000,=0,/

		UF_00021		CO_X alcohol reactive C-OH w/o acid (Fish)		3046,>0,/3030,=0,/RF_00021,=0,/G1_00010,=0,/

		UF_30000		alga not specific reactive		RF_30000,=0,/

		UFD_80014		Cnos_X reactive fish, daphnid		C_80014,>0,/RFD_00002,=0,/

		US_00003		ester not alcohol  reactive		S_00030,>0,/R_03054,=0,/





qsar_data

		QsarID		QsarClassName		ClassID		Equation		Log P Range		FragIDs_for_AD		n		R2		RMSE		Q2(leave-one-out)		ratio1

		20001241		phenol hindered		G1_00012		y = 0.58logP -0.48		[3.46,5.33]		5008,5055		10		0.75		0.21		0.61		10

		20001441		phenol unreactive		G1_00014		y = 0.55logP +0.02		[0.88,5.99]		5008,5016,5020,5021,5041,5042,5054,5115,5159		30		0.81		0.34		0.77		30

		20001541		phenol unreactive w/o X		G1_00015		y = 0.52logP -0.01		[0.88,5.99]		5008,5016,5041,5042,5054,5159		21		0.86		0.28		0.81		21

		20005441		phenol unreactive excl. Diphenylether HRAC Ea		G1_00054		y = 0.54logP +0.05		[0.88,5.99]		5008,5016,5020,5021,5041,5042,5054,5159		29		0.80		0.33		0.76		29

		20536041		n+, N+		G1_05360		y = 0.53logP +1.38		[-3.29,5.18]		5007,5008,5038,5045,5201,5500		5		0.94		0.46		0.88		5

		22004041		CO_X ether unreactive		G1_20040		y = 0.94logP -1.43		[1.34,5.10]		5008,5054,5055,5061,5067,5068,5115,5139,5155		14		0.82		0.44		0.72		14

		22100241		Cnos_X unreactive excl. HC		G1_21002		y = 0.89logP -1.06		[0.61,4.17]		5004,5007,5016,5081,5500		11		0.94		0.25		0.90		11

		22100341		C_X HC aliphatic (unreactive )  w/ X		G1_21003		y = 0.88logP -1.06		[1.61,4.52]		5047,5067,5155		14		0.82		0.30		0.77		14

		22101041		C_X_aromatic w/o X,  fused R=0		G1_21010		y = 0.51logP +0.03		[2.54,5.52]		5041,5042		16		0.80		0.23		0.74		16

		22102041		CO_X alcohol unreactive		G1_21020		y = 0.81logP -1.30		[1.08,5.81]		5008,5146,5155		13		0.79		0.59		0.70		13

		22102241		CO_X alcohol unreactive (w/o EO) (daphnid)		G1_21022		y = 0.73logP -1.14		[0.78,5.81]		5008,5067,5146,5155		13		0.86		0.46		0.80		13

		22103041		COS_X ester unreactive		G1_21030		y = 0.58logP -0.72		[0.36,5.28]		5008,5129,5155		10		0.91		0.32		0.84		10

		22104941		CNO_X ester unreactive (Daphnid)		G1_21049		y = 0.59logP -0.75		[0.36,5.28]		5008,5129,5155		9		0.91		0.33		0.84		9

		22105941		C_X w/ X, excl. gem-Cl2, 1,2-Cl2, TCE		G1_21059		y = 0.91logP -1.24		[1.98,4.52]		5047,5067,5155		7		0.98		0.10		0.97		7

		22120341		C_X aliphatic w/o X		G1_21203		y = 0.79logP -0.88		[2.58,5.80]				16		0.73		0.42		0.66		16

		22202141		CN_X amine unreactive NH, N< aromatic		G1_22021		y = 0.56logP +0.26		[1.62,4.47]		5007,5500		6		0.97		0.11		0.92		6

		22202241		CN_X amine unreactive NH, N< aliphatic		G1_22022		y = 0.29logP -0.01		[-0.80,4.37]		5007,5038,5500		5		0.95		0.11		0.74		5

		22207241		CNOS_X aromatic n unreactive (daphnid)		GD_22072		y = 0.93logP -0.97		[-0.11,3.82]		5004,5007,5008,5016,5072,5081,5201,5500		17		0.85		0.39		0.82		17

		22301341		CNO_X nitro mono unreactive (Daphnid)		G1_23013		y = 0.79logP -0.72		[1.36,3.10]		5007,5008,5020,5042		7		0.86		0.17		0.70		7

		22307341		CNO_X amide unreactive (Daphnid)		G1_23073		y = 0.88logP -1.84		[0.99,5.62]		5007,5008,5067,5077,5084,5104,5155		6		0.88		0.51		0.70		6

		22310041		CNOS_X N-hetero unreactive (w/o amine, aldoxime, carbamate)		G1_23100		y = 1.10logP -1.22		[0.91,3.47]		5007,5008,5016,5072,5081,5201		6		0.78		0.52		0.63		6

		22899941		narcotic group (Daphnid acute)		GD_28999		y = 0.71logP -0.72		[1.08,5.88]		5008,5020,5021,5041,5042,5047,5067,5072,5074,5075,5138,5146,5155,5201		80		0.76		0.41		0.75		80

		28001441		Cnos_X unreactive fish, daphnid		UFD_80014		y = 0.82logP -0.93		[0.80,4.17]		5007,5016		7		0.96		0.16		0.90		7





training_set

		Order		QsarID		QsarClassName		SMILES_in_KATE		MolID		CAS_RN		Chemical_Name		Molecular weight estimated by SMILES in KATE		Training_set_log_(1/NOEC [mM])_in_KATE		Measured_NOEC_[mg/L]		KOWWIN

		1		20001241		phenol hindered		Cc1cc(c(O)c(c1)C(C)(C)C)C(C)(C)C		1000254		128-37-0		Phenol, 2,6-bis(1,1-dimethylethyl)-4-methyl-		220.36		2.42		0.84		5.03

		2		20001241		phenol hindered		Cc1cc(C)c(O)c(c1)C(C)(C)C		1000343		1879-09-0		Phenol, 2-(1,1-dimethylethyl)-4,6-dimethyl-		178.28		1.79		2.90		4.52

		3		20001241		phenol hindered		Oc(c(ccc1)C(C)(C)C)c1C		1000371		2219-82-1		Phenol, 2-(1,1-dimethylethyl)-6-methyl-		164.25		1.49		5.30		3.97

		4		20001241		phenol hindered		Cc1ccc(O)c(c1)C(C)(C)C		1000387		2409-55-4		Phenol, 2-(1,1-dimethylethyl)-4-methyl-		164.25		1.78		2.70		3.97

		5		20001241		phenol hindered		COc1ccc(O)c(c1)C(C)(C)C		1000401		25013-16-5		Butylated hydroxyanisole		180.25		1.89		2.30		3.50

		6		20001241		phenol hindered		CCC(C)c1cccc(C(C)CC)c1O		1000558		5510-99-6		2,6-Di-sec-butylphenol		206.33		2.33		0.96		4.56

		7		20001241		phenol hindered		Cc1ccc(c(O)c1)C(C)(C)C		1000831		88-60-8		Phenol, 2-(1,1-dimethylethyl)-5-methyl-		164.25		1.74		3.00		3.97

		8		20001241		phenol hindered		CCC(C)c1ccccc1O		1000839		89-72-5		Phenol, 2-(1-methylpropyl)-		150.22		1.57		4.00		3.46

		9		20001241		phenol hindered		CC(C)c1ccc(C)cc1O		1000840		89-83-8		Phenol, 5-methyl-2-(1-methylethyl)-		150.22		1.52		4.50		3.52

		10		20001241		phenol hindered		CC(C)(C)c1ccc(O)c(c1)C(C)(C)C		1000921		96-76-4		Phenol, 2,4-bis(1,1-dimethylethyl)-		206.33		2.80		0.33		5.33

		11		20001441		phenol unreactive		Cc1ccc(O)c(C)c1		1000057		105-67-9		Phenol, 2,4-dimethyl-		122.17		1.46		4.20		2.61

		12		20001441		phenol unreactive		Oc1ccc(Br)cc1		1000061		106-41-2		Phenol, 4-bromo-		173.01		1.61		4.20		2.40

		13		20001441		phenol unreactive		Cc1ccc(O)cc1		1000064		106-44-5		Phenol, 4-methyl-		108.14		1.19		7.00		2.06

		14		20001441		phenol unreactive		Oc1ccc(Cl)cc1		1000067		106-48-9		Phenol, 4-chloro-		128.56		1.71		2.50		2.16

		15		20001441		phenol unreactive		Oc1ccccc1		1000107		108-95-2		Phenol		94.11		0.80		15.00		1.51

		16		20001441		phenol unreactive		Oc1c(Br)cc(Br)cc1Br		1000201		118-79-6		Phenol, 2,4,6-tribromo-		330.80		2.18		2.20		4.18

		17		20001441		phenol unreactive		Oc1ccc(Cl)cc1Cl		1000212		120-83-2		Phenol, 2,4-dichloro-		163.00		1.87		2.20		2.80

		18		20001441		phenol unreactive		COc1ccc(C(=O)c2ccccc2)c(O)c1		1000260		131-57-7		Methanone, (2-hydroxy-4-methoxyphenyl)phenyl-		228.25		2.08		1.90		3.52

		19		20001441		phenol unreactive		Oc1ccccc1c2ccccc2		1000263		132-27-4		Sodium o-phenylphenol		170.21		1.78		3.20		3.28

		20		20001441		phenol unreactive		O=CC1=CC(OC)=C(O)C(OC)=C1		1000270		134-96-3		4-Hydroxy-3,5-dimethoxybenzaldehyde		182.18		0.64		42.00		0.88

		21		20001441		phenol unreactive		Oc1ccc2ccccc2c1		1000271		135-19-3		2-Naphthalenol		144.17		1.43		5.30		2.69

		22		20001441		phenol unreactive		CCCCCc1ccc(O)cc1		1000310		14938-35-3		Phenol, 4-pentyl-		164.25		2.26		0.90		4.02

		23		20001441		phenol unreactive		CCCCCCCCc1ccc(O)cc1		1000339		1806-26-4		Phenol, 4-octyl-		206.33		2.69		0.42		5.50

		24		20001441		phenol unreactive		CCCCCCCCCc1ccc(O)cc1		1000403		25154-52-3		Phenol, nonyl-		220.36		3.57		0.06		5.99

		25		20001441		phenol unreactive		Oc1cc(Cl)ccc1Oc2ccc(Cl)cc2Cl		1000453		3380-34-5		Phenol, 5-chloro-2-(2,4-dichlorophenoxy)-		289.55		3.03		0.27		4.66

		26		20001441		phenol unreactive		CC(=C)c1ccc(O)cc1		1000493		4286-23-1		4-(1-Methylvinyl)phenol		134.18		1.51		4.10		2.96

		27		20001441		phenol unreactive		Cc1cccc(C)c1O		1000589		576-26-1		Phenol, 2,6-dimethyl-		122.17		1.05		11.00		2.61

		28		20001441		phenol unreactive		Oc1c(Cl)cc(Cl)c(Cl)c1Cl		1000598		58-90-2		Phenol, 2,3,4,6-tetrachloro-		231.89		2.22		1.40		4.09

		29		20001441		phenol unreactive		CC(C)(c1ccccc1)c2ccc(O)cc2		1000611		599-64-4		Phenol, 4-(1-methyl-1-phenylethyl)-		212.29		2.10		1.70		4.12

		30		20001441		phenol unreactive		Oc1ccc(Br)cc1Br		1000631		615-58-7		Phenol, 2,4-dibromo-		251.91		2.08		2.10		3.29

		31		20001441		phenol unreactive		Oc1c(cccc1)C=C		1000636		61788-44-1		STYRENATED PHENOL		120.15		1.42		4.60		2.41

		32		20001441		phenol unreactive		Oc1ccc(cc1)S(=O)(=O)c2ccc(O)cc2		1000781		80-09-1		Phenol, 4,4'-sulfonylbis-		250.27		0.40		100.00		1.65

		33		20001441		phenol unreactive		Oc1ccc(cc1)C2CCC(CC2)c3ccc(O)cc3		1000801		843-55-0		4,4'-(cyclohexane-1,4-diyl)diphenol		268.36		2.17		1.80		5.48

		34		20001441		phenol unreactive		Oc1c(Cl)c(Cl)c(Cl)c(Cl)c1Cl		1000824		87-86-5		Phenol, pentachloro-		266.34		3.38		0.11		4.74

		35		20001441		phenol unreactive		COc1ccccc1O		1000843		90-05-1		Phenol, 2-methoxy-		124.14		0.63		29.00		1.34

		36		20001441		phenol unreactive		Oc1ccc(cc1)c2ccc(O)cc2		1000872		92-88-6		1,1'-Biphenyl -4,4'-diol		186.21		2.01		1.80		2.80

		37		20001441		phenol unreactive		Oc(c(ccc1C)C)c1		1000909		95-87-4		Phenol, 2,5-dimethyl-		122.17		1.37		5.20		2.61

		38		20001441		phenol unreactive		Oc1cc(Cl)c(Cl)cc1Cl		1000910		95-95-4		Phenol, 2,4,5-trichloro-		197.45		2.30		0.98		3.45

		39		20001441		phenol unreactive		CCC(C)c1ccc(O)cc1		1000947		99-71-8		Phenol, 4-(1-methylpropyl)-		150.22		1.69		3.10		3.46

		40		20001441		phenol unreactive		COC(=O)c1ccc(O)cc1		1000948		99-76-3		Benzoic acid, 4-hydroxy-, methyl ester		152.15		0.63		36.00		2.00

		41		20001541		phenol unreactive w/o X		Cc1ccc(O)c(C)c1		1000057		105-67-9		Phenol, 2,4-dimethyl-		122.17		1.46		4.20		2.61

		42		20001541		phenol unreactive w/o X		Cc1ccc(O)cc1		1000064		106-44-5		Phenol, 4-methyl-		108.14		1.19		7.00		2.06

		43		20001541		phenol unreactive w/o X		Oc1ccccc1		1000107		108-95-2		Phenol		94.11		0.80		15.00		1.51

		44		20001541		phenol unreactive w/o X		COc1ccc(C(=O)c2ccccc2)c(O)c1		1000260		131-57-7		Methanone, (2-hydroxy-4-methoxyphenyl)phenyl-		228.25		2.08		1.90		3.52

		45		20001541		phenol unreactive w/o X		Oc1ccccc1c2ccccc2		1000263		132-27-4		Sodium o-phenylphenol		170.21		1.78		3.20		3.28

		46		20001541		phenol unreactive w/o X		O=CC1=CC(OC)=C(O)C(OC)=C1		1000270		134-96-3		4-Hydroxy-3,5-dimethoxybenzaldehyde		182.18		0.64		42.00		0.88

		47		20001541		phenol unreactive w/o X		Oc1ccc2ccccc2c1		1000271		135-19-3		2-Naphthalenol		144.17		1.43		5.30		2.69

		48		20001541		phenol unreactive w/o X		CCCCCc1ccc(O)cc1		1000310		14938-35-3		Phenol, 4-pentyl-		164.25		2.26		0.90		4.02

		49		20001541		phenol unreactive w/o X		CCCCCCCCc1ccc(O)cc1		1000339		1806-26-4		Phenol, 4-octyl-		206.33		2.69		0.42		5.50

		50		20001541		phenol unreactive w/o X		CCCCCCCCCc1ccc(O)cc1		1000403		25154-52-3		Phenol, nonyl-		220.36		3.57		0.06		5.99

		51		20001541		phenol unreactive w/o X		CC(=C)c1ccc(O)cc1		1000493		4286-23-1		4-(1-Methylvinyl)phenol		134.18		1.51		4.10		2.96

		52		20001541		phenol unreactive w/o X		Cc1cccc(C)c1O		1000589		576-26-1		Phenol, 2,6-dimethyl-		122.17		1.05		11.00		2.61

		53		20001541		phenol unreactive w/o X		CC(C)(c1ccccc1)c2ccc(O)cc2		1000611		599-64-4		Phenol, 4-(1-methyl-1-phenylethyl)-		212.29		2.10		1.70		4.12

		54		20001541		phenol unreactive w/o X		Oc1c(cccc1)C=C		1000636		61788-44-1		STYRENATED PHENOL		120.15		1.42		4.60		2.41

		55		20001541		phenol unreactive w/o X		Oc1ccc(cc1)S(=O)(=O)c2ccc(O)cc2		1000781		80-09-1		Phenol, 4,4'-sulfonylbis-		250.27		0.40		100.00		1.65

		56		20001541		phenol unreactive w/o X		Oc1ccc(cc1)C2CCC(CC2)c3ccc(O)cc3		1000801		843-55-0		4,4'-(cyclohexane-1,4-diyl)diphenol		268.36		2.17		1.80		5.48

		57		20001541		phenol unreactive w/o X		COc1ccccc1O		1000843		90-05-1		Phenol, 2-methoxy-		124.14		0.63		29.00		1.34

		58		20001541		phenol unreactive w/o X		Oc1ccc(cc1)c2ccc(O)cc2		1000872		92-88-6		1,1'-Biphenyl -4,4'-diol		186.21		2.01		1.80		2.80

		59		20001541		phenol unreactive w/o X		Oc(c(ccc1C)C)c1		1000909		95-87-4		Phenol, 2,5-dimethyl-		122.17		1.37		5.20		2.61

		60		20001541		phenol unreactive w/o X		CCC(C)c1ccc(O)cc1		1000947		99-71-8		Phenol, 4-(1-methylpropyl)-		150.22		1.69		3.10		3.46

		61		20001541		phenol unreactive w/o X		COC(=O)c1ccc(O)cc1		1000948		99-76-3		Benzoic acid, 4-hydroxy-, methyl ester		152.15		0.63		36.00		2.00

		62		20005441		phenol unreactive excl. Diphenylether HRAC Ea		Cc1ccc(O)c(C)c1		1000057		105-67-9		Phenol, 2,4-dimethyl-		122.17		1.46		4.20		2.61

		63		20005441		phenol unreactive excl. Diphenylether HRAC Ea		Oc1ccc(Br)cc1		1000061		106-41-2		Phenol, 4-bromo-		173.01		1.61		4.20		2.40

		64		20005441		phenol unreactive excl. Diphenylether HRAC Ea		Cc1ccc(O)cc1		1000064		106-44-5		Phenol, 4-methyl-		108.14		1.19		7.00		2.06

		65		20005441		phenol unreactive excl. Diphenylether HRAC Ea		Oc1ccc(Cl)cc1		1000067		106-48-9		Phenol, 4-chloro-		128.56		1.71		2.50		2.16

		66		20005441		phenol unreactive excl. Diphenylether HRAC Ea		Oc1ccccc1		1000107		108-95-2		Phenol		94.11		0.80		15.00		1.51

		67		20005441		phenol unreactive excl. Diphenylether HRAC Ea		Oc1c(Br)cc(Br)cc1Br		1000201		118-79-6		Phenol, 2,4,6-tribromo-		330.80		2.18		2.20		4.18

		68		20005441		phenol unreactive excl. Diphenylether HRAC Ea		Oc1ccc(Cl)cc1Cl		1000212		120-83-2		Phenol, 2,4-dichloro-		163.00		1.87		2.20		2.80

		69		20005441		phenol unreactive excl. Diphenylether HRAC Ea		COc1ccc(C(=O)c2ccccc2)c(O)c1		1000260		131-57-7		Methanone, (2-hydroxy-4-methoxyphenyl)phenyl-		228.25		2.08		1.90		3.52

		70		20005441		phenol unreactive excl. Diphenylether HRAC Ea		Oc1ccccc1c2ccccc2		1000263		132-27-4		Sodium o-phenylphenol		170.21		1.78		3.20		3.28

		71		20005441		phenol unreactive excl. Diphenylether HRAC Ea		O=CC1=CC(OC)=C(O)C(OC)=C1		1000270		134-96-3		4-Hydroxy-3,5-dimethoxybenzaldehyde		182.18		0.64		42.00		0.88

		72		20005441		phenol unreactive excl. Diphenylether HRAC Ea		Oc1ccc2ccccc2c1		1000271		135-19-3		2-Naphthalenol		144.17		1.43		5.30		2.69

		73		20005441		phenol unreactive excl. Diphenylether HRAC Ea		CCCCCc1ccc(O)cc1		1000310		14938-35-3		Phenol, 4-pentyl-		164.25		2.26		0.90		4.02

		74		20005441		phenol unreactive excl. Diphenylether HRAC Ea		CCCCCCCCc1ccc(O)cc1		1000339		1806-26-4		Phenol, 4-octyl-		206.33		2.69		0.42		5.50

		75		20005441		phenol unreactive excl. Diphenylether HRAC Ea		CCCCCCCCCc1ccc(O)cc1		1000403		25154-52-3		Phenol, nonyl-		220.36		3.57		0.06		5.99

		76		20005441		phenol unreactive excl. Diphenylether HRAC Ea		CC(=C)c1ccc(O)cc1		1000493		4286-23-1		4-(1-Methylvinyl)phenol		134.18		1.51		4.10		2.96

		77		20005441		phenol unreactive excl. Diphenylether HRAC Ea		Cc1cccc(C)c1O		1000589		576-26-1		Phenol, 2,6-dimethyl-		122.17		1.05		11.00		2.61

		78		20005441		phenol unreactive excl. Diphenylether HRAC Ea		Oc1c(Cl)cc(Cl)c(Cl)c1Cl		1000598		58-90-2		Phenol, 2,3,4,6-tetrachloro-		231.89		2.22		1.40		4.09

		79		20005441		phenol unreactive excl. Diphenylether HRAC Ea		CC(C)(c1ccccc1)c2ccc(O)cc2		1000611		599-64-4		Phenol, 4-(1-methyl-1-phenylethyl)-		212.29		2.10		1.70		4.12

		80		20005441		phenol unreactive excl. Diphenylether HRAC Ea		Oc1ccc(Br)cc1Br		1000631		615-58-7		Phenol, 2,4-dibromo-		251.91		2.08		2.10		3.29

		81		20005441		phenol unreactive excl. Diphenylether HRAC Ea		Oc1c(cccc1)C=C		1000636		61788-44-1		STYRENATED PHENOL		120.15		1.42		4.60		2.41

		82		20005441		phenol unreactive excl. Diphenylether HRAC Ea		Oc1ccc(cc1)S(=O)(=O)c2ccc(O)cc2		1000781		80-09-1		Phenol, 4,4'-sulfonylbis-		250.27		0.40		100.00		1.65

		83		20005441		phenol unreactive excl. Diphenylether HRAC Ea		Oc1ccc(cc1)C2CCC(CC2)c3ccc(O)cc3		1000801		843-55-0		4,4'-(cyclohexane-1,4-diyl)diphenol		268.36		2.17		1.80		5.48

		84		20005441		phenol unreactive excl. Diphenylether HRAC Ea		Oc1c(Cl)c(Cl)c(Cl)c(Cl)c1Cl		1000824		87-86-5		Phenol, pentachloro-		266.34		3.38		0.11		4.74

		85		20005441		phenol unreactive excl. Diphenylether HRAC Ea		COc1ccccc1O		1000843		90-05-1		Phenol, 2-methoxy-		124.14		0.63		29.00		1.34

		86		20005441		phenol unreactive excl. Diphenylether HRAC Ea		Oc1ccc(cc1)c2ccc(O)cc2		1000872		92-88-6		1,1'-Biphenyl -4,4'-diol		186.21		2.01		1.80		2.80

		87		20005441		phenol unreactive excl. Diphenylether HRAC Ea		Oc(c(ccc1C)C)c1		1000909		95-87-4		Phenol, 2,5-dimethyl-		122.17		1.37		5.20		2.61

		88		20005441		phenol unreactive excl. Diphenylether HRAC Ea		Oc1cc(Cl)c(Cl)cc1Cl		1000910		95-95-4		Phenol, 2,4,5-trichloro-		197.45		2.30		0.98		3.45

		89		20005441		phenol unreactive excl. Diphenylether HRAC Ea		CCC(C)c1ccc(O)cc1		1000947		99-71-8		Phenol, 4-(1-methylpropyl)-		150.22		1.69		3.10		3.46

		90		20005441		phenol unreactive excl. Diphenylether HRAC Ea		COC(=O)c1ccc(O)cc1		1000948		99-76-3		Benzoic acid, 4-hydroxy-, methyl ester		152.15		0.63		36.00		2.00

		91		20536041		n+, N+		C[N+](C)(C)CC(=O)NN		1000235		123-46-6		Ethanaminium, 2-hydrazino-N,N,N-trimethyl-2-oxo-, chloride		133.20		-0.14		230.00		-3.29

		92		20536041		n+, N+		CN(C)c1ccc(cc1)C(=C2C=CC(C=C2)=[N+](C)C)c3ccccc3		1000579		569-64-2		malachite green		364.92		3.45		0.13		3.00

		93		20536041		n+, N+		CCCCCCCCCCCCCCCC[N+](C)(C)C		1000581		57-09-0		Cetyltrimethylammonium bromide		285.56		4.36		0.02		5.18

		94		20536041		n+, N+		C[N+](C)(C)CCO		1000679		67-48-1		Choline chloride		105.18		-0.40		350.00		-3.16

		95		20536041		n+, N+		CCCCCCCCCCCC[N+](C)(C)CC(=O)O		1000689		683-10-3		1-Dodecanaminium, N-(carboxymethyl)-N,N-dimethyl-, hydroxide, inner salt-		273.46		1.85		3.90		2.47

		96		22004041		CO_X ether unreactive		O(c1ccccc1)c2ccccc2		1000031		101-84-8		Benzene, 1,1'-oxybis-		170.21		1.93		2.00		4.05

		97		22004041		CO_X ether unreactive		C(OCc1ccccc1)c2ccccc2		1000041		103-50-4		Benzene, 1,1'- oxybis(methylene) bis-		198.27		2.41		0.77		3.48

		98		22004041		CO_X ether unreactive		ClCCOCCCl		1000158		111-44-4		Ethane, 1,1'-oxybis 2-chloro-		143.01		-0.46		410.00		1.56

		99		22004041		CO_X ether unreactive		ClC(COCC(Cl)C(Cl)(Cl)Cl)C(Cl)(Cl)Cl		1000253		127-90-2		1,1'-Oxybis[2,3,3,3-tetrachloropropane]		377.74		3.69		0.08		5.10

		100		22004041		CO_X ether unreactive		OCc1cccc(Oc2ccccc2)c1		1000274		13826-35-2		Benzenemethanol, 3-phenoxy-		200.24		2.13		1.50		3.13

		101		22004041		CO_X ether unreactive		COc1c(Cl)cc(OC)cc1		1000361		2100-42-7		1,4-Dimethoxy-2-chlorobenzene		172.61		1.01		17.00		2.80

		102		22004041		CO_X ether unreactive		COc1ccc(O)c(c1)C(C)(C)C		1000401		25013-16-5		Butylated hydroxyanisole		180.25		1.89		2.30		3.50

		103		22004041		CO_X ether unreactive		C1(O2)C2CCCCCC1		1000422		286-62-4		Cyclooctene oxide		126.20		0.72		24.00		2.64

		104		22004041		CO_X ether unreactive		CCCCCCOCC=C		1000447		3295-94-1		Allyl n-Hexyl Ether		142.24		1.77		2.40		3.37

		105		22004041		CO_X ether unreactive		Oc1cc(Cl)ccc1Oc2ccc(Cl)cc2Cl		1000453		3380-34-5		Phenol, 5-chloro-2-(2,4-dichlorophenoxy)-		289.55		3.03		0.27		4.66

		106		22004041		CO_X ether unreactive		CC(C)CCOCCC(C)C		1000553		544-01-4		Butane, 1,1'-oxybis 3-methyl-		158.29		1.84		2.30		3.85

		107		22004041		CO_X ether unreactive		c1(COC/C=C\COCc2ccccc2)ccccc1		1000694		68972-96-3		cis-1,4-Bisbenzyloxybut-2-ene		268.36		2.28		1.40		3.98

		108		22004041		CO_X ether unreactive		COc1ccccc1O		1000843		90-05-1		Phenol, 2-methoxy-		124.14		0.63		29.00		1.34

		109		22004041		CO_X ether unreactive		COc1ccc(CC=C)cc1OC		1000875		93-15-2		Benzene, 1,2-dimethoxy-4-(2-propenyl)-		178.23		0.67		38.00		3.03

		110		22100241		Cnos_X unreactive excl. HC		C1CCc2ncccc2C1		1000053		10500-57-9		QUINOLINE, 5,6,7,8-TETRAHYDRO-		133.19		1.08		11.00		2.77

		111		22100241		Cnos_X unreactive excl. HC		Cc1cccnc1		1000109		108-99-6		Pyridine, 3-methyl-		93.13		0.44		34.00		1.35

		112		22100241		Cnos_X unreactive excl. HC		c1ccsc1		1000125		110-02-1		Thiophene		85.15		0.60		21.00		1.81

		113		22100241		Cnos_X unreactive excl. HC		c1ccncc1		1000143		110-86-1		Pyridine		79.10		-0.36		180.00		0.80

		114		22100241		Cnos_X unreactive excl. HC		c1ccc2c(c1)sc3ccccc32		1000265		132-65-0		Dibenzothiophene		185.27		2.62		0.44		4.17

		115		22100241		Cnos_X unreactive excl. HC		Cc1ncc[nH]1		1000700		693-98-1		1H-Imidazole, 2-methyl-		84.12		-0.39		200.00		0.61

		116		22100241		Cnos_X unreactive excl. HC		c1ccc(cc1)c2nc3ccccc3[nH]2		1000715		716-79-0		1H-Benzimidazole, 2-phenyl-		196.25		1.67		4.20		3.00

		117		22100241		Cnos_X unreactive excl. HC		Cc1c[nH]c(n1)c2ccccc2		1000794		827-43-0		1H-Imidazole, 4-methyl-2-phenyl-		160.22		0.56		44.00		2.37

		118		22100241		Cnos_X unreactive excl. HC		c1ccc2ncccc2c1		1000856		91-22-5		Quinoline		129.16		0.71		25.00		2.14

		119		22100241		Cnos_X unreactive excl. HC		c1c([nH]c2ccccc12)c3ccccc3		1000885		948-65-2		1H-Indole, 2-phenyl-		193.25		2.81		0.30		3.82

		120		22100241		Cnos_X unreactive excl. HC		c1nc2ccccc2s1		1000888		95-16-9		Benzothiazole		136.20		0.85		19.00		2.17

		121		22100341		C_X HC aliphatic (unreactive ) w/ X		ClCCCl		1000075		107-06-2		Ethane, 1,2-dichloro-		98.96		-0.00		99.00		1.83

		122		22100341		C_X HC aliphatic (unreactive ) w/ X		CCCCCCCCCl		1000169		111-85-3		Octane, 1-chloro-		148.68		2.85		0.21		4.52

		123		22100341		C_X HC aliphatic (unreactive ) w/ X		ClC(Br)Br		1000244		124-48-1		Methane, dibromochloro-		208.28		0.89		27.00		1.70

		124		22100341		C_X HC aliphatic (unreactive ) w/ X		ClC(=C(Cl)Cl)Cl		1000251		127-18-4		Ethene, tetrachloro-		165.83		2.11		1.30		2.97

		125		22100341		C_X HC aliphatic (unreactive ) w/ X		ClC=CCl		1000318		156-59-2		Ethene, 1,2-dichloro-, (Z)-		96.94		0.38		40.00		1.98

		126		22100341		C_X HC aliphatic (unreactive ) w/ X		ClC(Cl)(Cl)Cl		1000572		56-23-5		Methane, tetrachloro-		153.82		1.28		8.10		2.44

		127		22100341		C_X HC aliphatic (unreactive ) w/ X		CC(C)Br		1000729		75-26-3		Propane, 2-bromo-		122.99		0.73		23.00		2.08

		128		22100341		C_X HC aliphatic (unreactive ) w/ X		ClC(Cl)Br		1000730		75-27-4		Methane, bromodichloro-		163.83		0.75		29.00		1.61

		129		22100341		C_X HC aliphatic (unreactive ) w/ X		C(Cl)(Cl)C		1000731		75-34-3		1,1-dichloroethane		98.96		0.46		34.00		1.76

		130		22100341		C_X HC aliphatic (unreactive ) w/ X		ClC(=C)Cl		1000732		75-35-4		Ethene, 1,1-dichloro-		96.94		0.78		16.00		2.12

		131		22100341		C_X HC aliphatic (unreactive ) w/ X		FC(F)(Cl)C(F)(Cl)Cl		1000740		76-13-1		Ethane, 1,1,2-trichloro-1,2,2-trifluoro-		187.38		1.64		4.30		3.09

		132		22100341		C_X HC aliphatic (unreactive ) w/ X		CC(Cl)CCl		1000761		78-87-5		Propane, 1,2-dichloro-		112.99		0.58		30.00		2.25

		133		22100341		C_X HC aliphatic (unreactive ) w/ X		ClC=C(Cl)Cl		1000767		79-01-6		Ethene, trichloro-		131.39		1.08		11.00		2.47

		134		22100341		C_X HC aliphatic (unreactive ) w/ X		ClCC(Br)CBr		1000913		96-12-8		Propane, 1,2-dibromo-3-chloro-		236.33		1.09		19.00		2.68

		135		22101041		C_X_aromatic w/o X, fused R=0		CCCCc1ccccc1		1000048		104-51-8		Benzene, butyl-		134.22		2.13		1.00		4.01

		136		22101041		C_X_aromatic w/o X, fused R=0		Cc1ccc(C)cc1		1000062		106-42-3		Benzene, 1,4-dimethyl-		106.17		1.19		6.90		3.09

		137		22101041		C_X_aromatic w/o X, fused R=0		Cc1cccc(C)c1		1000093		108-38-3		Benzene, 1,3-dimethyl-		106.17		1.65		2.40		3.09

		138		22101041		C_X_aromatic w/o X, fused R=0		Cc1ccccc1		1000101		108-88-3		Benzene, methyl-		92.14		1.35		4.10		2.54

		139		22101041		C_X_aromatic w/o X, fused R=0		C=Cc1ccccc1C=C		1000262		1321-74-0		Benzene, diethenyl-		130.19		1.84		1.90		3.80

		140		22101041		C_X_aromatic w/o X, fused R=0		CC(C)c1ccccc1C(C)C		1000404		25321-09-9		Diisopropyl benzene		162.28		2.62		0.39		4.90

		141		22101041		C_X_aromatic w/o X, fused R=0		CCc1ccc(cc1)c2ccccc2		1000580		5707-44-8		4-ETHYL-1,1'-BIPHENYL		182.27		2.83		0.27		4.80

		142		22101041		C_X_aromatic w/o X, fused R=0		CC(c1ccccc1)c2cc(C)ccc2C		1000633		6165-51-1		Benzene, 1,4-dimethyl-2-(1-phenylethyl)-		210.32		2.93		0.25		5.24

		143		22101041		C_X_aromatic w/o X, fused R=0		C1CCC(CC1)c2ccccc2		1000795		827-52-1		Benzene, cyclohexyl-		160.26		2.64		0.37		4.81

		144		22101041		C_X_aromatic w/o X, fused R=0		c1ccc(cc1)c2ccccc2c3ccccc3		1000800		84-15-1		1,1':2',1''-Terphenyl		230.31		2.65		0.52		5.52

		145		22101041		C_X_aromatic w/o X, fused R=0		c1ccc(cc1)c2cccc(c2)c3ccccc3		1000866		92-06-8		m-terphenyl		230.31		2.55		0.65		5.52

		146		22101041		C_X_aromatic w/o X, fused R=0		c1ccc(cc1)c2ccccc2		1000868		92-52-4		1,1'-Biphenyl		154.21		2.04		1.40		3.76

		147		22101041		C_X_aromatic w/o X, fused R=0		Cc1ccccc1C		1000892		95-47-6		Benzene, 1,2-dimethyl-		106.17		1.98		1.10		3.09

		148		22101041		C_X_aromatic w/o X, fused R=0		Cc1ccc(cc1)C(C)(C)C		1000932		98-51-1		Benzene, 1-(1,1-dimethylethyl)-4-methyl-		148.25		2.00		1.50		4.45

		149		22101041		C_X_aromatic w/o X, fused R=0		CC(=C)c1ccccc1		1000937		98-83-9		Benzene, (1-methylethenyl)-		118.18		1.66		2.60		3.44

		150		22101041		C_X_aromatic w/o X, fused R=0		CC(C)c1ccc(C)cc1		1000950		99-87-6		Benzene, 1-methyl-4-(1-methylethyl)-		134.22		1.85		1.90		4.00

		151		22102041		CO_X alcohol unreactive		OCc1ccccc1		1000012		100-51-6		Benzenemethanol		108.14		-0.33		230.00		1.08

		152		22102041		CO_X alcohol unreactive		CCCCCCCO		1000165		111-70-6		1-Heptanol		116.20		0.32		56.00		2.31

		153		22102041		CO_X alcohol unreactive		CCCCCCCCCCO		1000179		112-30-1		1-Decanol		158.29		2.05		1.40		3.79

		154		22102041		CO_X alcohol unreactive		CCCCCCCCCCCCCO		1000183		112-70-9		1-Tridecanol		200.37		2.52		0.61		5.26

		155		22102041		CO_X alcohol unreactive		OC(c1ccc(Cl)cc1)(c2ccc(Cl)cc2)C(Cl)(Cl)Cl		1000190		115-32-2		Dicofol		370.49		3.59		0.10		5.81

		156		22102041		CO_X alcohol unreactive		OCc1cccc(Oc2ccccc2)c1		1000274		13826-35-2		Benzenemethanol, 3-phenoxy-		200.24		2.13		1.50		3.13

		157		22102041		CO_X alcohol unreactive		CCCCCCCCCO		1000294		143-08-8		1-Nonanol		144.26		1.40		5.70		3.30

		158		22102041		CO_X alcohol unreactive		CC(C)CCCCCCCO		1000405		25339-17-7		Isodecanol		158.29		1.66		3.50		3.71

		159		22102041		CO_X alcohol unreactive		CC(O)c1ccccc1C		1000407		25675-28-9		1-(2-Methylphenyl)ethanol		136.19		0.23		80.00		2.04

		160		22102041		CO_X alcohol unreactive		CC(CCO)CC(C)(C)C		1000457		3452-97-9		1-Hexanol, 3,5,5-trimethyl-		144.26		1.33		6.80		3.11

		161		22102041		CO_X alcohol unreactive		OC(c1ccccc1)(c2ccccc2)C(O)(c3ccccc3)c4ccccc4		1000503		464-72-2		1,2-Ethanediol, 1,1,2,2-tetraphenyl-		366.46		4.33		0.02		5.41

		162		22102041		CO_X alcohol unreactive		CC(=CCCC(=CCCC(C)(O)C=C)C)C		1000719		7212-44-4		1,6,10-Dodecatrien-3-ol, 3,7,11-trimethyl-		222.37		2.36		0.96		5.68

		163		22102041		CO_X alcohol unreactive		CC(=CCCC(C)(O)C=C)C		1000758		78-70-6		1,6-Octadien-3-ol, 3,7-dimethyl-		154.25		0.47		52.00		3.38

		164		22102241		CO_X alcohol unreactive (w/o EO) (daphnid)		OCc1ccccc1		1000012		100-51-6		Benzenemethanol		108.14		-0.33		230.00		1.08

		165		22102241		CO_X alcohol unreactive (w/o EO) (daphnid)		CCCCCCCO		1000165		111-70-6		1-Heptanol		116.20		0.32		56.00		2.31

		166		22102241		CO_X alcohol unreactive (w/o EO) (daphnid)		CCCCCCCCCCO		1000179		112-30-1		1-Decanol		158.29		2.05		1.40		3.79

		167		22102241		CO_X alcohol unreactive (w/o EO) (daphnid)		CCCCCCCCCCCCCO		1000183		112-70-9		1-Tridecanol		200.37		2.52		0.61		5.26

		168		22102241		CO_X alcohol unreactive (w/o EO) (daphnid)		OC(c1ccc(Cl)cc1)(c2ccc(Cl)cc2)C(Cl)(Cl)Cl		1000190		115-32-2		Dicofol		370.49		3.59		0.10		5.81

		169		22102241		CO_X alcohol unreactive (w/o EO) (daphnid)		OCc1cccc(Oc2ccccc2)c1		1000274		13826-35-2		Benzenemethanol, 3-phenoxy-		200.24		2.13		1.50		3.13

		170		22102241		CO_X alcohol unreactive (w/o EO) (daphnid)		CCCCCCCCCO		1000294		143-08-8		1-Nonanol		144.26		1.40		5.70		3.30

		171		22102241		CO_X alcohol unreactive (w/o EO) (daphnid)		CC(C)CCCCCCCO		1000405		25339-17-7		Isodecanol		158.29		1.66		3.50		3.71

		172		22102241		CO_X alcohol unreactive (w/o EO) (daphnid)		CC(O)c1ccccc1C		1000407		25675-28-9		1-(2-Methylphenyl)ethanol		136.19		0.23		80.00		2.04

		173		22102241		CO_X alcohol unreactive (w/o EO) (daphnid)		CC(CCO)CC(C)(C)C		1000457		3452-97-9		1-Hexanol, 3,5,5-trimethyl-		144.26		1.33		6.80		3.11

		174		22102241		CO_X alcohol unreactive (w/o EO) (daphnid)		CC(=CCCC(=CCCC(C)(O)C=C)C)C		1000719		7212-44-4		1,6,10-Dodecatrien-3-ol, 3,7,11-trimethyl-		222.37		2.36		0.96		5.68

		175		22102241		CO_X alcohol unreactive (w/o EO) (daphnid)		CC(=CCCC(C)(O)C=C)C		1000758		78-70-6		1,6-Octadien-3-ol, 3,7-dimethyl-		154.25		0.47		52.00		3.38

		176		22102241		CO_X alcohol unreactive (w/o EO) (daphnid)		OC(CCl)CCl		1000918		96-23-1		2-Propanol, 1,3-dichloro-		128.99		-0.75		730.00		0.78

		177		22103041		COS_X ester unreactive		CC(=O)OCC(COC(=O)C)OC(=O)C		1000037		102-76-1		1,2,3-Propanetriol, triacetate		218.21		-0.55		770.00		0.36

		178		22103041		COS_X ester unreactive		COCC(C)OC(=O)C		1000096		108-65-6		Propylene glycol Me ether acetate		132.16		-0.45		370.00		0.52

		179		22103041		COS_X ester unreactive		CC(C)COC(=O)C		1000128		110-19-0		Acetic acid, 2-methylpropyl ester		116.16		0.67		25.00		1.77

		180		22103041		COS_X ester unreactive		CCOCCOC(=O)C		1000150		111-15-9		Ethanol, 2-ethoxy-, acetate		132.16		-0.18		200.00		0.59

		181		22103041		COS_X ester unreactive		CCCCCCCCCCCC(=O)OC		1000167		111-82-0		Dodecanoic acid, methyl ester		214.35		2.97		0.23		5.28

		182		22103041		COS_X ester unreactive		CCOC(=O)C(Cl)(Cl)Cl		1000530		515-84-4		Acetic acid, trichloro-, ethyl ester		191.44		0.08		160.00		2.22

		183		22103041		COS_X ester unreactive		CC(C)COC(=O)c1ccccc1C(=O)OCC(C)C		1000804		84-69-5		1,2-Benzenedicarboxylic acid, bis(2-methylpropyl) ester		278.35		1.62		6.70		4.46

		184		22103041		COS_X ester unreactive		CCCCOC(=O)c1ccccc1C(=O)OCCCC		1000805		84-74-2		1,2-Benzenedicarboxylic acid, dibutyl ester		278.35		1.76		4.80		4.61

		185		22103041		COS_X ester unreactive		CCC(CC)C(=O)OCCOCCOCCOC(=O)C(CC)CC		1000887		95-08-9		Butanoic acid, 2-ethyl-, 1,2-ethanediylbis(oxy-2,1-ethanediyl) ester		346.46		1.09		28.00		3.64

		186		22103041		COS_X ester unreactive		COC(=O)c1ccc(O)cc1		1000948		99-76-3		Benzoic acid, 4-hydroxy-, methyl ester		152.15		0.63		36.00		2.00

		187		22104941		CNO_X ester unreactive (Daphnid)		CC(=O)OCC(COC(=O)C)OC(=O)C		1000037		102-76-1		1,2,3-Propanetriol, triacetate		218.21		-0.55		770.00		0.36

		188		22104941		CNO_X ester unreactive (Daphnid)		COCC(C)OC(=O)C		1000096		108-65-6		Propylene glycol Me ether acetate		132.16		-0.45		370.00		0.52

		189		22104941		CNO_X ester unreactive (Daphnid)		CC(C)COC(=O)C		1000128		110-19-0		Acetic acid, 2-methylpropyl ester		116.16		0.67		25.00		1.77

		190		22104941		CNO_X ester unreactive (Daphnid)		CCOCCOC(=O)C		1000150		111-15-9		Ethanol, 2-ethoxy-, acetate		132.16		-0.18		200.00		0.59

		191		22104941		CNO_X ester unreactive (Daphnid)		CCCCCCCCCCCC(=O)OC		1000167		111-82-0		Dodecanoic acid, methyl ester		214.35		2.97		0.23		5.28

		192		22104941		CNO_X ester unreactive (Daphnid)		CCOC(=O)C(Cl)(Cl)Cl		1000530		515-84-4		Acetic acid, trichloro-, ethyl ester		191.44		0.08		160.00		2.22

		193		22104941		CNO_X ester unreactive (Daphnid)		CC(C)COC(=O)c1ccccc1C(=O)OCC(C)C		1000804		84-69-5		1,2-Benzenedicarboxylic acid, bis(2-methylpropyl) ester		278.35		1.62		6.70		4.46

		194		22104941		CNO_X ester unreactive (Daphnid)		CCCCOC(=O)c1ccccc1C(=O)OCCCC		1000805		84-74-2		1,2-Benzenedicarboxylic acid, dibutyl ester		278.35		1.76		4.80		4.61

		195		22104941		CNO_X ester unreactive (Daphnid)		CCC(CC)C(=O)OCCOCCOCCOC(=O)C(CC)CC		1000887		95-08-9		Butanoic acid, 2-ethyl-, 1,2-ethanediylbis(oxy-2,1-ethanediyl) ester		346.46		1.09		28.00		3.64

		196		22105941		C_X w/ X, excl. gem-Cl2, 1,2-Cl2, TCE		CCCCCCCCCl		1000169		111-85-3		Octane, 1-chloro-		148.68		2.85		0.21		4.52

		197		22105941		C_X w/ X, excl. gem-Cl2, 1,2-Cl2, TCE		ClC=CCl		1000318		156-59-2		Ethene, 1,2-dichloro-, (Z)-		96.94		0.38		40.00		1.98

		198		22105941		C_X w/ X, excl. gem-Cl2, 1,2-Cl2, TCE		CC(C)Br		1000729		75-26-3		Propane, 2-bromo-		122.99		0.73		23.00		2.08

		199		22105941		C_X w/ X, excl. gem-Cl2, 1,2-Cl2, TCE		ClC(=C)Cl		1000732		75-35-4		Ethene, 1,1-dichloro-		96.94		0.78		16.00		2.12

		200		22105941		C_X w/ X, excl. gem-Cl2, 1,2-Cl2, TCE		FC(F)(Cl)C(F)(Cl)Cl		1000740		76-13-1		Ethane, 1,1,2-trichloro-1,2,2-trifluoro-		187.38		1.64		4.30		3.09

		201		22105941		C_X w/ X, excl. gem-Cl2, 1,2-Cl2, TCE		ClC=C(Cl)Cl		1000767		79-01-6		Ethene, trichloro-		131.39		1.08		11.00		2.47

		202		22105941		C_X w/ X, excl. gem-Cl2, 1,2-Cl2, TCE		ClCC(Br)CBr		1000913		96-12-8		Propane, 1,2-dibromo-3-chloro-		236.33		1.09		19.00		2.68

		203		22120341		C_X aliphatic w/o X		C=CC1CCC=CC1		1000008		100-40-3		Cyclohexene, 4-ethenyl-		108.18		1.76		1.90		3.73

		204		22120341		C_X aliphatic w/o X		CC1CCCCC1		1000100		108-87-2		Cyclohexane, methyl-		98.19		2.47		0.33		3.59

		205		22120341		C_X aliphatic w/o X		C1CCC=CC1		1000141		110-83-8		Cyclohexene		82.15		1.59		2.10		2.96

		206		22120341		C_X aliphatic w/o X		CCCCCCCC		1000161		111-65-9		Octane		114.23		2.80		0.18		4.27

		207		22120341		C_X aliphatic w/o X		C(=CCCC=CC1)C1		1000166		111-78-4		1,5-Cyclooctadiene		108.18		2.09		0.87		3.73

		208		22120341		C_X aliphatic w/o X		CC(=CCCC(=C)C=C)C		1000234		123-35-3		1,6-Octadiene, 7-methyl-3-methylene-		136.24		2.48		0.45		4.88

		209		22120341		C_X aliphatic w/o X		CC(=C)C1CCC(=CC1)C		1000275		138-86-3		Cyclohexene, 1-methyl-4-(1-methylethenyl)-		136.24		2.29		0.70		4.83

		210		22120341		C_X aliphatic w/o X		CC=C1CC2CC1C=C2		1000320		16219-75-3		Bicyclo 2.2.1 hept-2-ene, 5-ethylidene-		120.20		1.56		3.30		3.67

		211		22120341		C_X aliphatic w/o X		CCC1CCCCC1		1000328		1678-91-7		Ethyl cyclohexane		112.22		2.22		0.67		4.08

		212		22120341		C_X aliphatic w/o X		C1C=CC2CC=CCC12		1000438		3048-65-5		1H-Indene, 3a,4,7,7a-tetrahydro-		120.20		2.22		0.73		3.28

		213		22120341		C_X aliphatic w/o X		CC=CC(C)CC(C)CC(C)C		1000691		6842-15-5		1-Propene, tetramer		168.32		4.05		0.02		5.80

		214		22120341		C_X aliphatic w/o X		CC(=CC=C(C)C)C		1000744		764-13-6		2,4-Hexadiene, 2,5-dimethyl-		110.20		1.42		4.20		3.95

		215		22120341		C_X aliphatic w/o X		CC(=C)C=C		1000759		78-79-5		1,3-Butadiene, 2-methyl-		68.12		1.33		3.20		2.58

		216		22120341		C_X aliphatic w/o X		C1CCC2CCCCC2C1		1000854		91-17-8		Naphthalene, decahydro-		138.25		2.78		0.23		4.20

		217		22120341		C_X aliphatic w/o X		CC(C)C1CCC(C)CC1		1000949		99-82-1		Cyclohexane, 1-methyl-4-(1-methylethyl)-		140.27		3.07		0.12		4.92

		218		22120341		C_X aliphatic w/o X		CCCCCCCCCCC		1000972		1120-21-4		Undecane		156.31		4.15		0.01		5.74

		219		22202141		CN_X amine unreactive NH, N< aromatic		CNc1ccccc1		1000016		100-61-8		Benzenamine, N-methyl-		107.16		1.28		5.60		1.62

		220		22202141		CN_X amine unreactive NH, N< aromatic		CCNc1ccccc1		1000042		103-69-5		Benzenamine, N-ethyl-		121.18		1.45		4.30		2.11

		221		22202141		CN_X amine unreactive NH, N< aromatic		N(c1ccccc1)c2ccccc2		1000224		122-39-4		Benzenamine, N-phenyl-		169.23		2.05		1.50		3.29

		222		22202141		CN_X amine unreactive NH, N< aromatic		CN(C)c1ccc(cc1)C(=N)c2ccc(cc2)N(C)C		1000397		2465-27-2		C.I. Basic Yellow 2		267.38		1.76		4.60		2.98

		223		22202141		CN_X amine unreactive NH, N< aromatic		Cc1ccc(Nc2ccc(C)cc2)cc1		1000643		620-93-9		Benzenamine, 4-methyl-N-(4-methylphenyl)-		197.28		2.69		0.40		4.39

		224		22202141		CN_X amine unreactive NH, N< aromatic		N(c1ccccc1)c2cccc3ccccc23		1000849		90-30-2		1-Naphthalenamine, N-phenyl-		219.29		2.93		0.26		4.47

		225		22202241		CN_X amine unreactive NH, N< aliphatic		C1CCC(CC1)NC2CCCCC2		1000030		101-83-7		Cyclohexanamine, N-cyclohexyl-		181.32		1.36		8.00		4.37

		226		22202241		CN_X amine unreactive NH, N< aliphatic		CCNCC		1000121		109-89-7		Ethanamine, N-ethyl-		73.14		0.10		58.00		0.81

		227		22202241		CN_X amine unreactive NH, N< aliphatic		C1CNCCN1		1000142		110-85-0		Piperazine		86.14		-0.11		110.00		-0.80

		228		22202241		CN_X amine unreactive NH, N< aliphatic		N(CCCCCCN(C)C)(C)C		1000152		111-18-2		1,6-Hexanediamine, N,N,N',N'-tetramethyl-		172.32		0.34		78.00		1.70

		229		22202241		CN_X amine unreactive NH, N< aliphatic		CCN(CC)CC		1000218		121-44-8		Ethanamine, N,N-diethyl-		101.19		0.47		34.00		1.51

		230		22207241		CNOS_X aromatic n unreactive (daphnid)		OCc1cccnc1		1000015		100-55-0		3-Pyridinemethanol		109.13		-0.79		680.00		-0.11

		231		22207241		CNOS_X aromatic n unreactive (daphnid)		C1CCc2ncccc2C1		1000053		10500-57-9		QUINOLINE, 5,6,7,8-TETRAHYDRO-		133.19		1.08		11.00		2.77

		232		22207241		CNOS_X aromatic n unreactive (daphnid)		Cc1cccnc1		1000109		108-99-6		Pyridine, 3-methyl-		93.13		0.44		34.00		1.35

		233		22207241		CNOS_X aromatic n unreactive (daphnid)		c1ccncc1		1000143		110-86-1		Pyridine		79.10		-0.36		180.00		0.80

		234		22207241		CNOS_X aromatic n unreactive (daphnid)		O=N(=O)c1ccc(Cc2ccccn2)c(c1)N(=O)=O		1000188		1151-97-9		Pyridine, 2- (2,4-dinitrophenyl)methyl -		259.22		1.05		23.00		2.70

		235		22207241		CNOS_X aromatic n unreactive (daphnid)		Sc1nc2ccccc2s1		1000309		149-30-4		2(3H)-Benzothiazolethione		168.26		2.37		0.71		2.86

		236		22207241		CNOS_X aromatic n unreactive (daphnid)		Cc1ccc(cc1)S(=O)(=O)n2ccnc2		1000373		2232-08-8		1-(P-tolueneSULFONYL)-IMIDAZOL		222.27		0.80		35.00		1.92

		237		22207241		CNOS_X aromatic n unreactive (daphnid)		n(c(nc(n1)S)S)c1S		1000666		638-16-4		1,3,5-Triazine-2,4,6-trithiol		177.27		0.67		38.00		1.88

		238		22207241		CNOS_X aromatic n unreactive (daphnid)		Cc1ncc[nH]1		1000700		693-98-1		1H-Imidazole, 2-methyl-		84.12		-0.39		200.00		0.61

		239		22207241		CNOS_X aromatic n unreactive (daphnid)		c1ccc(cc1)c2nc3ccccc3[nH]2		1000715		716-79-0		1H-Benzimidazole, 2-phenyl-		196.25		1.67		4.20		3.00

		240		22207241		CNOS_X aromatic n unreactive (daphnid)		Cc1c[nH]c(n1)c2ccccc2		1000794		827-43-0		1H-Imidazole, 4-methyl-2-phenyl-		160.22		0.56		44.00		2.37

		241		22207241		CNOS_X aromatic n unreactive (daphnid)		c1ccc2ncccc2c1		1000856		91-22-5		Quinoline		129.16		0.71		25.00		2.14

		242		22207241		CNOS_X aromatic n unreactive (daphnid)		Nc1nc(N)nc(n1)c2ccccc2		1000862		91-76-9		1,3,5-Triazine-2,4-diamine, 6-phenyl-		187.21		0.56		52.00		1.44

		243		22207241		CNOS_X aromatic n unreactive (daphnid)		c1c([nH]c2ccccc12)c3ccccc3		1000885		948-65-2		1H-Indole, 2-phenyl-		193.25		2.81		0.30		3.82

		244		22207241		CNOS_X aromatic n unreactive (daphnid)		c1nc2ccccc2s1		1000888		95-16-9		Benzothiazole		136.20		0.85		19.00		2.17

		245		22207241		CNOS_X aromatic n unreactive (daphnid)		CC(C)(C)NSc1nc2ccccc2s1		1000889		95-31-8		2-Benzothiazolesulfenamide, N-(1,1-dimethylethyl)-		239.38		2.26		1.30		2.56

		246		22207241		CNOS_X aromatic n unreactive (daphnid)		C1CCC(CC1)NSc2nc3ccccc3s2		1000891		95-33-0		2-Benzothiazolesulfenamide, N-cyclohexyl-		265.42		2.52		0.79		3.47

		247		22301341		CNO_X nitro mono unreactive (Daphnid)		Fc1ccc(cc1Cl)N(=O)=O		1000461		350-30-1		3-CHLOR-4-FLUOR-NITROBENZOL		175.55		1.33		8.20		2.66

		248		22301341		CNO_X nitro mono unreactive (Daphnid)		COc1cccc(c1)N(=O)=O		1000565		555-03-3		Benzene, 1-methoxy-3-nitro-		153.14		0.91		19.00		1.89

		249		22301341		CNO_X nitro mono unreactive (Daphnid)		O=N(=O)c1cccc(C#N)c1		1000637		619-24-9		Benzonitrile, 3-nitro-		148.12		0.21		92.00		1.36

		250		22301341		CNO_X nitro mono unreactive (Daphnid)		Oc1ccccc1N(=O)=O		1000834		88-75-5		Phenol, 2-nitro-		139.11		0.70		28.00		1.91

		251		22301341		CNO_X nitro mono unreactive (Daphnid)		O=N(=O)c(c(O)ccc1Cl)c1		1000838		89-64-5		Phenol, 4-chloro-2-nitro-		173.56		1.34		7.90		2.55

		252		22301341		CNO_X nitro mono unreactive (Daphnid)		Clc1ccc(cc1Cl)N(=O)=O		1000945		99-54-7		Benzene, 1,2-dichloro-4-nitro-		192.00		1.57		5.20		3.10

		253		22301341		CNO_X nitro mono unreactive (Daphnid)		Cc1ccc(cc1)N(=O)=O		1000956		99-99-0		Benzene, 1-methyl-4-nitro-		137.14		1.50		4.30		2.36

		254		22307341		CNO_X amide unreactive (Daphnid)		CCN(CC)C(=O)c1cccc(C)c1		1000268		134-62-3		Benzamide, N,N-diethyl-3-methyl-		191.27		0.41		74.00		2.26

		255		22307341		CNO_X amide unreactive (Daphnid)		CCCCOCN(C(=O)CCl)c1c(CC)cccc1CC		1000381		23184-66-9		Butachlor		311.85		2.22		1.90		4.84

		256		22307341		CNO_X amide unreactive (Daphnid)		CCCOCCN(C(=O)CCl)c1c(CC)cccc1CC		1000526		51218-49-6		Pretilchlor		311.85		1.65		7.00		4.29

		257		22307341		CNO_X amide unreactive (Daphnid)		CC(=O)CC(=O)Nc1ccccc1C		1000877		93-68-5		Butanamide, N-(2-methylphenyl)-3-oxo-		191.23		-0.69		930.00		0.99

		258		22307341		CNO_X amide unreactive (Daphnid)		CCCCCCCCC=CCCCCCCCC(=O)N(CCO)CCO		1000878		93-83-4		9-Octadecenamide, N,N-bis(2-hydroxyethyl)-, (Z)-		369.59		3.87		0.05		5.62

		259		22307341		CNO_X amide unreactive (Daphnid)		O=C1CCCCCCCCCCCN1		1000884		947-04-6		Azacyclotridecan-2-one		197.32		0.48		65.00		3.61

		260		22310041		CNOS_X N-hetero unreactive (w/o amine, aldoxime, carbamate)		ON=C1CCCCC1		1000018		100-64-1		Cyclohexanone, oxime		113.16		0.20		72.00		0.91

		261		22310041		CNOS_X N-hetero unreactive (w/o amine, aldoxime, carbamate)		Cc1ccc(cc1)S(=O)(=O)n2ccnc2		1000373		2232-08-8		1-(P-tolueneSULFONYL)-IMIDAZOL		222.27		0.80		35.00		1.92

		262		22310041		CNOS_X N-hetero unreactive (w/o amine, aldoxime, carbamate)		Cc1ccccc1S(=O)(=O)N		1000828		88-19-7		Benzenesulfonamide, 2-methyl-		171.22		-0.09		210.00		0.92

		263		22310041		CNOS_X N-hetero unreactive (w/o amine, aldoxime, carbamate)		CC(C)(C)NSc1nc2ccccc2s1		1000889		95-31-8		2-Benzothiazolesulfenamide, N-(1,1-dimethylethyl)-		239.38		2.26		1.30		2.56

		264		22310041		CNOS_X N-hetero unreactive (w/o amine, aldoxime, carbamate)		C1CCC(CC1)NSc2nc3ccccc3s2		1000891		95-33-0		2-Benzothiazolesulfenamide, N-cyclohexyl-		265.42		2.52		0.79		3.47

		265		22310041		CNOS_X N-hetero unreactive (w/o amine, aldoxime, carbamate)		CCC(=NO)C		1000919		96-29-7		2-Butanone, oxime		87.12		-0.36		200.00		1.69

		266		22899941		narcotic group (Daphnid acute)		C=CC1CCC=CC1		1000008		100-40-3		Cyclohexene, 4-ethenyl-		108.18		1.76		1.90		3.73

		267		22899941		narcotic group (Daphnid acute)		OCc1ccccc1		1000012		100-51-6		Benzenemethanol		108.14		-0.33		230.00		1.08

		268		22899941		narcotic group (Daphnid acute)		CCCCc1ccccc1		1000048		104-51-8		Benzene, butyl-		134.22		2.13		1.00		4.01

		269		22899941		narcotic group (Daphnid acute)		Cc1ccc(C)cc1		1000062		106-42-3		Benzene, 1,4-dimethyl-		106.17		1.19		6.90		3.09

		270		22899941		narcotic group (Daphnid acute)		Cc1ccc(Cl)cc1		1000063		106-43-4		Benzene, 1-chloro-4-methyl-		126.59		1.80		2.00		3.18

		271		22899941		narcotic group (Daphnid acute)		Clc1ccc(Cl)cc1		1000065		106-46-7		Benzene, 1,4-dichloro-		147.00		1.77		2.50		3.28

		272		22899941		narcotic group (Daphnid acute)		ClCCCl		1000075		107-06-2		Ethane, 1,2-dichloro-		98.96		-0.00		99.00		1.83

		273		22899941		narcotic group (Daphnid acute)		Cc1cccc(C)c1		1000093		108-38-3		Benzene, 1,3-dimethyl-		106.17		1.65		2.40		3.09

		274		22899941		narcotic group (Daphnid acute)		Clc1cc(Cl)cc(Cl)c1		1000098		108-70-3		Benzene, 1,3,5-trichloro-		181.45		1.80		2.90		3.93

		275		22899941		narcotic group (Daphnid acute)		CC1CCCCC1		1000100		108-87-2		Cyclohexane, methyl-		98.19		2.47		0.33		3.59

		276		22899941		narcotic group (Daphnid acute)		Cc1ccccc1		1000101		108-88-3		Benzene, methyl-		92.14		1.35		4.10		2.54

		277		22899941		narcotic group (Daphnid acute)		C1CCC=CC1		1000141		110-83-8		Cyclohexene		82.15		1.59		2.10		2.96

		278		22899941		narcotic group (Daphnid acute)		CCCCCCCC		1000161		111-65-9		Octane		114.23		2.80		0.18		4.27

		279		22899941		narcotic group (Daphnid acute)		CCCCCCCO		1000165		111-70-6		1-Heptanol		116.20		0.32		56.00		2.31

		280		22899941		narcotic group (Daphnid acute)		C(=CCCC=CC1)C1		1000166		111-78-4		1,5-Cyclooctadiene		108.18		2.09		0.87		3.73

		281		22899941		narcotic group (Daphnid acute)		CCCCCCCCCl		1000169		111-85-3		Octane, 1-chloro-		148.68		2.85		0.21		4.52

		282		22899941		narcotic group (Daphnid acute)		CCCCCCCCCCO		1000179		112-30-1		1-Decanol		158.29		2.05		1.40		3.79

		283		22899941		narcotic group (Daphnid acute)		CCCCCCCCCCCCCO		1000183		112-70-9		1-Tridecanol		200.37		2.52		0.61		5.26

		284		22899941		narcotic group (Daphnid acute)		OC(c1ccc(Cl)cc1)(c2ccc(Cl)cc2)C(Cl)(Cl)Cl		1000190		115-32-2		Dicofol		370.49		3.59		0.10		5.81

		285		22899941		narcotic group (Daphnid acute)		Cc1c(Cl)cccc1Cl		1000200		118-69-4		Benzene, 1,3-dichloro-2-methyl-		161.03		2.63		0.38		3.83

		286		22899941		narcotic group (Daphnid acute)		Clc1ccc(Cl)c(Cl)c1		1000211		120-82-1		Benzene, 1,2,4-trichloro-		181.45		2.11		1.40		3.93

		287		22899941		narcotic group (Daphnid acute)		CC(=CCCC(=C)C=C)C		1000234		123-35-3		1,6-Octadiene, 7-methyl-3-methylene-		136.24		2.48		0.45		4.88

		288		22899941		narcotic group (Daphnid acute)		ClC(=C(Cl)Cl)Cl		1000251		127-18-4		Ethene, tetrachloro-		165.83		2.11		1.30		2.97

		289		22899941		narcotic group (Daphnid acute)		C=Cc1ccccc1C=C		1000262		1321-74-0		Benzene, diethenyl-		130.19		1.84		1.90		3.80

		290		22899941		narcotic group (Daphnid acute)		OCc1cccc(Oc2ccccc2)c1		1000274		13826-35-2		Benzenemethanol, 3-phenoxy-		200.24		2.13		1.50		3.13

		291		22899941		narcotic group (Daphnid acute)		CC(=C)C1CCC(=CC1)C		1000275		138-86-3		Cyclohexene, 1-methyl-4-(1-methylethenyl)-		136.24		2.29		0.70		4.83

		292		22899941		narcotic group (Daphnid acute)		CCCCCCCCCO		1000294		143-08-8		1-Nonanol		144.26		1.40		5.70		3.30

		293		22899941		narcotic group (Daphnid acute)		ClC=CCl		1000318		156-59-2		Ethene, 1,2-dichloro-, (Z)-		96.94		0.38		40.00		1.98

		294		22899941		narcotic group (Daphnid acute)		CC=C1CC2CC1C=C2		1000320		16219-75-3		Bicyclo 2.2.1 hept-2-ene, 5-ethylidene-		120.20		1.56		3.30		3.67

		295		22899941		narcotic group (Daphnid acute)		CCC1CCCCC1		1000328		1678-91-7		Ethyl cyclohexane		112.22		2.22		0.67		4.08

		296		22899941		narcotic group (Daphnid acute)		CC(C)c1ccccc1C(C)C		1000404		25321-09-9		Diisopropyl benzene		162.28		2.62		0.39		4.90

		297		22899941		narcotic group (Daphnid acute)		CC(C)CCCCCCCO		1000405		25339-17-7		Isodecanol		158.29		1.66		3.50		3.71

		298		22899941		narcotic group (Daphnid acute)		CC(O)c1ccccc1C		1000407		25675-28-9		1-(2-Methylphenyl)ethanol		136.19		0.23		80.00		2.04

		299		22899941		narcotic group (Daphnid acute)		CC(C)c1cccc2ccccc12		1000429		29253-36-9		Naphthalene, (1-methylethyl)-		170.26		3.06		0.15		4.63

		300		22899941		narcotic group (Daphnid acute)		CCCCC(CC)C(=O)OOC(C)(C)C		1000436		3006-82-4		Hexaneperoxoic acid, 2-ethyl-, 1,1-dimethylethyl ester		216.32		1.74		3.90		4.31

		301		22899941		narcotic group (Daphnid acute)		C1C=CC2CC=CCC12		1000438		3048-65-5		1H-Indene, 3a,4,7,7a-tetrahydro-		120.20		2.22		0.73		3.28

		302		22899941		narcotic group (Daphnid acute)		CC(CCO)CC(C)(C)C		1000457		3452-97-9		1-Hexanol, 3,5,5-trimethyl-		144.26		1.33		6.80		3.11

		303		22899941		narcotic group (Daphnid acute)		Fc1ccc(Br)cc1F		1000460		348-61-8		4-bromo-1,2-difluorobenzene		192.99		1.49		6.30		3.28

		304		22899941		narcotic group (Daphnid acute)		Clc1cccc(Cl)c1		1000550		541-73-1		Benzene, 1,3-dichloro-		147.00		1.77		2.50		3.28

		305		22899941		narcotic group (Daphnid acute)		CCc1ccc(cc1)c2ccccc2		1000580		5707-44-8		4-ETHYL-1,1'-BIPHENYL		182.27		2.83		0.27		4.80

		306		22899941		narcotic group (Daphnid acute)		Cc1ccc2ccccc2c1C		1000585		573-98-8		1,2-Dimethylnaphthalene		156.23		2.15		1.10		4.26

		307		22899941		narcotic group (Daphnid acute)		Cc1cc(C)c2ccccc2c1		1000588		575-41-7		1,3-Dimethylnaphthalene		156.23		2.20		0.98		4.26

		308		22899941		narcotic group (Daphnid acute)		Cc1ccc2cc(C)ccc2c1		1000593		581-42-0		2,6-Dimethylnaphthalene		156.23		1.80		2.50		4.26

		309		22899941		narcotic group (Daphnid acute)		Cc1ccc2ccc(C)cc2c1		1000594		582-16-1		NAPHTHALENE, 2,7-DIMETHYL-		156.23		2.02		1.50		4.26

		310		22899941		narcotic group (Daphnid acute)		CC(c1ccccc1)c2cc(C)ccc2C		1000633		6165-51-1		Benzene, 1,4-dimethyl-2-(1-phenylethyl)-		210.32		2.93		0.25		5.24

		311		22899941		narcotic group (Daphnid acute)		CC=CC(C)CC(C)CC(C)C		1000691		6842-15-5		1-Propene, tetramer		168.32		4.05		0.02		5.80

		312		22899941		narcotic group (Daphnid acute)		CC(=CCCC(=CCCC(C)(O)C=C)C)C		1000719		7212-44-4		1,6,10-Dodecatrien-3-ol, 3,7,11-trimethyl-		222.37		2.36		0.96		5.68

		313		22899941		narcotic group (Daphnid acute)		CC(C)Br		1000729		75-26-3		Propane, 2-bromo-		122.99		0.73		23.00		2.08

		314		22899941		narcotic group (Daphnid acute)		C(Cl)(Cl)C		1000731		75-34-3		1,1-dichloroethane		98.96		0.46		34.00		1.76

		315		22899941		narcotic group (Daphnid acute)		ClC(=C)Cl		1000732		75-35-4		Ethene, 1,1-dichloro-		96.94		0.78		16.00		2.12

		316		22899941		narcotic group (Daphnid acute)		FC(F)(Cl)C(F)(Cl)Cl		1000740		76-13-1		Ethane, 1,1,2-trichloro-1,2,2-trifluoro-		187.38		1.64		4.30		3.09

		317		22899941		narcotic group (Daphnid acute)		CC(=CC=C(C)C)C		1000744		764-13-6		2,4-Hexadiene, 2,5-dimethyl-		110.20		1.42		4.20		3.95

		318		22899941		narcotic group (Daphnid acute)		CC(=CCCC(C)(O)C=C)C		1000758		78-70-6		1,6-Octadien-3-ol, 3,7-dimethyl-		154.25		0.47		52.00		3.38

		319		22899941		narcotic group (Daphnid acute)		CC(=C)C=C		1000759		78-79-5		1,3-Butadiene, 2-methyl-		68.12		1.33		3.20		2.58

		320		22899941		narcotic group (Daphnid acute)		CC(Cl)CCl		1000761		78-87-5		Propane, 1,2-dichloro-		112.99		0.58		30.00		2.25

		321		22899941		narcotic group (Daphnid acute)		ClC=C(Cl)Cl		1000767		79-01-6		Ethene, trichloro-		131.39		1.08		11.00		2.47

		322		22899941		narcotic group (Daphnid acute)		CC(C)(OOC(C)(C)c1ccccc1)c2ccccc2		1000782		80-43-3		Peroxide, bis(1-methyl-1-phenylethyl)		270.37		3.02		0.26		5.88

		323		22899941		narcotic group (Daphnid acute)		C1CCC(CC1)c2ccccc2		1000795		827-52-1		Benzene, cyclohexyl-		160.26		2.64		0.37		4.81

		324		22899941		narcotic group (Daphnid acute)		C1Cc2cccc3cccc1c23		1000797		83-32-9		Acenaphthylene, 1,2-dihydro-		154.21		2.07		1.30		4.15

		325		22899941		narcotic group (Daphnid acute)		c1ccc(cc1)c2ccccc2c3ccccc3		1000800		84-15-1		1,1':2',1''-Terphenyl		230.31		2.65		0.52		5.52

		326		22899941		narcotic group (Daphnid acute)		c1ccc2c(c1)ccc3ccccc32		1000806		85-01-8		Phenanthrene		178.23		2.21		1.10		4.35

		327		22899941		narcotic group (Daphnid acute)		c(c(c(c1ccc2)c2)ccc3)(c3)C1		1000813		86-73-7		9H-Fluorene		166.22		2.53		0.49		4.02

		328		22899941		narcotic group (Daphnid acute)		Clc1cccc(Cl)c1Cl		1000821		87-61-6		Benzene, 1,2,3-trichloro-		181.45		2.60		0.46		3.93

		329		22899941		narcotic group (Daphnid acute)		Cc1cccc2ccccc12		1000844		90-12-0		Naphthalene, 1-methyl-		142.20		1.81		2.20		3.72

		330		22899941		narcotic group (Daphnid acute)		Clc1cccc2ccccc12		1000845		90-13-1		Naphthalene, 1-chloro-		162.62		2.35		0.73		3.81

		331		22899941		narcotic group (Daphnid acute)		C1CCC2CCCCC2C1		1000854		91-17-8		Naphthalene, decahydro-		138.25		2.78		0.23		4.20

		332		22899941		narcotic group (Daphnid acute)		Cc1ccc2ccccc2c1		1000858		91-57-6		Naphthalene, 2-methyl-		142.20		2.01		1.40		3.72

		333		22899941		narcotic group (Daphnid acute)		c1ccc(cc1)c2cccc(c2)c3ccccc3		1000866		92-06-8		m-terphenyl		230.31		2.55		0.65		5.52

		334		22899941		narcotic group (Daphnid acute)		c1ccc(cc1)c2ccccc2		1000868		92-52-4		1,1'-Biphenyl		154.21		2.04		1.40		3.76

		335		22899941		narcotic group (Daphnid acute)		Cc1ccccc1C		1000892		95-47-6		Benzene, 1,2-dimethyl-		106.17		1.98		1.10		3.09

		336		22899941		narcotic group (Daphnid acute)		Cc1ccccc1Cl		1000894		95-49-8		Benzene, 1-chloro-2-methyl-		126.59		2.26		0.70		3.18

		337		22899941		narcotic group (Daphnid acute)		Clc1ccccc1Cl		1000895		95-50-1		Benzene, 1,2-dichloro-		147.00		2.02		1.40		3.28

		338		22899941		narcotic group (Daphnid acute)		ClCC(Br)CBr		1000913		96-12-8		Propane, 1,2-dibromo-3-chloro-		236.33		1.09		19.00		2.68

		339		22899941		narcotic group (Daphnid acute)		FC(F)(F)c1ccccc1		1000930		98-08-8		Benzene, (trifluoromethyl)-		146.11		1.67		3.10		2.96

		340		22899941		narcotic group (Daphnid acute)		Cc1ccc(cc1)C(C)(C)C		1000932		98-51-1		Benzene, 1-(1,1-dimethylethyl)-4-methyl-		148.25		2.00		1.50		4.45

		341		22899941		narcotic group (Daphnid acute)		CC(=C)c1ccccc1		1000937		98-83-9		Benzene, (1-methylethenyl)-		118.18		1.66		2.60		3.44

		342		22899941		narcotic group (Daphnid acute)		ClC(Cl)c1ccccc1		1000939		98-87-3		Benzene, (dichloromethyl)-		161.03		0.86		22.00		2.97

		343		22899941		narcotic group (Daphnid acute)		CC(C)C1CCC(C)CC1		1000949		99-82-1		Cyclohexane, 1-methyl-4-(1-methylethyl)-		140.27		3.07		0.12		4.92

		344		22899941		narcotic group (Daphnid acute)		CC(C)c1ccc(C)cc1		1000950		99-87-6		Benzene, 1-methyl-4-(1-methylethyl)-		134.22		1.85		1.90		4.00

		345		22899941		narcotic group (Daphnid acute)		CCCCCCCCCCC		1000972		1120-21-4		Undecane		156.31		4.15		0.01		5.74

		346		28001441		Cnos_X unreactive fish, daphnid		C1CCc2ncccc2C1		1000053		10500-57-9		QUINOLINE, 5,6,7,8-TETRAHYDRO-		133.19		1.08		11.00		2.77

		347		28001441		Cnos_X unreactive fish, daphnid		Cc1cccnc1		1000109		108-99-6		Pyridine, 3-methyl-		93.13		0.44		34.00		1.35

		348		28001441		Cnos_X unreactive fish, daphnid		c1ccsc1		1000125		110-02-1		Thiophene		85.15		0.60		21.00		1.81

		349		28001441		Cnos_X unreactive fish, daphnid		c1ccncc1		1000143		110-86-1		Pyridine		79.10		-0.36		180.00		0.80

		350		28001441		Cnos_X unreactive fish, daphnid		c1ccc2c(c1)sc3ccccc32		1000265		132-65-0		Dibenzothiophene		185.27		2.62		0.44		4.17

		351		28001441		Cnos_X unreactive fish, daphnid		c1ccc2ncccc2c1		1000856		91-22-5		Quinoline		129.16		0.71		25.00		2.14

		352		28001441		Cnos_X unreactive fish, daphnid		c1nc2ccccc2s1		1000888		95-16-9		Benzothiazole		136.20		0.85		19.00		2.17






substructure_def

		FragID		SubstructureClassName		SMARTS

		3000		elements other than CNOSPSiAsSnXNa,K		[!#6;!#7;!#8;!#15;!#16;!#14;!#33;!#50;!#9;!#17;!#35;!#53;!#11;!#19]

		3001		elements other than CX		[!#6;!#9;!#17;!#35;!#53]

		3002		elements other than CNX		[!#6;!#7;!#9;!#17;!#35;!#53]

		3003		elements other than COX		[!#6;!#8;!#9;!#17;!#35;!#53]

		3004		elements other than CSX		[!#6;!#16;!#9;!#17;!#35;!#53]

		3006		elements other than CNOX		[!#6;!#7;!#8;!#9;!#17;!#35;!#53]

		3008		elements other than CNPX		[!#6;!#7;!#15;!#9;!#17;!#35;!#53]

		3009		elements other than COSX		[!#6;!#8;!#16;!#9;!#17;!#35;!#53]

		3010		elements other than COPX		[!#6;!#8;!#15;!#9;!#17;!#35;!#53]

		3011		elements other than COns		[!#6;!F;!Cl;!Br;!I;!n;!s;!o;!O]

		3012		elements other than COSPnX		[!#6;!#8;!#16;!#15;!#9;!#17;!#35;!#53;!n]

		3013		elements other than CNOSX		[!#6;!#7;!#8;!#16;!#9;!#17;!#35;!#53]

		3014		elements other than CnosX		[$([!#6;!F;!Cl;!Br;!I;!n;!s;!o]),$([n+])]

		3015		elements other than CNOSPX		[!#6;!#7;!#8;!#15;!#16;!#9;!#17;!#35;!#53]

		3016		elements other than COSnosX		[!#6;!#8;!#16;!#9;!#17;!#35;!#53;!n]

		3020		tautomer M=Q-ZH (-> HM-Q=Z)		[*;!H0;#7v3,#8v2,#16v2,#34v2,#52v2][#6,#7,#15,#33,#16,#34,#52]=[#7v3,#8v2,#16v2,#34v2,#52v2]

		3021		tautomer HC-Q=Z (-> C=Q-ZH)		[*;!H0;#6X4][#6,#7,#15,#33,#16,#34,#52]=[#7v3,#8v2,#16v2,#34v2,#52v2]

		3022		Carbon		[#6]

		3030		carbonyl C=O		[#6;$([#6](=[#8]))]

		3031		ketone CC(=O)C		[#6;$([#6](=[#8])([#6])[#6])]

		3032		ester CC(=O)OC		[#6;$([#6](=[#8])([#6])[#8][#6]);!$([#6](=[#8])([#6])[#8][#6]=[O,S,N])]

		3033		carbonate COC(=O)OC		[#6;$([#6](=[#8])([#8][#6])[#8][#6])]

		3034		carboxylic acid C(=O)O		[#6;$([#6](=[#8])([#6])[#8H1])]

		3035		peroxy OO, general		[#6;$([#6][#8][#8])]

		3036		aldehyde		[#6H1;$([#6](=[#8])[#6])]

		3037		acid halide		[#6;$([#6](=[#8])[#9,#17,#35,#53])]

		3038		anhydride		[#6;$([#6](=[#8])[#8][#6](=[#8])[#6])]

		3039		fused aromatic cR3		[cR3;!$([cR3]([cR2][CR])[cR2][CR])]

		3040		fused aromatic c!R1		[c!R1;$([c!R1]@[c!R1])]

		3041		carbamate general NC(=O,S)O,S		[#7v3X3;$([#7][#6R0](=[O,S])[O,S])]

		3044		ether general		[#8H0;!$([#8]C=[O,N,S]);!$([#8]C[#8]);$([#8]([#6])[#6])]

		3045		ether COC		[#8H0!r3;$([#8]([#6])[#6]);!$([#8][#6](=[#8,#7,S]));!$([#8][#6][#6]=[#6H2]);!$([#8][#6][#6r3][#8r3])]

		3046		alcohol COH		[#6;$([#6][#8;H]);!X3;v4]

		3047		phenol cOH		[OX2H][cX3;$(c1ccccc1)]

		3049		epoxide general		[#8r3;$([#8]1[#6][#6]1)]

		3050		o-,p-unshared pairs of electrons		[$([#8H1,#7H2]cc[#8H1,#7H2]),$([#8H1,#7H2]cccc[#8H1,#7H2])]

		3051		alkenyl,alkynyl,2-hanogeno pri-,sec O		[$([#8X2][#6H1,#6H2][#6]=,#[#6]),$([#8X2][#6H1,#6H2][#6H1,#6H2][#6]=[#6H2]),$([#8X2][#6H1,#6H2][#6H1,#6H2][#6]#[#6]),$([#8X2][#6H1,#6H2][#6H1,#6H2][Cl,Br,I]),$([#8X2][#6H1,#6H2][#6][F])]

		3052		alkenyl,alkynyl,2-hanogeno pri-,sec O,pinacol		[$([#8X2][#6H1,#6H2][#6]=,#[#6]),$([#8X2][#6H1,#6H2][#6H1,#6H2][#6]=[#6H2]),$([#8X2][#6H1,#6H2][#6H1,#6H2][#6]#[#6]),$([#8X2H1][#6X4]([#6X3])([#6X3])[#6X4]([#6X3])([#6X3])[#8X2H1])]

		3053		carbonyl a-halo, ab-unsaturated		[$([#6R0](=O)[#6H1,#6H2][Cl,Br,I,F]),$([#6](=O)[#6]=[#6;H2]),$([#6](=O)[#6]=[#6;H1][a]),$([a][#6](=O)[#6]=[#6][#6](=O)[a]),$([#6R0](=O)[#6H2][#6R0](=O))]

		3054		O-alkenyl,alkynyl,halogen, ketene		[$([#8X2](C=O)[#6]=,#[#6]),$([#8X2][#6H1,#6H2][#6]=,#[#6]),$([#8X2][#6H1,#6H2][#6H1,#6H2][#6]=[#6H2]),$([#8X2][#6H1,#6H2][#6H1,#6H2][#6]#[#6]),$([#8X2][#6H1,#6H2][#6H1,#6H2][Cl,Br,I]),$([#8X2][#6H1,#6H2][#6][F]),$([#8X2][#6H1,#6H2][#6r3][Or3])]

		3055		CH2=CHC(=O)O		[$([#6H2]=[#6H1][#6](=O)[OH]),$([#6H2]=[#6H1][#6](=O)[O][#6])]

		3056		CH2=CC(=O)O		[$([#6H2]=[#6H0][#6](=O)[OH]),$([#6H2]=[#6H0][#6](=O)[O][#6])]

		3057		a-X, a-O,b-O,a,b-C=C acid		[$([#6](=O)([OH])[#6](=[C])),$([#6](=O)([OH])[#6](-,=[O,S,Cl,Br,I,F])),$([#6](=O)([OH])[#6][#6](-,=[O,S]));!$([#6](=O)([OH])[#6][#6](O)[#6][CX4H0])]

		3058		oxyethlene		[O;$(O[CR0][CR0]O[#6])]

		3059		C=O w/o electron donated o-, p-Nv3X3		[C;$(C=O);!$(C(=O)c1c([Nv3X3])cccc1);!$(C(=O)c1ccc([Nv3X3])cc1)]

		3061		-O-alkenyl, alkynyl OCC=,#C		[$([#8X2][#6H1,#6H2][#6]=,#[#6])]

		3062		ERROR:#NAME?		[$([#8X2][#6H1,#6H2][#6H1,#6H2][#6]=[#6H2])]

		3063		-O-alkenyl, alkynyl OCCC#C		[$([#8X2][#6H1,#6H2][#6H1,#6H2][#6]#[#6])]

		3064		-O-halogen OCCC[C,Br,I] pro-OCc=C		[$([#8X2][#6H1,#6H2][#6H1,#6H2][Cl,Br,I])]

		3065		ERROR:#NAME?		[$([#8X2][#6H1,#6H2][#6][F])]

		3066		pinacol C(OH)C(OH)		[$([#8X2H1][#6X4]([#6X3])([#6X3])[#6X4]([#6X3])([#6X3])[#8X2H1])]

		3096		nitro halogen or CF3 =>4		[N;$(N(=O)=O);!$(Nc[cH][cH]);!$(Nc[cH]c[cH]);!$(Nc[cH]cc[cH])]c1[cH,$(c[F,Cl,Br,I]),$(cC(F)(F)F)][cH,$(c[F,Cl,Br,I]),$(cC(F)(F)F)][cH,$(c[F,Cl,Br,I]),$(cC(F)(F)F)][cH,$(c[F,Cl,Br,I]),$(cC(F)(F)F)][cH,$(c[F,Cl,Br,I]),$(cC(F)(F)F)]1

		3097		nitro o-C(=O,Cl,Br,I)		[NX3v5;$(N(=O)(=O)ccC(~[OX1,Cl,Br,I]))]

		3098		nitro m-C(=O,Cl,Br,I)		[NX3v5;$(N(=O)(=O)cccC(~[OX1,Cl,Br,I]))]

		3099		nitro p-C(=O,Cl,Br,I)		[NX3v5;$(N(=O)(=O)ccccC(~[OX1,Cl,Br,I]))]

		3100		amine CNH2		[#7X3H2;!$([#7][*v6]);!$(N[#6](~[#7,#8,#16]))]

		3101		amine aromatic alkylated C.cNH2		[#7X3H2;!$([#7][#7]);$(Ncc[CX4,OH0]),$(Nccc[CX4,OH0]),$(Ncccc[CX4,OH0])]

		3102		ammonium N+		[#7v4;+]

		3103		carbamate NC(=O)O		[Nv3X3;$(NC(=[O,S])[O,S]);!$([N]([C]=O)([C]=O)([C]=O))]

		3104		nitril C#N		[N;$([#7X1]#[#6X2])]

		3105		hydrazine N-N		[Nv3X3;!$(NC=[*;!#6]);!$(N[*;v6])][Nv3X3;!$(NC=[*;!#6]);!$(N[*;v6])]

		3106		azo N=N		[NX2;$(N=N)]

		3107		N3		[NX1;$(N~N~N)]

		3108		imino C=N-, guanidine		[#7v3X2;$(N=[Cv4X3]);!$(N[N,O,S])]

		3109		urea NC(=O)N		[#6X3;$([#6X3](=[O,S])(N)N);!$([#6X3](=[O,S])NN)]

		3110		amine CNH1		[#7v3X3H1;!$([#7][!#6]);!$([#7][*v6]);!$([#7][#6](~[#7,#8,#16]));!$([#7r5H1](a)a)]

		3111		guanidine NC(=N)N		[#6X3;$([#6X3](=[N])(N)N)]

		3112		enemine NC=C		[NX3;$(NC=C)]

		3113		ntroso amine, imine N-N=O		[#7v3;$(N-N=O)]

		3114		hydrazine N-NH2		[Nv3H2;$([Nv3H2]-[Nv3X3]);!$(NN(C=*)(C=*))]

		3115		NH0 amide, imide		[#7v3X3H0;!$([#7][#7,#8,#16]);!$([#7]C(=[CH2]));$(N[#6](~[#7,#8,#16]))]

		3116		Nv3-hetero atom (O,S,Si,P)		[#7v3;$([#7][#8,#14,#15,#16]);!$([#7][#7]);!$([#7H0R][#8R,#14R,#15R,#16R]);!$([#7]([#8,#14,#15,#16])[#8,#14,#15,#16]);!$([#7][#8,#14,#15,#16][#7][#8,#14,#15,#16])]

		3117		aldoxime CH=N-O		[#7v3;$([#7]([#8])=[#6H1][#6]),$([#7]([#8])=[#6H2])]

		3118		reactive halogen  XC=@[N,n,O,S], X-[N,O,S]		[F,Cl,Br,I;$(*[#6]=,@[#7,#8,#16]),$(*[#7,#8,#16])]

		3119		unreactive pyridine		[n;$(n:c[OH]),$(n:[c;R1]([!N]):c[OH]),$(n:[c;R1]([!N]):[c;R1]:c[OH])]

		3120		amine CNH0		[#7v3X3H0;!$([#7][!#6]);!$([#7][*v6]);!$([#7][#6](~[#7,#8,#16]))]

		3121		amine Nv3 not hindered		[#7v3X3;!$([NR0][CR1][CR1]([CX4R0])[CX4R1]);!$([NR1](C)C(C)(C)C);!$([#7][#7]);!$(NC(=[CH2]));!$(N[#6](~[#7,#8,#16]))]

		3122		amine hindered		[#7v3X3;$([NR0][CR1][CR1]([CX4R0])[CX4R1]),$([NR1](C)C(C)(C)C);!$([#7][#7]);!$(NC(=[CH2]));!$(N[#6](~[#7,#8,#16]))]

		3123		amide		[#7v3X3;$([#7][C](=O)[!N;!S;!O;!P]),$([#7][CH1](=O));!$(N~[N,S,O]);!$(N(C=[N,O,S])C=O)]

		3125		cO reactive 12,13,14 O,N		[Ov2X2;$(Occ[Nv3,O]),$(Occc[Nv3,O]),$(Occcc[Nv3,O])]

		3126		halomethane, tri, tetra		[C;$([CH1]([Cl,Br,I])([Cl,Br,I])([Cl,Br,I])),$(C([F,Cl,Br,I])([Cl,Br,I])([Cl,Br,I])([Cl,Br,I]))]

		3127		amine reactive 12,13,14 wo H0		[N;H2;$(Ncc[NH2,NH1,OH1]),$(Nccc[NH2,NH1,OH1]),$(Ncccc[NH2,NH1,OH1])]

		3128		amine reactive 12,13,14 w H0		[N;H2;$(Ncc[Nv3X3,OH1]),$(Nccc[Nv3X3,OH1]),$(Ncccc[Nv3X3,OH1])]

		3129		amine Nv3 reactive 12,13,14 Nv3,O		[Nv3X3;$(Ncc[Nv3,O]),$(Nccc[Nv3,O]),$(Ncccc[Nv3,O])]

		3130		nitro N(=O)=O		[$(N(=O)=O),$([N+](=O)[O-])]

		3131		nitrated benzene carbonyl		[NX3v5;$(N(=O)(=O)ccC(~[OX1,Cl,Br,I])),$(N(=O)(=O)cccC(~[OX1,Cl,Br,I])),$(N(=O)(=O)ccccC(~[OX1,Cl,Br,I]))]

		3132		carbamate reactive		[N;$([N;!H2][#6X3](=[O,S])[O][C,N]),$([N;!H2][#6X3](=[O,S])[O]cc[O,N]),$([N;!H2][#6X3](=[O,S])[O]cccc[O,N]);!$([NR0]([C]=O)([C]=O)([C]=O));!$([NH1][C][CR1])]

		3133		carbamete NH2		[#6X3;$([#6X3](=[O,S])([O,S])[N;H2])]

		3134		NH2, 2,5-halo		[#7X3H2;$([#7]c1c([F,Cl,Br,I])ccc([F,Cl,Br,I])c1)]

		3135		NH2, hetero aromatic 3-, 4- n		[NH2;$([NH2v3][c]1[c][c,n][c,n][c,n][c]1);!$([NH2v3][c]1[c][c][c][c][c]1)]

		3136		NH2, mono-halo or unsubstututed		[NH2;$(Nc1[cH,cR2][cH,cR2][cH,cR2][cH,cR2][cH,cR2]1),$(Nc1[cH,cR2][cH,cR2][c;$(c[F,Cl])][cH,cR2][cH,cR2]1),$(Nc1[c;$(c[F,Cl])][cH,cR2][cH,cR2][cH,cR2][cH,cR2]1),$(Nc1[cH,cR2][c;$(c[F,Cl])][cH,cR2][cH,cR2][cH,cR2]1)]

		3137		amine reactive Nv3 o-(Nv3, O)		[Nv3X3;$(Ncc[Nv3,O])]

		3140		P-SC,c (reactive P ester alcohol)		[#15;$([#15]-[#16][#6])]

		3141		barbital		[C;$(C1NC(=O)[CX4]C(=O)N1)]

		3142		nitril unreactive		[N;$([#7X1]#[#6X2]);!$(N#C[CH2;R0]C#N);!$(N#C[CR0]=[CR0]);!$(N#CC[Cl,Br,I,OH1]);!$(N#CccC#N)]

		3143		nitril reactive		[N;$(N#C[CH2;R0]C#N),$(N#C[CH1R0]=[CR0]),$(N#CC[Cl,Br,I,OH1]),$(N#Cc(n)c(C#N)n),$(N#Cc(cCl)c(C#N)(cCl))]

		3144		amine oxide		[#7;$([#7v5X4](=[#8])([#6])([#6])[#6])]

		3145		acetal		[#6X4;$([#6]([#8])[#8])]

		3150		pyrrol		[#7r5v3X3;!$([#7][*v6]);!$([#7][#6](~[AR0;#7,#8,#16]));$([#7](a)a)]

		3151		aldehyde CH=C		[#6;$([CH](=O)[C;H1]=[CH2]),$([CH](=O)[C;H1]=[CH][CX4])]

		3152		aldehyde CF2X		[#6;$([CH](=O)CC[O,Sv2X2,Cl,Br,I])]

		3153		aldehyde CC[S,Cl,Br,I]		[#6;$([CH](=O)CC[O,Sv2X2,Cl,Br,I])]

		3160		aldehyde o-OH		[#6;$([CH](=O)cc[OH]);!$([C](=O)cc([OH])cc[OH])]

		3161		aldehyde o-F,Cl		[#6;$([CH](=O)c([cH1])c[F,Cl])]

		3162		aldehyde p-F,Cl		[#6;$([CH](=O)cccc[F,Cl])]

		3163		aldehyde m-CF3		[#6;$([CH](=O)cccC(F)(F)F)]

		3164		aldehyde p-CF3		[#6;$([CH](=O)ccccC(F)(F)F)]

		3165		aldehyde o-nitro		[#6;$([CH](=O)ccN(=O)(=O))]

		3166		aldehyde m-nitro		[#6;$([CH](=O)cccN(=O)(=O))]

		3167		aldehyde p-nitro		[#6;$([CH](=O)ccccN(=O)(=O))]

		3168		aldehyde 2-n		[#6;$([CH](=O)cn)]

		3169		aldehyde 3-n		[#6;$([CH](=O)ccn)]

		3170		aldehyde 4-n		[#6;$([CH](=O)cccn)]

		3171		carbonyl CH(X)		[$([#6R0](=O)[#6H1,#6H2][Cl,Br,I,F])]

		3172		carbonyl C=CH2		[$([#6](=O)[#6]=[#6;H2])]

		3173		carbonyl C=CH-a		[$([#6](=O)[#6]=[#6;H1][a])]

		3174		carbonyl a-C=O C=CC(=O)-a		[$([#6v4X3][#6](=O)[#6]=[#6][#6](=O)[#6v4X3])]

		3175		carbonyl CH2C=O		[$([#6R0](=O)[#6H2][#6R0](=O))]

		3176		carbonyl C=[N,O,S]		[#6;$([C](=O)[C]=[O,S,NR0])]

		3181		a-C=[O,C] acid		[#6;$(C=[O,C])][C,S](=O)

		3182		a-[~#7+,O,S,Cl,Br,I] acid		[#6;$(C([O,Sv2X2,Cl,Br,I]))][C,S](=O)

		3183		a-CNC[C,S=O]OH acid (nitrilo acetic acid)		[#6;$([CX4][NX3][CX4]C(=O)O)][C,S](=O)

		3184		a-[#7+,H0] acid		[#6;$([#6][#7+;H0])][C,S](=O)

		3185		b-[#7+,H0] acid		[#6;$([#6][#6][#7+;H0])][C,S](=O)

		3186		r-[#7+,H0] acid		[#6;$([#6][#6][#6][#7+;H0])][C,S](=O)

		3190		OC(=O)C=,#C		[$([#8X2](C=O)[#6]=,#[#6])]

		3191		OCHC=,#C		[$([#8X2][#6H1,#6H2][#6]=,#[#6])]

		3192		OCHCHC=CH2		[$([#8X2][#6H1,#6H2][#6H1,#6H2][#6]=[#6H2])]

		3193		OCHCHC#C		[$([#8X2][#6H1,#6H2][#6H1,#6H2][#6]#[#6])]

		3194		OCHCH[Cl,Br,I]		[$([#8X2][#6H1,#6H2][#6H1,#6H2][Cl,Br,I])]

		3195		O,S-C(F)(F)C(F)F		[$([#8X2,#16][CX4]([F])([F])[CX4]([F])[F])]

		3196		OCC1OC1		[$([#8X2][#6H1,#6H2][#6r3][Or3])]

		3200		carbamate NC(=O,S)O[C,N]		[N;$([N;!H2][#6X3](=[O,S])[O][C,N]);!$([NR0]([C]=O)([C]=O)([C]=O));!$([NH1][C][CR1])]

		3201		carbamate NC(=O,S)Occ[O,N]		[N;$([N;!H2][#6X3](=[O,S])[O]cc[O,N]);!$([NR0]([C]=O)([C]=O)([C]=O));!$([NH1][C][CR1])]

		3202		carbamate NC(=O,S)Occcc[O,N]		[N;$([N;!H2][#6X3](=[O,S])[O]cccc[O,N]);!$([NR0]([C]=O)([C]=O)([C]=O));!$([NH1][C][CR1])]

		3203		carbamate NC(=O,S)Occ(CC)cc		[N;$([N;!H2][#6X3](=[O,S])[O]cc(CC)cc);!$([NR0]([C]=O)([C]=O)([C]=O));!$([NH1][C][CR1])]

		3210		NN, hydrazine general, not in ring		[Nv3X3R0;$([N][Nv3X3])]

		3234		SH thiophenol		[Sv2X2H1;$(Sc1ccccc1)]

		3235		SH mercaptan, not hindered		[$([Sv2X2H1][CX4v4]);!$([Sv2X2H1]C(CC)(CC)CC)]

		3236		SH general		[$([#16v2X2H1][#6])]

		3501		sterically hindered ortho O,S,N,P		[O,S,N,P;$([*][#6;X3;R1][#6;X3;R1][#6;X4;R0]([#6X4R0])([#6X4R0]))]

		3502		sterically hindered ortho C=O, C=S		[C;$([C,P](=[O,S,N])[#6;X3;R1][#6;X3;R1][#6;X4;R0]([#6;X4;R0])([#6;X4;R0]))]

		3535		disulfide exception		[#16v2X2H0;$([S]([#6X4H3,c])[Sv2X2H0][#6X4H2,c])]

		3536		disulfide general		[#16v2X2H0;$([S]([#6X4,c])[Sv2X2H0][#6X4,c])]

		3537		2-mercapto-thiazol		[#16v2X2H1;$(S[cr5]([sr5,or5])[nr5])]

		3539		aromatic n=c-thiol		nc-[SH1]

		3550		sulfonylurea		[c,N,O]S(=O)(=O)N~C(~O)~N

		3600		organo-tin		[Sn;$([Sn;v4][#6])]

		4034		carboxylic acid C(=O)(C,c)OH, hindered		[#6;$([#6](=[#8])([#6R][#6R0])[#8H1])]

		4119		n+, N+ alkyl chain <6		[$([N,n;+]);!$([N+]CCCCCC)]

		4120		n+, N+ alkyl chain >=6		[$([N,n;+]);$([N+]CCCCCC)]

		4149		-C#N[$Aliphatic]		[NX1]#C[$([A;!P;!N;!S;!Se]);!$(C=N)]

		4150		-C#N[$aromatic]		[NX1]#[C][a]

		4168		-C(=O)O[$aromatic]		[a]C(=O)[OD2][!Na;!K;!Li]

		4199		-CL[$aromatic]		[a;!n][Cl]

		4204		-COOH[$Aliphatic]		[A][CD3](=[OX1])[OH1]

		4205		-COOH[$aromatic]		[a][CX3](=[OX1])[OH1]

		4207		-F[$aromatic]		[a][F]

		4227		-N[$an aromatic]		[N;$([Nv3X3][a]);!$([Nv3X3]([a])[a]);!$([Nv3X3]([a])([a])[a]);!$([Nv3X3]-[P]);!$([Nv3X3]([CX3]=[C])[CX3]=[C])]

		4228		-N-[$two aromatic]		[N;$([Nv3X3]([a])[a]);!$([Nv3X3]-[P])]

		4259		-NO2[$aromatic]		[N;$(N([a])(=O)=O),$([N+]([a])(=O)[O-])]

		4315		-S-[$two aromatic]		[a][Sv2X2][a]

		4320		-S(=O)-[$aromatic]		[a][Sv4!H](=[OX1])[A;!O;!N]

		4321		-S(=O)-[$Aliphatic]		S(=O)A

		4322		-S(=O)-[$two aromatic]		[a][Sv4!H](=[OX1])[a]

		4501		aromatic ring (sPilot1)		[c;R]

		4504		>C=O or >C=S (sPilot4)		[CX3]=[OX1,SX1]

		4507		halogen		[F,Cl,Br,I]

		4510		aromatic NH2		c-[N;H2]

		4511		heteroaromatic-C=C		[n,c;R;$([n,c]C=C);!$(c1ccccc1)]

		4515		o-disubstitued pix2, pi-n-pi		cOC(=O)[c;R][c;R]C(=O)Oc

		4519		X-CC=/#		[C;X4;$(C[Cl,Br,I]);!$(C([F,Cl,Br,I])([F,Cl,Br,I])([F,Cl,Br,I]))][C,c]=,#[C,c,O,S,N]

		4520		halogen(Cl,Br,I) a- to pi electron		[$([Cl,Br,I]CC=C),$([Cl,Br,I]Cc);!$([Cl,Br,I]C([Cl,Br,I])c)]

		4521		b-halogen(Cl,Br,I) to lone pair (b-atom) XCC(O,N,S..)		[Cl,Br,I][C;$([C;X4;H1]),$([C;X4;H2])][CX4;$(C[OH]),$(C[NH]),$(C[SH])]

		4523		perfluoro ethylene -CF2CF2-		[C;$(C(F)(F))][C;$(C(F)(F))]

		4525		acidic -C(=O)CH2-C(=O)- or N#C-CH2-C#N		[CH2;R0;$(C(C(=O))C(=O)),$(C(C#N)C#N)]

		4526		a,b-unsaturated C=,#(Het)		C=[C;H1;$(CC=O),$(CC#N)]

		4527		-C=C(C)C(=O,#N)-		C=[C;H0;$(CC=O),$(CC#N)]

		4528		XCCCX 1,3-Halogen		[Br,I][C,X4][C,X4][C,X4][Br,I]

		4529		PRE:aldehyde ar-CX2		c[CH]([Cl,Br,I])[Cl,Br,I]

		4532		n+ or N+ or P+ or S+		[n,N,P,S;+;!$([#7v4+][O-])]

		4534		LAS NP surfactant		CCC[C;$(c1ccccc1)]

		4535		disulfide not ph-S or CH3-S		[#16X2H0;$([S][C,c]);!$(S[C;H3]);!$(S[cccccc])][#16X2H0;$([S][C,c]);!$(S[C;H3]);!$(S[cccccc])]

		4536		PRE:b-diketone (diketene)		C(=O)CC([O;r4])=C

		4537		PRE:aldehyde (Vinyl ester)		C(=O)O[C;H1]=C

		4538		thiol, mercaptane		[S;X2;H1][C;!$(C=[O,S,N,P]);$(C[C,c])]

		4539		thiophenol		c[S;X2;H1;!$(Scn)]

		4540		phenol		[O;H1][c;$(c1ccccc1);!$(ccN(=O)(=O));!$(cc[C;H1]=O);!$(cc[C](=O)O);!$(cccN(=O)(=O));!$(ccc[C;H1]=O);!$(ccc[C](=O)O);!$(ccccN(=O)(=O));!$(cccc[C;H1]=O);!$(cccc[C](=O)O)]

		4541		epoxide monocyclic		[#8r3;$([#8]1[#6R1][#6R1])]

		4542		epoxide dicyclic (poor Sn2)		[#8r3;$([#8]1[#6R2][#6R2])]

		4543		MF:not C,c,O,F		[!C;!c;!O;!F]

		4544		aromatic nucleophilic substitution (dinitrobenzene)		[$([Cl,Br,I]c1c([Nv5X3])cc([Nv5X3])cc1),$([Cl,Br,I]c1c([Nv5X3])cccc1([Nv5X3]))]

		4545		PRE:HS-C-X (e.g. thioacetal)		[P,C](=[O,S])S[C,H2][S,N,O]

		4546		hetero aromatic m6, n>0		[n;r6]

		4554		peroxy OO, not hindered (OO-t-C, OO-ring-o-C,c)		[#8;$([#8][#8]);!$([#8][#6]([#6])[#6]);!$([#8]([#6R1][#6R1][#6R0])([#6R1][#6R1][#6R0]));!$([#8][#6]=[#8])]

		4555		imide 5 membered ring		[C;!$(C(=O)[O,S,Cl,Br,I,F])](=O)[N;X3;r5;!$(C(=O)[O,S,Cl,Br,I,F])][C;!$(C(=O)[O,S,Cl,Br,I,F])](=O)

		4556		imide 6 membered ring		[C;!$(C(=O)[O,S,Cl,Br,I,F])](=O)[N;X3;r6;!$(C(=O)[O,S,Cl,Br,I,F])][C;!$(C(=O)[O,S,Cl,Br,I,F])](=O)

		4557		alkyl surfactant		OS(=O)(=O)[C;X4][C&X4,C&$(C(=O))][OX2,CX4][C;X4][C;X4][C;X4]

		4560		indole alkaloid		c1ccc2[C,c](CCN)[C,c][N,n]c2c1

		4700		o-non substituted aniline NH2		[N;H2;$(Nc([c;H1])[c;H1]ccc)]

		4702		-C(=O)H aldehyde, formyl-, -carbaldehyde, -al		[CX3H1](=O)[#6]

		4704		-C(=O)OH, carboxylic acid, carboxy-, -oic acid		[CX3](=O)[OX2H1]

		4705		-C(=O)O-, ester, oxycarbonyl, -carboxylate (not O-vinyl)		[#6;$([#6;R0](=O)([O;R0])[#6]);!$(CccN(=O)=O);!$(CC=[CH2,CH1])](=[OX1])O[#6;!$(C=O);!$(C=S);!$(C=N);!$(C=[CH2]);!$(CC=[CH2])]

		4708		a-halocarbonyl		[C;$(C[F,Cl,Br,I])]C=O

		4711		aliphatic-NH2		[N;H2;v3;X3;!$(NC=[S,N,O]);!$(NCC(=O)O)][C]

		4712		aromatic(Ho)-NH2		[N;H2][a;R;$(cccccc)]

		4713		aromatic(He)-NH2		[N;H2][a;R;!$(cccccc)]

		4714		o- or p-OH, NH2 substituted aromatic-NH2		[NH2,OH1;$([OH1,NH2]aa[OH1,NH2]),$([OH1,NH2]aaaa[OH1,NH2]),$([OH1,NH2]a[aR2]a[OH1,NH2])]

		4715		o- or p-OH substituted aromatic-OH		[OH1,OH1;$([OH1,OH1]aa[OH1,OH1]),$([OH1,OH1]aaaa[OH1,OH1])]

		4716		CH2=CC(=O)O		[C;H2]=CC(=O)O[C,c;!$(C=C);!$(CC1CO1)]

		4718		aliphatic ketone (use MF:CHO)		[C;H0;$(C(=O)([C])[C]);!$(C(=O)C[Cl,Br,I,F])!$(C(=O)C=Cc)]

		4719		C[H0,1] b-diketone		[C,c]C(=O)[C;X4;!$(C[F,Cl,Br,I]),H1,H0]([C,c])C(=O)[C,c]

		4720		o-substituted-aniline (for daphnid)		[N;H2;$(Nc([cH])c[C,OH0])]

		4721		cyclic b-diketone		[C;R]C(=O)[C;X4;H2;R]C(=O)[C;R]

		4722		ar-C(=O)-C		[c;$(cC(=O)C);!$(cC(=O)[C;H2]C(=O));!$(cC(=O)C[F,Cl,Br,I]);!$(cC(=O)C=C);!$(cC(=O)C[F,Cl,Br,I]);!$(c[O;H1]);!$(cc[O;H1]);!$(ccc[O;H1]);!$(c[n,N]);!$(cc[n,N]);!$(ccc[n,N]);!$(ccOCC=C);!$(cccOCC=C);!$(ccccOCC=C)]

		4723		ar-C(=O)-ar		[c;r5,r6;$(c[c,n,s,o]),$(cc[c,n,s,o]),$(ccc[c,n,s,o])]C(=O)[c;r5,r6;$(c[c,n,s,o]),$(cc[c,n,s,o]),$(ccc[c,n,s,o])]

		4724		>NH		[N;H1;v3;X3;$(N(C)C);!$(NC=[S,N,O])]

		4725		>N- unreactive		[N;H0;v3;X3;$(N(C)(C)C);!$(N(C)(C)C[CH2][OH1]);!$(N(C)(C)CC(=O)[O]);!$(NC=[S,N,O])]

		4726		ArNH(Cc)		[N;H1;v3;!$(NC(=O));!$(N([#6;X3;R2])[#6;X3;R2]);!$(NccccN)]([#6])[$(cccccc)]

		4727		ArN(Cc)2		[N;H0;v3;!$(NC(=O));!$(Nc1ccc([N,O,S])cc1)]([C,c&$(c1ccccc1)])([C,c&$(c1ccccc1)])[c;$(c1ccccc1)]

		4728		1,4-N-HoAr		[N;H2;$(Ncc[NH2,OH1]),$(Ncccc[NH2,OH1]),$(Nc[cR2]c[NH2,OH1]);!$(Ncc[Nv5X3,Cl]);!$(Nccc[Nv5X3,Cl]);!$(Ncccc[Nv5X3,Cl])]

		4731		oxine chelate		cnc([c;H0])[c;H0][O;H1]

		4732		nitrophenol count N		[c;$(c1ccccc1)][Nv5X3;$(Ncc[O;H1]),$(Nccc[O;H1]),$(Ncccc[O;H1])]

		4733		bisphenol		[C,O;$([C,O](cccc([O;H1])cc)cccc([O;H1])cc)]

		4734		halophenol		[O;H1][$(cc[Cl,Br,I]),$(ccc[Cl,Br,I]),$(cccc[Cl,Br,I]);!$(cn);!$(ccn);!$(cccn);!$(cc[OH1])]

		4735		nitrophenol		[c;$(c1ccccc1)][O;H1;$(Occ[Nv5X3]),$(Occc[Nv5X3]),$(Occcc[Nv5X3])]

		4736		ether C-O-C		[O;X2;H0;$(O(C)C);!r3;!$(OC[N,S,O,P]);!$(OC=[N,S,O,P])]

		4745		PO4 HC		[C,c,O][P](=O)([C,c,O][C,c])[C,c,O]

		4760		-SO3H, Sulfonic Acid, sulfo-, -sulfonic acid		[C,c,O]S(=O)(=O)[O;$([OH1]),$(O[Na,Li,K])]

		4765		test: amide not reactive test		[N;$(N[C](=O)[!N;!S;!O;!P]),$(N[C;H1](=O));!$(N[N,S,O]);!$(N(C=[O,S])C=O)]

		4766		test: amide reactive test		[N;$(NC(=O)C=[O,N,S]),$(N(C=O)ccO),$(NC(=O)C=[C;H2]);!$(N[N,S,O]);!$(N(C=[O,S])C=O)]

		4770		alcohol primary		[O;H1][C;H2;X4;$(C[C,c])][C;X4;!$(C[S,N,F,Cl,Br,I,Si,P])]

		4771		alcohol secondary		[O;H1][C;H1;X4;$(C[C,c])][C;X4;!$(C[S,N,F,Cl,Br,I,Si,P])]

		4772		alcohol tertiary		[O;H1][C;H0;X4;$(C[C,c])][C,c]

		4773		O-CC=C alcohol		[O;H1][C;H1,H2]C=C

		4774		O-CC#C		O[C;H1,H2]C#C

		4775		O-CCC=C		O[C;H1,H2]CC=C

		4776		O-CCC#C		O[C;H1,H2]CC#C

		4778		alcohol C1 (methanol)		[C;H3][O;H1]

		4781		carbamate or thiocarbamate (not NH2)		[N;X3;H0,H1;!$(N(C=[O,S])(C=[O,S]))][C](=[O,S])[O,S][N,c]

		4782		aldehyde reactive		[$(C[CH]=C),$(CC(F)(F)[F,Cl,Br,I]),$(CCC[O,S,Cl,Br,I]);$([C;H1](=O))][C]

		4786		P-Pest		[$([N,S,O][C,c])][P;!$(P(O)(O)(O)(=O))](=[O,S])[$([O,S,c][C,c])]

		4787		acid reactive		[#6;$(C=[O,C]),$(C(~[#7+,O,S,Cl,Br,I])[C,S]=O),$([CX4][NX3][CX4]C(=O)O),$([#6][#7+;H0]),$([#6][#6][#7+;H0]),$([#6][#6][#6][#7+;H0])][C,S](=O)[O;H1]

		4788		acid aliphatic		[C;X4;!$(C[F,Cl,Br,I,N,S,O,P]);$(C[CX4,c]),$([C;H3]),$(C1CCCCC1)]C(=O)[O;H1]

		4789		MF:Ccos		[!C;!c;!o;!s]

		4791		Pro: a,b-unsaturated C=O (amine elimination)		[C;X4;$([CH2][N;X3]),$([CH2][OH;X2,SH;X2]),$([CH2][Cl,Br,I])][C;X4;$([C;H1]),$([C;H2])][C;R0]=O

		4797		acid reactive		[C;$(C=[O,C]),$(C[#7+,O,S,Cl,Br,I]),$([C][N]CC(=O)O)]C(=O)[O;H1]

		4806		[C]		[C]

		4813		aromatic(Hetero)-NH2. excl. triazine		[N;H2][a;R;!$(c1ccccc1);!$(c1n[c,n][c,n]cn1)]

		4814		triazine N,n general		[#7;$([#7]1[#6][#7][#6][#7][#6]1)]

		4815		triazine n general		[n;$(n1cncnc1)]

		4847		MF:NOS_X, not oxazole, not CF2		[N,n,O,S,F,Cl,Br,I;!$(ncocc);!$(ncscc);!$(ncncc);!$(N#Cc);!$(FCF);!$(Clc);!$(Fc);!$(ncccc),$(nC=C),$(ncC=C),$(nccC=C),$(ncccC=C),$(nc-cc),$([n+])]

		4849		stable delocalized cation		ncc[C;H1][N;!$(C=O)]

		4886		terphenyl type		[c;r6]-[c;r6;$(cc(-[c;r6])),$(cac(-[c;r6])),$(caac(-[c;r6]))]

		4892		MF: not CHO  (kPilotO)		[!C;!c;!O]

		4893		MF: not CHOP		[!C;!c;!O;!P]

		4900		CC(C)(C)CC(C)(C)c1ccc(OCCO)cc1		CC(C)(C)CC(C)(C)c1ccc(OCCO)cc1

		4901		Aliphatic N NO		[Nv3]

		4904		Aliphatic P		[P]

		4907		thiol, reactive, not hindered		[$([#16v2X2H1][#6]);!$([#16v2X2H1][#6]=[#6,#7,#8,#16]);!$(Sc[n,s,o]);!$(SC(CC)(CC)CC);!$(Sc(cCC)c(CC))]

		4908		aromatic thiol => 341, 2447		[a][Sv2X2H1]

		4910		aromatic		[a]

		4911		aromatic n		[n]

		4912		aromatic o		[o]

		4913		aromatic s		[s]

		4914		aniline (compound, C6H7N)		[cH]1[cH][cH][cH][cH][c]1[NH2v3]

		4915		aromatic carbon-halogen (Cl, Br, I)		[c][Cl,Br,I]

		4916		aromativ SH general		[c][SH]

		4917		aromatic OH general		[c][OH]

		4918		aniline NH2 general		[NH2]c(ccc1)cc1

		4926		CO (Aliphatic aldehyde)		[CH](=O)[C]

		4927		CO (aromatic aldehyde)		[CH](=O)[c]

		4940		COC(Aliphatic ether)		[O;$(O([CX4])[CX4]);!$(OC[O,S,N])]

		4941		cO(C,c) (aromatic ether)		[O;$([O;R0]([c;R1]([!N])[c;R1]([!N])[c;R1]([!N]))[CX4,c;R1]([!N])[CX4,c;R1]([!N])[CX4,c;R1]([!N])[CX4,c;R1]([!N]))]

		4942		sulfide (C,c)S(C,c) not CX,O,S,N,P		[Sv2X2;$(S([Cv4X4,c])[Cv4X4,c]);!$(SC~[N,O,P,S,F,Cl,Br,I])]

		4946		sulfoxide		[S;$(S([Cv4X4,c])([Cv4X4,c])=[O]);!$(SC~[N,O,P,S,F,Cl,Br,I])]

		4955		Aliphatic & aromatic amide		[#6]C(=O)[Nv3X3;!$(N[C](=[N,S]))]

		4972		O=C-N		C(=O)[N;v3]

		4982		aromatic aldehyde reactice		[$(Ccc[OH]),$(Ccc[F,Cl]),$(Ccccc[F,Cl]),$(CcccC(F)(F)F),$(CccccC(F)(F)F),$(CccN(=O)(=O)),$(CcccN(=O)(=O)),$(CccccN(=O)(=O)),$(Ccn),$(Cccn),$(Ccccn);C;$([C;H1](=O))][c]

		4983		CX unreactive		[C;$([C;X3,C;X4]([F,Cl,Br,I]));!$(CC=,#[*]);!$([C;X4]c);!$([C;X4]C[O;H1])]

		6002		acrylate		[CX3]=[CX3H1][CD3](=O)[OD2;!$(O(C=O)(C=[!#6]))]

		6015		1,4-diaminobenzene		[c]1[c][c]([c][c][c]1[Nv3;!$([N]C(=O))])[Nv3;!$([N]C(=O))]

		6016		amine Nv3X3 o-, p-(Nv3, OH) w/o parent		[#7v3X3;!$([#7][*v6]);!$(N[#6](~[#7,#8,#16]));!$([NH2][c]1[cH][cH][c]([NH2,OH])[cH][cH]1);!$([NH2][c]1[c]([NH2,OH])[cH][cH][cH][cH]1);$(Ncc[Nv3,OH1]),$(Ncccc[Nv3,OH1])]

		6022		dinitroaniline(not  include amide)		[NX3;H2,H1,H0;!$(NC=O);!$(N=O)][cX3][$(c([#7](=O)(=O))c([#7](=O)(=O))),$(c([#7](=O)(=O))cc([#7](=O)(=O))),$(c([#7](=O)(=O))ccc([#7](=O)(=O))),$(c([#7](=O)(=O))cccc([#7](=O)(=O))),$(c([#7](=O)(=O))ccccc([#7](=O)(=O))),$(cc([#7](=O)(=O))c([#7](=O)(=O))),$(cc([#7](=O)(=O))cc([#7](=O)(=O)))]

		6025		dinitrobenzene		[N;$(N(=O)(=O)acN(=O)(=O)),$(N(=O)(=O)aacN(=O)(=O)),$(N(=O)(=O)aaacN(=O)(=O))]c1aaaaa1

		6030		epoxide		[C;R1]1[C;R1][#8]1

		6040		phenol reactive (o-,m-,p- OH, #7)		[c;$(c1ccc([#7,OH])cc1),$(c1cc([#7,OH])ccc1),$(c1c([#7,OH])cccc1)][OH]

		6041		phenol o-formyl		[#6H1;$([#6](=[#8])[#6][#6][OH])]

		6042		CH=N o-OH reactive (aldehyde analog)		[#6H1;$([#6](=[#7])[#6][#6][OH])]

		6046		thiocyanate		[#7!D1]=[C]=[#16]

		6050		sulfone amide		cS(=O)(=O)N

		6065		vinyl N		[#6][#7]C=[CX3H2]

		6099		hydrazine(NN, any)		[NX3v3R0;$([NX3v3][NX3v3]);!$([N;H2][#7;r5,r6][#6;r5,r6](=O))]

		6105		a-halo-CN		N#CC[I,Br,Cl]

		6108		o-di-CN-aromatic		N#C[a][a]C#N

		6109		pyrethroid		cOcccCO[C,NX2]Cc

		6110		pyrethroids-a1		C=CC1C(C(OC[c,N])=O)C1

		6111		pyrethroids-a2		[C&r3&$(CC(=O)OCC=C),C&r3&$(CC(=O)OCa)]

		6112		pyrethroids-b		aa(a)[C,O]aaaCOC(=O)C

		6213		carbamate4		[A]NC(=O)[O][a,N]

		6518		4-O-phenol		[OH]aaaa[OH]

		6568		1-N-2-OH-Ar OH free, include oxine		[#7v3][aR2]a[OH]

		6600		amine?edetic acid		[#7v3X3;$([#7](CC(=O)O)CC(=O)O),$([#7](CC(=O)O)CCNCC(=O)O)]

		6631		cCH=CH2 (unreactive)		[C;H2]=[C;H1]c

		6930		(C,c)-SO2-O-(H,Na,K,Li)		[C,c,O]S(=O)(=O)[OH,$(O[Na,K,Li])]

		6933		C1=NN=CC(=O)N1N		C1=[N;v3][N;v3]=CC(=O)[N;v3]1[N;v3]

		6950		anti-microbial (irgasan)		[O;H1]ccOccCl

		6961		naphthalene		c1ccc2ccccc2c1

		6963		triazine		[S,Cl,O]c1nc(N)nc(N)n1

		6969		benzo-aromatic n,s,o ring (unreactive)		[n,s,o;R1;$([n,s,o][c;R2]),$([n,s,o]c[c;R2]),$([n,s,o]cc[c;R2])]

		6978		pyridine NH2		[N;H2;$(Nc1ncccc1),$(Nc1cnccc1),$(Nc1ccncc1)]

		6981		pyridine 3-NH2 (reactive)		[N;H2;$(Nc1cnccc1)]

		6982		C(Cl,Br,I)(C=O)OH (reactive)		[Cl,Br,I]CC(=O)[O;H1]

		6983		pyridine (measured)		[n;$(n[c;H1][c;H1][c;H1][c;H1][c;H1]),$(n[c;H1][c]([C;H3])[c;H1][c;H1][c;H1])]

		6984		biphenyl (parent, p-C)		[c;$([c;H1]1[c;H1][c;H1][c]([c;H1][c;H1]1)[c]2[c;H1][c;H1][c;H1,H0][c;H1][c;H1]2)]

		6985		Cl2C=CCl2 (measured)		[C;$(C(Cl)(Cl)=C(Cl)Cl)]

		6986		1,2-dichloro CHCl-CHCl		[C;$([C;R0;H1,H2](Cl)[C;R0;H1,H2]Cl)]

		6987		gem-Cl C(H)(Cl)(Cl)CH		[C;$([C;H1](Cl)(Cl)[C;H1,H2,H3])]

		6988		ClC=CCH2Cl		[C;H2;$(C(Cl)C=CCl)]

		6989		1-NO2 4-NO2, halogen		[Nv5X3;$(N(=O)(~O)c1ccc([F,Cl,Br,I,Nv5X3])cc1);!$(Ncc[Nv3,O,S]);!$(Nccc[O,S,Nv3])]

		6990		ether reactive O-C=CH2		[#8H0;!$([#8]C=[O,N,S]);$([#8][#6]=[#6H2])]

		7999		n r6 OH not reactive		[n;$(n:c[OH]),$(n:[c;R1]([!N]):c[OH]),$(n:[c;R1]([!N]):[c;R1]:c[OH])]





substruction_def_for_AD

		FragID		SubstructureClassName		SMARTS

		5001		Lithium [Li]		[#3]

		5002		Sodium [Na]		[#11]

		5003		Boron [B]		[#5]

		5004		NH 5 menbered aromatic		[#7r5H1;$([#7](a)(a))]

		5006		Silicon [Si]		[#14]

		5007		Nitrogen [N,n]		[#7]

		5008		Oxygen [O,o]		[#8]

		5012		Arsenic [As]		[#33]

		5013		Selenium [Se]		[#34]

		5014		Potassium [K]		[#19]

		5016		Sulfur [S]		[#16]

		5017		Tin [Sn]		[#50]

		5018		Phosphorus [P]		[#15]

		5019		halogen C-[Cl,Br,I]>2 CF2>3		[F,Cl,Br,I;$([Cl,Br,I]C[Cl,Br,I]),$(FC(F)C(F)(F)C(F)(F))]

		5020		Mechanism=SNAr 1		c1([F,Cl,Br,I,$(N(=O)~O)])c([F,Cl,Br,I,$(N(=O)~O),$(C#N),$(C=O),$(C(F)(F)F),$(S=O)])cc([F,Cl,Br,I,$(N(=O)~O),$(C#N),$(C=O),$(C(F)(F)F),$(S=O)])cc1

		5021		Mechanism=SNAr 2		c1([F,Cl,Br,I,$(N(=O)~O)])c([F,Cl,Br,I,$(N(=O)~O),$(C#N),$(C=O),$(C(F)(F)F),$(S=O)])cccc1([F,Cl,Br,I,$(N(=O)~O),$(C#N),$(C=O),$(C(F)(F)F),$(S=O)])

		5022		Mechanism=SNAr 3		c1([F,Cl,Br,I,$(N(=O)~O)])ncc([F,Cl,Br,I,$(N(=O)~O),$(C#N),$(C=O),$(C(F)(F)F),$(S=O)])cc1

		5023		Mechanism=SNAr 4		c1([F,Cl,Br,I,$(N(=O)=O)])ncccc1([F,Cl,Br,I,$(N(=O)=O),$(C#N),$(C=O),$(C(F)(F)F),$(S=O)])

		5024		Mechanism=SNAr 5		c1([F,Cl,Br,I,$(N(=O)=O)])ncccn1

		5025		Mechanism=SNAr 6		c1([F,Cl,Br,I,$(N(=O)=O)])ncncc1

		5026		Mechanism=SNAr 7		c1([F,Cl,Br,I,$(N(=O)=O)])ncc([F,Cl,Br,I,$(N(=O)=O),$(C#N),$(C=O),$(C(F)(F)F),$(S=O)])nc1

		5027		Mechanism=SNAr 8		c1nc([F,Cl,Br,I,$(N(=O)=O)])ncn1

		5028		Mechanism=SNAr 9		[F,Cl,Br,I,$(N(=O)(=O))]c1c([$(C(F)(F)(F)),$(S=O),F,Cl,Br,I,$(N(=O)(=O)),$(C#N),$(C=O)])cncc1

		5029		Mechanism=SB 1 modified		[CH2]=[O,SX2]

		5030		Mechanism=SB 2 modified		[CX4][CH]=[O,SX2]

		5031		Mechanism=SB 3 not use		[a][CH]=O

		5032		Mechanism=SB 4 modified		C(C)(C)=CC=[O,SX2]

		5033		Mechanism=SB 5		[C;!r5]([C;!r5])=[C;!r5](C)[C;!r5]=[O,SX2;!r5]

		5034		Mechanism=SB 6		[#6]C(=[O,SX2])C(=[O,SX2])[#6]

		5035		Mechanism=SB 7		[#6]C(=[O,SX2])[CX4]C(=[O,SX2])[#6]

		5036		Mechanism=SB 8		[#6][$([NX2]=O),$(N=C=O),$(OC#N),$(SC#N),$(N=C=S)]

		5037		Mechanism=pro-SB 1		[CH2][NH2]

		5038		Mechanism=pro-SB 2		[CH2]N([CH3])[CH3]

		5039		Mechanism=pro-SB 3		CC(C)=[CH][CH2][OH]

		5040		Mechanism=pro-SB 4		CC=C(C)[CH2][OH]

		5041		Mechanism=Michael 1		[CH2,CH]=[CH][$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5042		Mechanism=Michael 2		[CH2]=C[$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5043		Mechanism=Michael 3		aC=C[$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5044		Mechanism=Michael 4		C#C[$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5045		Mechanism=Michael 5		[CH2,CH]=[CH]C=C[$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5046		Mechanism=Michael 6		[CHR]=[CR][$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5047		Mechanism=Michael 7		C=C([F,Cl,Br,I])[F,Cl,Br,I]

		5048		Mechanism=Michael 8		c1c(=[O,NH2,NH])c(=[O,NH2,NH])ccc1

		5049		Mechanism=Michael 9		c1c(=[O,NH2,NH])ccc(=[O,NH2,NH])c1

		5050		Mechanism=Michael 10		C1=[C,N][$(S(=O)(=O)),$(C=[N,O]),$(S=O)][C,N]=C1c2ccccc2

		5051		Mechanism=Michael 11		[CH2,CH]=C1C(=[O,SX2])**C1

		5052		Mechanism=proMichael 1		c1c([OH,NH2,NH])c([OH,NH2,NH,$(N=N),$(N(C)C)])ccc1

		5053		Mechanism=proMichael 2		c1c([OH,NH2,NH])ccc([OH,NH2,NH,$(N=N),$(N(C)C)])c1

		5054		Mechanism=proMichael 3		c1([OH])c(O[CH3])cccc1

		5055		Mechanism=proMichael 4		c1([OH])ccc(O[CH3])cc1

		5056		Mechanism=proMichael 5		c1c([OH])ccc(C=C[CH3])c1

		5057		Mechanism=proMichael 6		c1c([OH,NH2,NH])cc([OH,NH2,NH,$(N(C)C)])cc1

		5058		Mechanism=proMichael 7		C([F,Cl,Br,I])[CH2,CH][$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5059		Mechanism=proMichael 8		[$([CH]=[CH2,CH]),$(C(C)=[CH2,CH]),$(C#C);!$(C(C)=CC)][CH2][OH]

		5060		Mechanism=proMichael 9		c1([OH])ccc([CH2][CH]=[CH2])cc1

		5061		Mechanism=proMichael 10		c1(O[CH3])ccc([CH2][CH]=[CH2])cc1

		5062		Mechanism=proMichael 11		[OH]c1cccc2ccccc12

		5063		Mechanism=proMichael 12		F[CH2,CH]C(F)[$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5064		Mechanism=proMichael 13		Cl[CH2,CH]C(Cl)[$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5065		Mechanism=proMichael 14		Br[CH2,CH]C(Br)[$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5066		Mechanism=proMichael 15		I[CH2,CH]C(I)[$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5067		Mechanism=SN2 1		[CH,CH2,CH3;!$([CH2]CC=[O,S])][F,Cl,Br,I,$(OS(=O)(=O)[#6,#1]),$(OS(=O)(=O)O[#6,#1])]

		5068		Mechanism=SN2 2		[#6]1[O,N,SX2][#6]1

		5069		Mechanism=SN2 3		C1C(=[O,S])[O,S][CH2,CH]1

		5070		Mechanism=SN2 4		[$(C=C),$(C#C),a][CH2,CH][O,S][$([CH]=O),$([CH]=S),$(C(C)=O),$(C(C)=S),a]

		5071		Mechanism=sulphurSN2 1		[#6]1=,:[#6]C(=[O,SX1])N[SX2]1

		5072		Mechanism=sulphurSN2 2		[#6][O,SX2,N][O,SX2,N][$([CH]=O),$([CH]=S),$(C(C)=O),$(C(C)=S),a]

		5073		Mechanism=oxophilicSN2 1		[CH2,CH3][NX3][NX2]=[O,S]

		5074		Mechanism=pro-SN2 1		c1ccc2cc3ccccc3cc2c1

		5075		Mechanism=pro-SN2 2		c1ccc2c(c1)ccc3ccccc23

		5076		Mechanism=acylating 1		[!$(C=C);!$(C#C)]C(=[O,SX1,N])[F,Cl,Br,I]

		5077		Mechanism=acylating 2		[!$(C=C);!$(C#C)]C(=[O,SX1,N])[O,S,N][a]

		5078		Mechanism=acylating 3		[!$(C=C);!$(C#C)]C(=[O,SX1,N])[O,S,N]C(=[O,SX1,N])

		5079		Mechanism=acylating 4		[!$(C=C);!$(C#C)]C(=[O,S,N])[O,S][$(C=C),$(C=N),$(C#C),$(C#N)]

		5080		Mechanism=acylating 5		[#6]1C(=[O,S])[O,N,S][#6]1

		5081		Mechanism=acylating 6		[C,N,O,S,a]c1[n,o,s]c2ccccc2[n,o,s]1

		5082		Mechanism=acylating 7		[#6]1[#6](=[N,O,S])[#7,#8,#16][#6][#7,#8,#16]1

		5083		Mechanism=acylating 8		[C,O]=[#6]1[#7,#8,#16][#6](=[O,N,SX1])c2ccccc12

		5084		Mechanism=acylating 9		[!$(C=C);!$(C#C)]C(=[O,SX1,N])[O,S,N][CX4,O,S][$(C=O),a,$(C=C),$(C#C),$(C=N),$(C#N)]

		5085		Mechanism=pro-SN2 KATE		cC(=O)C[O;H1]

		5086		CFCFCF		C([F,Cl,Br,I])([F,Cl,Br,I])C([F,Cl,Br,I])([F,Cl,Br,I])C([F,Cl,Br,I])([F,Cl,Br,I])

		5087		CFCF attached not to Cc		C(F)(F)C(F)(F)[!$([#6])]

		5088		HRAC Aa		[C;$(C(O[c;r6][c;r6][c;r6][c;r6]Oc)(C)C(=O)[O,N])]

		5089		HRAC Ab		[C;$(C(=NOC)(C)[C;r6](C=O)C=O),$(C(=NOC)(C)[C;r6](=C[O;H1])C=O)]

		5090		HRAC Ba		[S;$(S(=O)(=O)[N]~C([O;H1,H0])~N~[#6](~[#7])~[#7])]

		5091		HRAC Bb		[C;$([C;r5](=[N;r5][C;r5](=O))([N;r5])cc)]

		5092		HRAC Bc		[S;$(S(=O)(=O)(Nc)c(n)(n)),$(S(=O)(=O)(c)Nc(n)(n))]

		5093		HRAC Bd,f		[c;$([c;r6]([O,S,C]c)(nc(OC))nc(OC))]

		5094		HRAC Be		[S;$(S(=O)(=O)(c)~N~C(~O)[#7;r5])]

		5095		HRAC C1a		[c;$([c;r6]([Cl,S,O])(~[#7;r6]~[#6;r6](~N)~[#7;r6]~[#6;r6](~N)))]

		5096		HRAC C1b		[N;$([N;H2][#7;r5,r6][#6;r5,r6](=O))]

		5097		HRAC C2a		[N;$(N(~c)C(=O)N([C,O])),$(N(c)~C([O;H1])~N([C,O]))]

		5098		HRAC C2b		[N;$(N(C(=O)C)[c;r6][c;r6][c;r6][Cl,Br]),$(N(=C([O;H1])C)[c;r6][c;r6][c;r6][Cl,Br])]

		5099		HRAC C3a		[O;H1;$(Oc(c([Br,I,Cl])c)c([Br,I,Cl])ccC#N),$(Oc(c([Br,I,Cl])c)c([Br,I,Cl])ccC=NO)]

		5100		HRAC Na		[C;$(C(N(C)(C))(=O)SC)]

		5101		HRAC Nd		[C;$(C([Cl,F])C(=O)[O;H1])]

		5102		HRAC Nc		[O]c1cc2c(OC[C;X4]2)cc1

		5103		HRAC K1a		[N;$(N(C)c(c(N(=O)(=O)))cN(=O)(=O));!$(NC=[O,S]);H0,H1]

		5104		HRAC K3b		[N;$(N(C(=O)CCl)[c]),$(N(C(=O)CCl)C=C)]

		5105		HRAC K3d		[N;$(NC(=O)C([C,c])[O,c]),$(N=C([O;H1])C([C,c])[O,c])]

		5106		HRAC K3e,d, Oa chomeprop		[N;$(NC(=O)C[O,c]c),$(N=C([O;H1])C[O,c]c)]

		5107		HRAC Oa		[O;$(O(c1c([Cl,CH3])cc([Cl,CH3])cc1)CC(=O)[OH]),$(O(c1c([Cl,CH3])cc([Cl,CH3])cc1)CCCC(=O)[OH])]

		5108		HRAC Ob,c		[C;$(C(c1c(Cl)ccc(Cl)[c,n]1)(=O)[OH])]

		5109		HRAC Oc		[O;$(O(c1c(Cl)cc(Cl)cn1)CC(=O)[OH])]

		5110		HRAC M		[O;H1;$(Occ(N(=O)(=O))cc(N(=O)(=O))cc)]

		5111		FRAC 29a		[O;H0;$(Occ(N(=O)(=O))cc(N(=O)(=O))cc)]

		5112		HRAC C3a		[O;$(Oc1c([I,Br,Cl])cc(C#N)cc([I,Br,Cl])1)]

		5113		HRAC Pa		[N;$(N=CccC(=O)[O]),$(NC(=O)ccC(=O)[O])]

		5114		HRAC C1d		[#7;$([#7;r6]~[#6;r6]([O;H1])~[#7;r6]([C;H0,H1])~[#6,r6](=O)~[#6,r6]),$([#7;r6]~[#6;r6](=O)~[#7;r6]([C;H0,H1])~[#6,r6](=O)~[#6,r6])]

		5115		HRAC Ea		[O;$(O(c)c1c(Cl)cc(Cl)cc1),$(O(c)c1c(Cl)cc(C(F)(F)F)cc1)]

		5116		HRAC Ec,d		c1([Cl,F])c([O,S,C&$(C=O)])cc([N,n,c&$(cn)])c([Cl,F])c1

		5117		HRAC La		[N;$(N#Cc1c(Cl)cccc(Cl)1),$([N;H1]=C([S,O])c1c(Cl)cccc(Cl)1)]

		5118		HRAC F1b		n1[c;$(cOc),$(cC(=O)Nc),$(cC([O;H1])=Nc)][c;$([c;H1]),$(cC(=O)Nc),$(cC([O;H1])=Nc)]cc[c;$([c;H1])$(cC(=O)Nc),$(cC([O;H1])=Nc)]1

		5119		HRAC Da		[n;+;$([n;+]cc[n;+]),$([n;+]cccccc[n;+])]

		5120		HRAC Lb		[N;$(N(c)C(=O)(c)),$(N(c)=C([O;H1])c)]

		5121		HRAC Ld,Od		O=C([O;H1])c1cccc2cccnc21

		5122		HRAC K2a		[N;$(N(c)=C([O;H1])OC),$(N(c)C(=O)OC)]

		5123		HRAC K1c		n1[c;$(cC(F))][c;$(cC(=[O,N])[O,S]C)]cc[c;$(cCF)]1

		5124		HRAC K3h		[S;$(S(=O)(=O)(Cc)C1=NOCC1)]

		5125		HRAC Ga, Ha		[N;$(N(CP)CC(=O)O),$(NC(CCP)C(=O)O)]

		5126		HRAC F2a		[C;$([C;r6]([C;r6]=O)([C;r6]=O)C(=O)c)]

		5127		HRAC C3c		n1nc(c)c([O;H1,$(OC=O)])cc1

		5128		HRAC F2b		n1oc([C;r3])c(C(=O)c)c1

		5129		HRAC K1e		[c;$(cC(=O)O)]1[c;$(c[Cl,H])][c;$(c[Cl,H])][c;$(cC(=O)O)][c;$(c[Cl,H])][c;$(c[Cl,H])]1

		5130		HRAC Lc		n1[c;$(cC(=O)N)]n[n;$(n([c,C])c)][c;$(c[c,C])]1

		5131		HRAC Eh		n1([c,C])c(=O)ccn(C)c1(=O)

		5132		HRAC Ia		[C;$(C(=NS(=O)(=O))([O;H1])O[C,c]),$(C(NS(=O)(=O))(=O)O[C,c])]

		5133		HRAC F3a		[N;$(N~c1nncn1)]

		5134		HRAC C3b		N1S(=O)(=O)N(C)C(=O)cc1

		5135		HRAC mix		[n;r5,r6][n;r5,r6]c(~[O,N])

		5136		IRAC 4 nicotinic AChR agonist		nccC[S&$(S(=N)(=O)C),N&X3&!$(NC=[S,O])]

		5137		IRAC 4 nicotinic AChR agonist dinotefuran		[O;X2]CCC[N&X3&!$(NC=[S,O])]

		5138		IRAC 21 chain 4		c~[OR0,CR0,NR0;!$(N~N);!$(NC(~O)~N)]~[OR0,CR0,NR0;!$(N~N);!$(NC(~O)~N)]~[OR0,CR0,NR0;!$(N~N);!$(NC(~O)~N)]~[OR0,CR0,NR0;!$(N~N);!$(NC(~O)~N)]~c

		5139		IRAC 21 chain 3		[c][OR0,CR0,NR0;!$(N~N);!$(NC(~O)~N)][OR0,CR0,NR0;!$(N~N);!$(NC(~O)~N)][OR0,CR0,NR0;!$(N~N);!$(NC(~O)~N)][c]

		5140		IRAC 21 chain 2		c[S;!$(S=O)][CX4]c

		5141		IRAC 1A carbamate or chose 4780		[C&$(C(=[N;H0])(O)O[c,N]),C&$(C([N;H1,H0])(=O)O[c,N]),C&$(C([N;H1,H0])(=O)[n;r5]);!$(C(=O)N(C=O))]

		5142		IRAC 15		[$(cN=C([O;H1])N=C([O;H1])c),$(cNC(=O)N=C([O;H1])c),$(cNC(=O)NC(=O)c)]

		5143		IRAC 18   cC(=O)NNC(=O)c		[$(cC(=O)N([C;X4;H0])NC(=O)c),$(cC(=O)N([C;X4;H0])N=C([O;H1])c)]

		5144		IRAC 25 cC(C#N)<pi electron, enol,>Cc		[$(C(C#N)(c)C(=O)c),$(C(C#N)(c)=C(O)c)]

		5145		IRAC 26 cC(=O)Nca[c,C]N		[$(c[N;H1]C(=O)c[c,n][#6]~[#7]),$(cN=C([O;H1])c[c,n][#6]~[#7])]

		5146		IRAC 3B		[C;$(C(c)(c)C(Cl)Cl)]

		5147		IRAC 3A		[C;$(C(=O)[C;r3][C;r3][C;r3]C=C),$(C(=O)[C;r3][C;r3][C;r3]c),$(C(=O)[C;r3][C;r3][C;r3]C[Br,Cl,I])]

		5148		IRAC 3A		[O;$(O([c;r6])[c;r6][c;r6][c;r6]C(O)C#N),$(O([c;r6])[c;r6][c;r6][c;r6][C,Si][C,O][C,O][C,Si][c;r6])]

		5149		IRAC 2A		[C;$([C;R2](Cl)C(Cl)~C(Cl)[C;R2](Cl))]

		5150		IRAC 2B		[N;H2;$(N[c;r5][n;r5](c)[n;r5][c;r5]C#N)]

		5151		IRAC 5		[C;$([C;r12](=O)([O;r12][C;r12])C[C;R2;r5,r12])]

		5152		IRAC 6		[C;$([C;r16](=O)([O;r16][C;R2,r6,r16])[C;R2;r6,r16])]

		5153		IRAC 7		[O;$(O([c;r6])[c;r6][c;r6][c;r6][c;r6]OCC[O,N])]

		5154		IRAC 7		[C;$(C(=O)(OCC)C=C(C)C=CCC(C)C)]

		5155		IRAC 8		[C;$(C(S)(S)=N-C),$(C(=S)(S)NC),$(C[Cl,Br,I]),$(C(Cl)(Cl)(Cl)N(=O)(=O))]

		5156		IRAC 8		[$(S(=O)(=O)F),$(B(O)(O)(O))]

		5157		IRAC 10		[$(c-cnnc-c),$(c-CN=C-c),$(c-CCNC([O;H1])=NC),$(c-CCNC(=O)[N;H1])C]

		5158		IRAC 12		[O;$(O([c;r6])[c;r6][c;r6][c;r6][c;r6][N;H1]C(=S)[N]),$(O([c;r6])[c;r6][c;r6][c;r6][c;r6]N=C([S;H1])[N])]

		5159		IRAC 12		[S;$(S(c)(=O)(=O)c),$(S(=O)(O)(OCC#C))]

		5160		IRAC 12		[Sn;+]

		5161		IRAC 14		[C;X4;$(C(N(C)C)(C[S;H0])C[S;H0])]

		5162		IRAC 16		[N;R1;$(N(C)(C(=N)[S;R1])(C(=O)[N;R1]))]

		5163		IRAC 17		[#7;R1;r6;$([#7;r6]~[#6;r6](~[#7])~[#7;r6]~[#6;r6](~[#7])~[#7;r6]~[#6;r6](~[#7]))]

		5164		IRAC 19		[N;$(N([C;X4])(C=Nc)C=Nc)]

		5165		IRAC 20		[$(cC=CC=NN),$([c;R2][C;r6](=O)[C;r6]=[C;r6][C;r6](=O)[c;R2]),$(COC=CC=O)]

		5166		IRAC 22		[c;$(cNC(~O)~NN=C(c)([c,C]))]

		5167		IRAC 23		[C;R2;$([C;r5][O,N]~C(~O)[C;r5]=[C;r5])]

		5168		IRAC 24		[C;-]#N

		5169		IRAC 24		[P;H1,H2,H3]

		5170		IRAC 25		[C;$(C(C#N)(c)=CO),$(C(C#N)(c)C(=O)[O,#6])]

		5171		IRAC 28		[C;R0;$(C(~O)(~N[c;r6][c;r6][C;H3])[c;r5,r6])]

		5172		IRAC  3A pyrethroid		cOcccCO[C,NX2]Cc

		5173		IRAC 1B phospho pestpest		[P&!$(P[OH,SH])&!$(P(=O)([O,c,CX4])([O,c,CX4])[O,c,CX4])&$(P(=[O,S])([O,S,N,C,c])([O,S,N])[O,S,N,F]),P&!$(P[OH,SH])&!$(P(=O)([O,c,CX4])([O,c,CX4])[O,c,CX4])&$(P(=O)Oaa[F,Cl,Br,I]),P&!$(P[OH,SH])&$(P(=O)Oaaaa[S,F,Cl,Br,I])]

		5180		fungicide imidazole		[#7r5;$([#7]C(CO)),$([#7]C(a)(a)a)]

		5201		hetero-hetero bond		[$([NR0,OR0,SR0,P]~[!#6]);!$(N~O);!$(S~O);!$(P~O);!$(O~[N,S,P])]

		5203		hetero-hetero-hetero		[$([!#6](~[!#6])~[!#6]);!$([P][S,O]);!$([P,S,N]=[S,O]);!$([#7R1]~[#7R1]~[#7R1])]

		5267		C1-3 sulfate, OSO2CF3 alkylation		[CH,CH2,CH3;!$(CCCC)][$(OS(=O)(=O)C(F)(F)F),$(OS(=O)(=O)O[#6])]

		5500		amin (daphnid ACR100)		[#7;v3;X3;!$([#7][!#6]);!$([#7][#6;X3]([#7])[#7]);!$([#7][#6]=,#[!#6]);!$([#7][!#6;R][!#6;!#7;!#8;!#16;R][!#6;!#7;!#8;!#16;R][!#6;!#7;!#8;!#16;R])]

		5600		organo-tin (IV)		[Sn;$([Sn;v4][#6])]

		5601		organo-tin (II)		[Sn;$([Sn;v2][#6])]

		5602		hetero-halogen		[!#6][F,Cl,Br,I]

		5603		X-C-S-N		[Sv2X2;$(S([#6v4X4,#6v4X3][F,Cl,Br,I])([#7v3]))]

		5604		Cymoxanil fungicide		[C;$(C(=O)(C(=N)C#N)N)]





structure_def

		ClassID		StructureClassName		IDCode

		_G1_05010		aliphatic HC		3001,=0,/4507,=0,/4910,=0,/

		_G1_05012		aliphatic HC halogenated unreactive		4983,>0,/4521,=0,/4528,=0,/4716,=0,/4904,=0,/

		_G1_05013		dinitrile		6108,>0,/

		_G1_05020		aromatic HC		3001,=0,/4507,=0,/4910,>0,/4886,=0,/

		_G1_05040		aliphatic amine NH2		4711,=1,/

		_G1_05041		aliphatic amine NH2 >1		4711,>1,/

		_G1_05060		aromatic(He) HN2		4713,>0,/

		_G1_05070		aromatic-NH2, o-,p-(NH2, OH)		4714,>0,/

		_G1_05110		ester not (reactive, acids)		4705,>0,/4716,=0,/4708,=0,/4760,=0,/4704,=0,/4515,=0,/4259,=0,/

		_G1_05120		a,b-unsaturated acid ester		4716,>0,/6002,>0,/

		_G1_05121		not acrylate		4716,>0,/6002,=0,/

		_G1_05122		hetero-vinyl		4511,>0,/

		_G1_05123		pi		4515,>0,/

		_G1_05124		xx		4526,>0,/4716,=0,/4787,=0,/

		_G1_05128				4735,=0,/4544,=0,/6025,>0,/

		_G1_05131				4535,>0,/

		_G1_05132				4519,>0,/4529,=0,/

		_G1_05133				4536,>0,/

		_G1_05134				4528,>0,/

		_G1_05135				4537,>0,/

		_G1_05136				4525,>0,/

		_G1_05137		thiol wo -CO2H		4538,>0,/4704,=0,/

		_G1_05138				4539,>0,/

		_G1_05139				4541,>0,/

		_G1_05141		use with MF:CHO, ketone		4892,=0,/4718,>0,/4525,=0,/

		_G1_05142				4719,>0,/

		_G1_05143		C-C(=O)-C		4721,>0,/

		_G1_05144		a-C(=O)-C		4722,>0,/

		_G1_05145		a-C(=O)-a		4723,>0,/

		_G1_05146				4544,>0,/6025,>0,/

		_G1_05147				4786,>0,/4745,=0,/4545,>0,/

		_G1_05150		primary alcohol (unreactive)		4543,=0,/4770,>0,/4773,=0,/4774,=0,/4776,=0,/4504,=0,/4900,=0,/

		_G1_05151		secondary alcohol (unreactive)		4543,=0,/4771,>0,/4773,=0,/4774,=0,/4776,=0,/4504,=0,/

		_G1_05152		tertiary alcohol		4543,=0,/4772,>0,/4504,=0,/

		_G1_05153		methanol		4778,=1,/

		_G1_05160		alipatic CN		4149,>0,/4525,=0,/4520,=0,/4526,=0,/6105,=0,/

		_G1_05170		>NH		4724,>0,/4911,=0,/4526,=0,/6600,=0,/4711,=0,/4527,=0,/4773,=0,/4791,=0,/3030,=0,/

		_G1_05171		>N-		4725,>0,/4911,=0,/4526,=0,/6600,=0,/4711,=0,/4527,=0,/4773,=0,/4791,=0,/3030,=0,/

		_G1_05180		ArNH, ArNH0		4726,>0,/4728,=0,/4727,=0,/3108,=0,/3103,=0,/4526,=0,/|4727,>0,/4728,=0,/4726,=0,/3108,=0,/3103,=0,/4526,=0,/

		_G1_05220		hanophenol		4734,>0,/4733,=0,/4735,=0,/

		_G1_05230		nitrophenol		4735,>0,/4714,=0,/

		_G1_05240		OH-Ar-O,C-Ar-OH		4733,>0,/

		_G1_05250		use with4543 CHOF replaced 5892 MF:CHO,  C-O-C		4736,>0,/4543,=0,/4774,=0,/4775,=0,/4776,=0,/4504,=0,/6030,=0,/4523,=0,/

		_G1_05253		PO4 MF:CHOP 4893,=0,/		4745,>0,/4893,=0,/

		_G1_05255		amide reactive		4766,>0,/

		_G1_05258		carbamate		4781,>0,/

		_G1_05259		F,Cl,Br,I, HC except pi-C-X		4507,>0,/3001,=0,/4886,=0,/4519,=0,/4504,=0,/4520,=0,/4528,=0,/

		_G1_05260		aliphatic aldehyde (reactive)		4782,>0,/

		_G1_05262		aromatic aldehyde		4982,>0,/

		_G1_05263		imide without carbamate 6034		4555,>0,/

		_G1_05264		aromatic aldehyde reactive		4982,>0,/

		_G1_05265		other aldehyde		4702,>0,/

		_G1_05266		P-Pest		5173,>0,/

		_G1_05267		acid reactive		4787,>0,/

		_G1_05268				4521,>0,/

		_G1_05269				4520,>0,/4529,=0,/

		_G1_05270		aliphatic acid		4788,>0,/

		_G1_05276				4715,>0,/

		_G1_05278				4529,>0,/

		_G1_05279				4556,>0,/

		_G1_05280		fused epoxide		4542,>0,/4541,=0,/

		_G1_05281		hindered peroxide		4554,>0,/

		_G1_05300		indole alkaloid		4560,>0,/

		_G1_05302		ether (unreactive)		4940,>0,/

		_G1_05303		carbamate (unreactive)		6213,>0,/

		_G1_05305		sulfide & sulfone (unreactive)		4942,>0,/

		_G1_05306		non-aromatic C#N (unreactive)		4149,>0,/

		_G1_05307		cCH=CH2 (unreactive)		6631,>0,/

		_G1_05308		pyridine (reactive)		6981,>0,/

		_G1_05310		triazine herbicide (reactive)		6933,>0,/

		_G1_05311		halo-acetic acid (reactive)		6982,>0,/

		_G1_05312		pyrizine (measured)		6983,>0,/

		_G1_05313		reactive (irgasan type)		6950,>0,/

		_G1_05318		ortho 1,2-diNH2		6015,>0,/4204,=0,/4205,=0,/4320,=0,/4321,=0,/4322,=0,/

		_G1_05330		phenol & aromatic_or_aliphatic amide-112		6040,>0,/4955,>0,/

		_G1_05336		di- or tri- aromatic amines		4228,>0,/4315,=0,/4972,=0,/4119,=0,/6961,=0,/

		_G1_05353		aminonaphthalene		6961,>0,/4228,>0,/

		_G1_05355		allyl O alcohol		4773,>0,/

		_G1_05356		propagyl O		4774,>0,/

		_G1_05359		CN=C=S		6046,>0,/

		_G1_05362		sulfoxide,sulfone		4946,>0,/

		_G1_05363		sulfide		4942,>0,/

		_G1_05364		hidrazine not NH2		6099,>0,/

		_G1_05720		o-sub-aniline		4720,>0,/4700,=0,/

		_G1_05900		caroxylic acid, carboxylate, wuthout cation		4704,>0,/4787,=0,/4788,=0,/4532,=0,/

		_G1_05901		LAS, NP		4534,>0,/

		_G1_05902		sulfonic acid, sulfate		4760,>0,/4534,=0,/4557,=0,/

		_G1_05903		long alkyl SO3H		4557,>0,/

		_G1_07999		pyridine unreactive		7999,>0,/

		_GA_30000		CNOS_X alga specific reactive		SA_30000,>0,/3013,=0,/

		_GD_30000		CNOSP_X Daphnid specific reactive		SD_30000,>0,/3015,=0,/

		_GF_30000		CNOSP_X Fish specific reactive		SF_30000,>0,/3015,=0,/

		A_10009		phenol not reactive - acid		3047,>0,/R_00009,=0,/G1_00010,>0,/

		B_00001		biocide carbamate		5100,>0,|5122,>0,|5141,>0,|

		C_80000		Whole

		C_80001		C_X		3001,=0,/

		C_80002		CN_X		3002,=0,/3001,>0,/

		C_80003		CO_X		3003,=0,/3001,>0,/

		C_80006		CNO_X		3006,=0,/3001,>0,/3002,>0,/3003,>0/

		C_80014		Cnos_X		3014,=0,;4911,>0,|4912,>0,|4913,>0,|

		C_81000		Fish high		C_80000,>0,/C_80006,=0,/C_80002,>0

		F_00007		halogen not amine, phenol, ...		4507,>0,/4918,=0,/4927,=0,/4917,=0,/3130,=0,

		F_00032		SH general		3236,>0,/

		F_00042		acid anhydride		3038,>0,/

		F_00043		peroxy general		3035,>0,/

		F_00050		alhedyde		3036,>0,/

		F_00190		hydrazine general, count N not in ring		3210,>0,/

		F_03106		azo -N=N-		3106,>0,/

		F_04814		triazine		4814,>0,|

		F_05017		Tin [#50]		5017,>0,/

		G1_00002		ester alcohol  reactive		S_00030,>0,/R_03054,>0,/

		G1_00004		ester mathacrylate		US_00003,>0,/3056,>0,/

		G1_00005		ester acrylate		US_00003,>0,/3055,>0,/

		G1_00008		phenol reactive w/ NH2		S_20009,>0,/6040,>0,/

		G1_00010		oxoacid [C,c]CO2-, [C,c,O]SO3-		3034,>0,|4760,>0,

		G1_00012		phenol hindered		U_00009,>0,/3501,>0,/

		G1_00013		phenol bisphenol		U_00009,>0,/4733,>0,/

		G1_00014		phenol unreactive		U_00009,>0,/4733,=0,/3501,=0,/

		G1_00015		phenol unreactive wo X		G1_00014,>0,/4507,=0,/

		G1_00016		phenol unreactive w X		G1_00014,>0,/4507,>0,/

		G1_00017		phenol reactive o-formyl		S_20009,>0;6042,>0,|6041,>0,|

		G1_00018		phenol reactive excl. o-formyl		S_20009,>0,/6041,=0,/

		G1_00019		alcohol unreactive (w EO) fish		UF_00021,>0,/3058,>0,/

		G1_00020		alcohol unreactive (wo EO)		UF_00021,>0,/3058,=0,/

		G1_00021		CO_X alcohol reactive C-OH w/ proMichael		SF_00021,>0,/5059,>0,/

		G1_00022		alcohol unreactive (w/o EO) (daphnid)		UD_00021,>0,/G1_00010,=0,/3058,=0,/

		G1_00024		alcohol unreactive (w/ EO) (daphnid)		UD_00021,>0,/G1_00010,=0,/3058,>0,/

		G1_00026		ketone reactive (not QSAR use)		3031,>0,/R_00001,>0,/

		G1_00030		CNO_X phenol o-,m-,p- N,O w/o OH, NH2		G1_00018,>0,/4714,=0,/4715,=0,/

		G1_00031		methacrylate		3032,>0,/3053,>0,/3054,=0,/4515,=0,/3056,>0,/

		G1_00032		acrylate		3032,>0,/3053,>0,/3054,=0,/4515,=0,/3055,>1,/

		G1_00033		CNO_X phenol reactive, w/o o-formyl,  w/ OH,NH2		G1_00018,>0,;4714,>0,|4715,>0,/

		G1_00034		other reactive ester(malonate)		3032,>0,/3053,>0,/3054,=0,/4515,=0,/3055,=0,/3056,=0,/

		G1_00036		CO_X alcohol reactive C-OH w/o proMichael		SF_00021,>0,/5059,=0,/

		G1_00038		CO_X alcohol reactive C-OH w/o pinacol		SD_00021,>0,/3066,=0,/

		G1_00039		alcohol reactive C-OH w/o pinacol		SD_00021,>0,/3066,>0,/

		G1_00046		epoxide		4541,>0,/

		G1_00054		phenol unreactive excl. Diphenylether HRAC Ea		G1_00014,>0,/5115,=0,/

		G1_00055		phenol unreactive w/o X		G1_00054,>0,/4507,=0,/

		G1_00056		phenol unreactive w X		G1_00054,>0,/4507,>0,/

		G1_00060		reactive phenol w/ 14- 12- (OH, NH2)		G1_00008,>0,/4714,>0,/

		G1_00061		reactive phenol w/o 14- 12- (OH, NH2)		G1_00008,>0,/4714,=0,/

		G1_00064		reactive phenol w/o 14- 12- (OH, NH2), w/o nito		G1_00061,>0,/4732,=0,/

		G1_00065		reactive phenol w/o 14- 12- (OH, NH2) w/ nitro		G1_00061,>0,/4732,>0,/

		G1_00100		N-hetero unreactive (wo amine, aldoxime, carbamate)		3116,>0,/3103,=0,/3100,=0,/3117,=0,/

		G1_00123		pyrethroids		6110,>0,/

		G1_00124		pyrethroids		6111,>0,/

		G1_00125		pyrethroids		6112,>0,/

		G1_00130		amine NH2 w C=O		3100,>0,/3030,>0,/

		G1_00131		amine reactive 1,4- 1,2- di function		3100,>0,/3030,=0,/6978,=0,/4714,>0,/

		G1_00132		amine di-NH2 toxic		3100,>1,/3030,=0,/6978,=0,/4714,=0,/3121,>1,/

		G1_00134		amine aromatic lesstoxic		3100,=1,/3030,=0,/6978,=0,/4714,=0,/4510,>0,/3101,>0,/

		G1_00135		amine aromatic slight toxic		3100,=1,/3030,=0,/6978,=0,/4714,=0,/4510,>0,/3101,=0,/

		G1_00140		amine sec, aliphatic or aromatic wo n		3110,=1,/3121,>0,/4911,=0,/

		G1_00141		amine NH w aromatic n		3110,=1,/3121,>0,/4911,>0,/

		G1_00142		amine sec, di-functional		3110,>1,/3121,>1,/

		G1_00151		amine tert, unreactive w C=O		3120,>0,/3100,=0,/3030,>0,/3054,=0,/3053,=0,/4791,=0,/6600,=0,/5142,=0,/3103,=0,/

		G1_00160		nitril aliphatic, unreactive		3104,>0,/4150,=0,/3143,=0,/5148,=0,/

		G1_00161		nitril aromatic, unreactive		3104,>0,/4150,>0,/6108,=0,/

		G1_00163		nitril aromatic NoQSAR (reactive)		3104,>0,/4150,>0,/6108,>0,/

		G1_00170		amide unreactive		3123,>0,/3103,=0,/3053,=0,/4708,=0,/3129,=0,/4560,=0,/

		G1_00180		cOC		4941,>0,/4900,=0,/

		G1_00181		urea unreactive		U_00181,>0,/

		G1_00191		hydrazine NH,NH0 (NoQSAR)		3105,>0,/3114,=0,/

		G1_00401		exception octylphenol		4900,>0,/

		G1_00402		exception CH3, PhSS		3535,>0,/

		G1_00403		nc-SH		3539,>0,/

		G1_00502		sulfonylurea		3550,>0,/

		G1_04814		CNOS_X triazine		3013,=0,/F_04814,>0,/

		G1_05357		cation others		R_00004,>0,/4119,=0,/

		G1_05358		n+, N+ alkyl chain <6		R_00004,>0,/4119,>0,/

		G1_05360		cation N, P, S		4532,>0,/

		G1_06000		alcohol primary		4770,>0,/

		G1_06001		alcohol secondary		4771,>0,/

		G1_06002		alcohol tertiary		4772,>0,/

		G1_20040		CO_X ether unreactive		3003,=0,/U_00005,>0,/

		G1_20041		CO_X ether reactive		3003,=0,/S_00005,>0,/

		G1_20042		CNO_X ether unreactive		3006,=0,/3003,>0,/U_00005,>0,/3102,=0,|

		G1_20060		CNO_X phenol, 14-.12-OH		G1_00060,>0,/3006,=0,/

		G1_21001		Cnos_X HC		U_00002,>0,/3001,=0,/

		G1_21002		Cnos_X excl. HC		U_00002,>0,/3001,>0,/3014,=0,/

		G1_21003		C_X aliphatic w X		G1_21004,>0,/4910,=0,/

		G1_21004		C_X HC w X		G1_21001,>0,/4507,>0,/

		G1_21005		C_X aromatic w X		G1_21004,>0,/4910,>0,/

		G1_21007		C_X aromatic HC, fused R3=0		G1_21009,>0,/3039,=0,/

		G1_21008		C_X aromatic wo X, R3>0		G1_21009,>0,/3039,>0,/

		G1_21009		C_X_aromatic HC, fused R>1		G1_21204,>0,/3040,>0,/

		G1_21010		C_X_aromatic w/o X,  fused R=0		G1_21204,>0,/3040,=0,/

		G1_21011		CO_X phenol unreactive		U_00009,>0,/3003,=0,/

		G1_21012		CO_X phenol hindered		G1_00012,>0,/3003,=0,/

		G1_21013		CO_X phenol bisphenol		G1_00013,>0,/3034,=0,/3003,=0,/

		G1_21014		CO_X phenol unreactive non halogen		G1_00014,>0,/3003,=0,/

		G1_21015		CO_X phenol unreactive halogenated		G1_00015,>0,/3003,=0,/

		G1_21016		CO_X phenol o,p di-OH		G1_00016,>0,/3003,=0,/

		G1_21017		C_X HC w/ X (excl. Halomethane)		G1_21003,>0,/3126,=0,/

		G1_21018		C_X HC w/ X (incl. Halomethane)		G1_21003,>0,/3126,>0,/

		G1_21019		CO_X alcohol unreactive (w EO)		G1_00019,>0,/3003,=0,/

		G1_21020		CO_X alcohol unreactive (wo EO)		G1_00020,>0,/3003,=0,/

		G1_21021		CO_X alcohol reactive C-OH w/ proMichael		G1_00021,>0,/3003,=0,/

		G1_21022		CO_X alcohol unreactive (w/o EO) (daphnid)		G1_00022,>0,/3003,=0,/

		G1_21023		CO_X alcohol reactive (daphnid)		SD_00021,>0,/3003,=0,/

		G1_21024		CO_X alcohol unreactive (w/ EO) (daphnid)		G1_00024,>0,/3003,=0,/

		G1_21025		CO_X ketone unreactive		U_00025,>0,/3011,=0,/

		G1_21026		CO_X ketone reactive		S_10025,>0,/3006,=0,/3173,=0,/

		G1_21027		CO_X ketone unreactive aliphatic		G1_21025,>0,/4910,=0,/

		G1_21028		CNO_X ketone reactive		S_10025,>0,/3006,=0,/

		G1_21029		CO_X ketone unreactive aromatic		G1_21025,>0,/4910,>0,/

		G1_21030		CNO_X ester unreactive  logP<6.1 & 6.1<		U_10030,>0,/3006,=0,/

		G1_21031		CO_X methacrylate		G1_00031,>0,/3003,=0,/

		G1_21032		CO_X acrylate		G1_00032,>0,/3003,=0,/

		G1_21033		CO_X ester reactive alcohol		3003,=0,/3032,>0,/3053,=0,/3054,>0,/4515,=0,/|3032,>0,/3009,=0/3053,>0,/3054,>0,/4515,=0,/

		G1_21034		CO_X other reactive ester(malonate)		G1_00034,>0,/3003,=0,/

		G1_21036		CO_X alcohol reactive C-OH w/o proMichael		G1_00036,>0,/3003,=0,/

		G1_21038		CO_X alcohol reactive C-OH w/o pinacol		G1_00038,>0,/3003,=0,/

		G1_21039		CO_X alcohol reactive C-OH w/ pinacol		G1_00039,>0,/3003,>0,/

		G1_21042		CO_X acid anhydride		F_00042,>0,/3003,=0,/

		G1_21043		CO_X peroxy unreactive		F_00043,>0,/R_00043,=0,/3003,=0,/

		G1_21044		C_X nonhalogenated HC (subclass wo X)		G1_21001,>0,/4507,=0,/

		G1_21046		CO_X epoxide		G1_00046,>0,/3003,=0,/

		G1_21048		C(OS)_X ester unreactive (Alga)		G1_22030,>0,/3040,=0,/

		G1_21049		C(OS)_X ester unreactive (Daphnid)		G1_22030,>0,/3047,=0,/

		G1_21050		CO_X aldehyde normal		U_00050,>0,/3006,=0,/

		G1_21051		CNO_X aldehyde reactive		S_00050,>0,/3006,=0,/

		G1_21052		CNO_X aldehyde aliphatic reactive		G1_21051,>0,/4927,=0,/

		G1_21053		CNO_X aldehyde aromatic reactive		G1_21051,>0,/4927,>0,/

		G1_21059		C_X w/ X, excl. gem-Cl2, 1,2-Cl2, TCE		G1_21017,>0,/6985,=0,/6986,=0,/6987,=0,/

		G1_21060		C_X w/ X, w/ gem-Cl2, 1,2-Cl2, TCE		G1_21017,>0,;6985,>0,|6986,>0,|6987,>0,|

		G1_21063		CO_X peroxy reactive		F_00043,>0,/R_00043,>0,/3003,=0,/

		G1_21124		COS_X thiol		3009,=0,/4538,>0,/

		G1_21145		CS_X thoether unreactive		3004,=0,/4942,>0,/

		G1_21160		CSO-X -SO3H, Sulfonic Acid, sulfo-, -sulfonic acid		3009,=0,/4760,>0,/

		G1_21161		CSO-X sulfoxide, sulfone unreactive		3009,=0,/4946,>0,/

		G1_21162		CS_X disulfide unreactive		3004,=0,/4535,>0,/

		G1_21163		CS_X disulfide reactive		3004,=0,/3535,>0,/

		G1_21182		imide		3006,=0,/U_00182,>0,/

		G1_21203		C_X aliphatic wo X		G1_21044,>0,/4910,=0,/

		G1_21204		C_X aromatic wo X		G1_21044,>0,/4910,>0,/

		G1_21206		Cnos_X reactive  HC		S_00002,>0,/3001,=0,/

		G1_21207		Cnos_X reactive  excl. HC		S_00002,>0,/3001,>0,/

		G1_21208		C_X reactive  HC, excl. ClC=CCCl		G1_21206,>0,/6988,=0,/

		G1_21209		Cnos_X reactive  excl. HC, nC=C		G1_21207,>0,/6065,=0,/

		G1_22000		CN_X NH2 amine unreactive		U_00033,>0,/G1_00010,=0,/

		G1_22001		CN_X amine unreactive NH2=1		G1_22000,>0,/3100,=1,/

		G1_22002		CN_X amine unreactive NH2>1		G1_22000,>0,/3100,>1,/

		G1_22003		CN_X amine mitigated or acid		U_00033,>0,;3122,>0,|G1_00010,>0,

		G1_22004		amine unreactive NH2 =1 aromatic		G1_22001,>0,/4510,>0,/

		G1_22005		CNOSX basic aromatic n reactive		3013,=0,/S_00006,>0,/

		G1_22006		CNOSX basic aromatic n unreactive		3013,=0,/U_00006,>0,/4538,=0,/

		G1_22007		CNO_X amine oxide		3006,=0,/3144,>0,/

		G1_22008		amine unreactive NH2 =1 aliphatic		G1_22001,>0,/4510,=0,/

		G1_22009		CN_X amine unreactive NH2 >1		G1_22002,>0,/3121,<3,/

		G1_22010		CNO_X NH2 amine reactive		3013,=0,/S_10033,>0,/G1_00010,=0,/6099,=0,/

		G1_22011		amine unreactive aromatic w/o  NO2, SO2 w/ o-C		G1_22004,>0,/4321,=0,/3192,=0,/3130,=0,/4700,=0,/

		G1_22012		amine unreactive aromatic w/  NO2, SO2 w/o o-C		G1_22004,>0,;4321,>0,|3192,>0,|3130,>0,|4700,>0,|

		G1_22013		CNO_X NH2 reactive (OH,NH2, hetero-NH2)		G1_22010,>0,;4714,>0,|4713,>0,|

		G1_22014		CNO_X amine NH2 reactive (excl. OH,NH2, hetero-NH)		G1_22010,>0,/4714,=0,/4713,=0,/

		G1_22015		CN_X amine NH2 reactive (hydrazine)		S_10033,>0,/3210,>0,/

		G1_22016		NH2 reactive  (w/o OH, Nv3X3) Daphnid chronic		G1_22010,>0,/3128,=0,/

		G1_22017		NH2 reactive  (w/ OH, Nv3X3) Daphnid chronic		G1_22010,>0,/3128,>0,/

		G1_22020		CN_X amine NH, N< unreactive w/ N-Oxide, N-N=O		3113,>0,|3144,>0,|3120,>0,|3110,>0,;U_00020,>0,;3006,=0,/3030,=0,/

		G1_22021		CNO_X amine unreactive NH, N< aromatic		4227,>0,|4228,>0,;G1_22020,>0,;3002,=0,;4532,=0,/

		G1_22022		CNO_X amine unreactive NH, N< aliphatic		4227,=0,/4228,=0,/G1_22020,>0,/3002,=0,/

		G1_22023		CNO_X amine unreactive NH, N< aliphatic		G1_22020,>0,/3002,>0,/

		G1_22027		CNO_X ketone, aldehyde reactive		S_10025,>0,|U_00050,>0,;3173,>0,;3006,=0,;

		G1_22030		CNO_X ester unreactive  logP<6.1 & 6.1<		U_10030,>0,/3006,=0,/

		G1_22031		CN_X amine NH, N< reactive w (o-, p- N,OH)		S_00020,>0,/6016,>0,/

		G1_22032		CN_X amine NH reactive (hydrazine)		S_00020,>0,/3105,>0,/

		G1_22033		CN_X amine NH reactive (NC=CH2)		S_00020,>0,/6065,>0,/

		G1_22051		CNO_X aldehyde normal, aliphatic		G1_21050,>0,/4927,=0,/

		G1_22052		CNO_X aldehyde normal, aromatic		G1_21050,>0,/4927,>0,/

		G1_22074		CNOS_X basic aromatic n reactive, excl CN n+		G1_22005,>0,/3059,=0,/4150,=0,/

		G1_22080		CNOS_X SH, SS unreactive, w/o c-NH2		3013,=0,/U_00032,>0,/4510,=0,/

		G1_22081		CNOS_X SH reactive		3013,=0,/S_00032,>0,/

		G1_22190		CNOS_X hydrazine general		F_00190,>0,/3013,=0,/

		G1_22191		CNOS_X hydrazine  not in ring		G1_22190,>0,/3210,>1,/

		G1_22192		CNOS_X hydrazine  in ring		G1_22190,>0,/3210,=1,/

		G1_22193		CNOS_X hydrazine w/ NH2		G1_22191,>0,/3114,>0,/

		G1_22194		CNOS_X hydrazine w/o NH2		G1_22191,>0,/3114,=0,/

		G1_23001		CNO_X NaaOH (include chelator)		3006,=0,/6568,>0,/

		G1_23002		CN_X C=N unreactive (not QSAR USE)		3002,=0,/3108,>0,/

		G1_23004		CNOS_X N-hetero ( amine, aldoxime, carbamate = not QSAR use)		3006,=0,/3116,>0,/3103,>0,|3116,>0,/3100,>0,|3116,>0,/3117,>0,|

		G1_23010		CNO_X nitro mono reactive		3006,=0,/R_03131,>0,/3130,=1,/

		G1_23011		CNO_X nitro >1		3006,=0,/R_03131,>0,/3130,>1,/

		G1_23012		CNO_X nitro mono unreactive		3006,=0,/R_03131,=0,/3130,>0,/

		G1_23013		CNO_X nitro mono unreactive (Daphnid)		G1_23012,>0,/3121,=0,/5145,=0,/

		G1_23014		CNO_X nitro mono unreactive (Alga)		G1_23012,>0,/3040,=0,/

		G1_23015		CNO_X nitro >1 w/o 4-hologen, NO2		G1_23011,>0,/6989,=0,/

		G1_23016		CNO_X nitro >1 w/ 4-hologen, NO2		G1_23011,>0,/6989,>0,/

		G1_23020		CNOS_X carbamate unreactive		U_00120,>0,/3013,=0,/

		G1_23021		CNOS_X carbamate reactive (incl isocyanate)		S_00120,>0,/3013,=0,/

		G1_23030		CNOS_X amine NH2 w C=O		G1_00130,>0,/3013,=0,/

		G1_23034		CNOS_X amine aromatic lesstoxic		G1_00134,>0,/3013,=0,/

		G1_23035		CNOS_X amine aromatic slight toxic		G1_00135,>0,/3013,=0,/

		G1_23040		CNOS_X amine sec, aliphatic or aromatic wo n		G1_00140,>0,/3013,=0,/

		G1_23041		CNOS_X amine NH w aromatic n		G1_00141,>0,/3013,=0,/

		G1_23042		CNOS_X amine sec, di-functional		G1_00142,>0,/3013,=0,/

		G1_23043		CNO_X amine sec, aliphatic or aromatic wo n (Daphnid)		3006,=0,/3110,=1,/3121,>0,/4911,=0,/

		G1_23051		CNOS_X amine tert, unreactive w C=O		G1_00151,>0,/3013,=0,/

		G1_23060		CN_X nitril unreactive aliphatic		3002,=0,/U_00003,>0,/4150,=0,/

		G1_23061		CN_X nitril unreactive aromatic		3002,=0,/U_00003,>0,/4150,>0,/

		G1_23062		CN_X nitril unreactive		3002,=0,/S_00003,>0,/

		G1_23063		CNO_X nitril reactive (trial)		3002,>0,/S_00003,>0,/3006,=0,/

		G1_23064		CNO_X nitril unreactive		3002,>0,/U_00003,>0,/3006,=0,/

		G1_23065		CN_X nitril unreactive		3002,=0,/U_00003,>0,/

		G1_23070		amide unreactive		U_00060,>0,/3006,=0,/

		G1_23071		amide reactive		S_00060,>0,/4560,=0,/3176,=0,/

		G1_23072		amide reactive (other class)		S_00060,>0,;4560,>0,|3176,>0,|

		G1_23073		amide unreactive (Daphnid)		3123,>0,/R_00061,=0,/3006,=0,/4911,=0,/

		G1_23074		amide reactive (Daphnid)		3123,>0,/R_00061,>0,/3006,=0,/

		G1_23075		CNO_X amide unreactive (Alga)		3123,>0,/R_00062,=0,/3006,=0,/4911,=0,/

		G1_23076		CNO_X amide reactive (Alga)		3123,>0,/R_00062,>0,/3006,=0,/

		G1_23080		CNOS_X urea unreactive		G1_00180,>0,/3013,=0,/

		G1_23091		CNOS_X hydrazine NH,NH0 (NoQSAR)		G1_00191,>0,/3013,=0,/

		G1_23100		CNOS_X N-hetero unreactive (wo amine, aldoxime, carbamate)		G1_00100,>0,/3013,=0,/

		G1_23106		CNO_X azo		F_03106,>0,/3006,=0,/

		G1_24000		Silicone		5006,>0,/

		G1_24010		Arsenic		5012,>0,/

		G1_24020		organic Tin (II,IV)		F_05017,>0,;5600,>0,|5601,>0,|

		G1_24035		CNOS_X halogen, reactive		S_00007,>0,/3013,=0,/

		G1_24036		CNOS_X halogen, unreactive		U_00007,>0,/3013,=0,/

		G1_24040		CNOSP_X phosphorus unreactive (no  IRAC, HRAC,  reactive alcohol)		3015,=0,/U_00040,>0,/

		G1_24041		CNOSP_X phosphorus reactive (IRAC, HRAC,  reactive alcohol) w/o N,n		5007,=0,/3015,=0,/S_00040,>0,/3140,=0/

		G1_24042		CNOSP_X phosphorus reactive (IRAC, HRAC,  reactive alcohol) w/ N,n		5007,>0,/3015,=0,/S_00040,>0,/

		G1_24043		CNOSP_X  phosphorus		G1_24040,>0,|G1_24041,>0,|G1_24042,>0,|

		G1_25001		CnosX w/o n+ unreactive (Fish Chronic)		U_00002,>0,/3014,=0,/

		G1_25002		CNO_X unreactive (Fish Chronic), excl. (CnosX w/o n+)		U_00002,>0,/3014,>0,/3006,=0,/

		G1_25003		CNO_X reactive (Fish Chronic)		S_00002,>0,/3006,=0,/

		G1_25010		acid general		G1_00010,>0,/R_00051,=0,/3013,=0,/

		G1_25011		CNOS_X oxoacid general, carboxylic, not hindered		G1_25010,>0,/3034,>0,/4034,=0,/

		G1_25012		acid reactive N+=0		S_00051,>0,/3102,=0,/3013,=0,/

		G1_25013		acid reactive N+ >0		S_00051,>0,/3102,>0,/3013,=0,/

		G1_25014		CNOS_X oxoacid general, not carboxylic		G1_25010,>0,/3034,=0,/

		G1_41011		CO_X phenol unreactive (S extension)		U_00009,>0,/3009,=0,/

		G1_41012		CO_X phenol hindered (S extension)		G1_00012,>0,/3009,=0,/

		G1_41013		CO_X phenol bisphenol (S extension)		G1_00013,>0,/3009,=0,/

		G1_41014		CO_X phenol unreactive non halogen (S extension)		G1_00014,>0,/3009,=0,/

		G1_41015		CO_X phenol unreactive halogenated (S extension)		G1_00015,>0,/3009,=0,/

		G1_41016		CO_X phenol o,p di-OH (S extension)		G1_00016,>0,/3009,=0,/

		G1_41019		CNO_X alcohol unreactive (w EO)		G1_00019,>0,/3006,=0,/3003,>0,/

		G1_41020		CNO_X alcohol unreactive (wo EO) fish		G1_00020,>0,/3006,=0,/3003,>0,/

		G1_41021		CNO_X alcohol reactive C-OH w/ proMichael		G1_00021,>0,/3006,=0,/3003,>0,/

		G1_41022		CNO_X alcohol unreactive (w/o EO) (daphnid)		G1_00022,>0,/3006,=0,/3003,>0,/

		G1_41023		CNO_X alcohol reactive (daphnid)		SD_00021,>0,/3006,=0,/3003,>0,/

		G1_41025		excl. CO_X, ketone unreactive		U_00025,>0,/3003,>0,/

		G1_41026		ketone unreactive, excl. (CO_X, C(=O)CCN, nitro)		G1_41025,>0,/4791,=0, /4259,=0,/

		G1_41030		CNO_X ester unreactive, excl. CO_X		U_10030,>0,/3003,>0,/3006,=0,/

		G1_41031		CO_X methacrylate (S extension)		G1_00031,>0,/3009,=0,/

		G1_41032		CO_X acrylate (S extension)		G1_00032,>0,/3009,=0,/

		G1_41033		CO_X ester reactive alcohol (S extension)		3009,=0,/3032,>0,/3053,=0,/3054,>0,/4515,=0,/|3032,>0,/3009,=0/3053,>0,/3054,>0,/4515,=0,/

		G1_41034		CO_X other reactive ester(malonate) (S extension)		G1_00034,>0,/3009,=0,/

		G1_41043		CO_X peroxy 3009		R_00043,>0,/3009,=0,/

		G1_41052		CO_ X aldehyde aromatic reactive		G1_21053,>0,/3003,=0,/

		G1_41053		CNO_ X aldehyde aromatic reactive, excl. CO_X		G1_21053,>0,/3003,>0,/

		G2_30000		element not CNOSPSiAsSnXNa,K		3000,>0,/

		GA_00019		alcohol unreactive (w EO) alga		UA_00021,>0,/3058,>0,/

		GA_00020		alcohol unreactive (wo acid, EO)		UA_00021,>0,/3058,=0,/

		GA_00021		CO_X alcohol reactive C-OH w/o acid		SA_00021,>0,/3003,=0,/

		GA_20040		CO_X ether unreactive excl HRAC (Alga)		3003,=0,/U_00005,>0,/5115,=0,/

		GA_21001		Cnos_X HC		U_00002,>0,/3001,=0,/6984,=0,/

		GA_21002		Cos_X excl. HC (Alga)		G1_21002,>0,/6983,=0,/

		GA_21010		C_X HC aromatic w/o X, biphenyl (Alga)		G1_21010,>0/6984,=0,/

		GA_21020		CO_X alcohol unreactive (wo EO)		GA_00020,>0,/3003,=0,/4507,=0,/

		GA_22008		amine unreactive NH2 =1 aliphatic (alga)		G1_22008,>0,/RA_00033,=0,/

		GA_22015		CN_X amine NH2 reactive (hydrazine) alga (incl. HRAC C1b)		S_10033,>0,;6099,>0,|5096,>0,|

		GA_22023		CNO_X amine unreactive NH, N< aliphatic		G1_22020,>0/3002,>0,/3144,=0,/

		GA_22070		CNOS_X aromatic n unreactive (alga)		G1_22006,>0/RA_00006,=0,/

		GA_22071		CNOS_X aromatic n reactive (alga)		G1_22006,>0/RA_00006,>0,/

		GA_22075		aromatic n reactive (alga)		SA_00006,>0,/5095,=0,/6983,=0,/6981,=0,/

		GA_22080		CNOS_X SH unreactive, Alga, w/o nc(s)-SH		3537,=0,/3013,=0,/U_00032,>0,/

		GA_22081		CNOS_X SH reactive alga excl. SS		G1_22081,>0,/3536,=0/

		GA_22082		CNOS_X SH reactivealga  SS		G1_22081,>0,/3536,>0/

		GA_23020		CNOS_X carbamate unreactive alga		UA_00120,>0,/3013,=0,/

		GA_23021		CNOS_X carbamate reactive alga		SA_00120,>0,/3013,=0,/

		GA_28998		narcotic group (Alga chronic)		G1_21001,>0|G1_21003,>0|G1_21005,>0|G1_21010,>0|G1_21020,>0|G1_21044,>0|G1_21203,>0|G1_21204,>0,;G1_21007,=0,;G1_21008,=0,;3126,=0,

		GA_28999		narcotic group (Alga acute)		G1_21001,>0|G1_21003,>0|G1_21005,>0|G1_21010,>0|G1_21020,>0|G1_21044,>0|G1_21203,>0|G1_21204,>0,|G1_21163,>0,;G1_21008,=0,;3126,=0,

		GA_41020		CNO_X alcohol unreactive (wo EO) alga		GA_00020,>0,/3006,=0,/3003,>0,/

		GA_90014		Cnos_X reactive alga, excl. pyrole		3150,=0,/SA_90014,>0/

		GA_90015		Cnos_X reactive alga, pyrole		3150,>0,/SA_90014,>0/

		GD_22072		CNOS_X aromatic n unreactive (daphnid)		G1_22006,>0/RD_00006,=0,/

		GD_22073		CNOS_X aromatic n reactive (daphnid)		G1_22006,>0/RD_00006,>0,/

		GD_22194		CNOS_X hydrazine w/o NH2 or in ring		G1_22194,>0,|G1_22192,>0,|

		GD_23020		CNOS_X carbamate unreactive daphnid		UD_00120,>0,/3013,=0,/

		GD_23021		CNOS_X carbamate reactive daphnid		SD_00120,>0,/3013,=0,/

		GD_23070		amide unreactive (daphnid)		U_00060,>0,/3006,=0,/R_00061,=0,/

		GD_28998		narcotic group (Daphnid chronic)		G1_21043,>0,|G1_21001,>0|G1_21003,>0|G1_21005,>0|G1_21010,>0|G1_21020,>0|G1_21044,>0|G1_21203,>0|G1_21204,>0,;G1_21008,=0,;SD_00021,=0,

		GD_28999		narcotic group (Daphnid acute)		G1_21043,>0,|G1_21001,>0|G1_21003,>0|G1_21005,>0|G1_21010,>0|G1_21020,>0|G1_21044,>0|G1_21203,>0|G1_21204,>0,;G1_21008,=0,;SD_00021,=0,;G1_21018,=0,;

		GF_22006		CNOS_X aromatic n unreactive (fish) excl. triazine		G1_22006,>0/4815,=0,/

		GF_22007		CNOS_X aromatic n unreactive (fish) triazine		G1_22006,>0/4815,>0,/

		GF_22081		CNOS_X SH reactive fish excl. thiophenol		G1_22081,>0,/3234,=0/

		GF_22082		CNOS_X SH reactive fish thiophenol		G1_22081,>0,/3234,>0/

		GF_28998		narcotic group (Fish chronic)		G1_21001,>0|G1_21003,>0|G1_21005,>0|G1_21010,>0|G1_21020,>0|G1_21044,>0|G1_21203,>0|G1_21204,>0

		GF_28999		narcotic group (Fish acute)		G1_21043,>0,|G1_21001,>0|G1_21003,>0|G1_21005,>0|G1_21010,>0|G1_21020,>0|G1_21044,>0|G1_21203,>0|G1_21204,>0

		GFD_90015		Cnos_X reactive alga, n,cC=C		4511,>0,/SFD_90014,>0/

		GFD_90016		Cnos_X reactive alga, excl. n,cC=C		4511,=0,/SFD_90014,>0/

		GT_06000		alcohol primary		G1_06000,>0,/3054,=0,/3053,=0,/3003,=0,/

		R_00001		C=O reactive (ketone, ester, acid)		3053,>0,|3054,>0|3055,>0,|3056,>0,|4515,>0|3054,>0,|4791,>0,|3036,>0,|6112,>0,|3174,>0,|

		R_00002		C_X_nos reactive		4519,>0,|4528,>0,|4520,>0,|4511,>0,|

		R_00003		nitril reactive		3143,>0,|5144,>0,|5148,>0,|5150,>0,|5159,>0,|5170,>0,|4527,>0,|

		R_00004		cation N, P, S		4532,>0,/6099,=0,/

		R_00005		ether reactive		4541,>0,|3195,>0,|

		R_00006		basic aromatic n		3030,>0,|3100,>0,|3104,>0,|3102,>0,|3120,>0,|4511,>0,|3119,>0,|4731,>0,|4813,>0,|

		R_00007		halogen reactive, X-hetero, X-C=hetero		3118,>0,|4520,>0,|3053,>0,|6105,>0,|3143,>0,|4544,>0,|5603,>0;7999,=0,/

		R_00009		phenol reactive		6040,>0,|6041,>0,|6042,>0,|

		R_00020		CN_X amine reactive NH, N< incl. NH2		3105,>0,|6065,>0,|6016,>0,|3100,>0,|

		R_00032		S reactive		3234,>0,|3235,>0,|3535,>0,|3537,>0,|3536,>0,|

		R_00033		CN_X amine reactive NH2		3134,>0,|3114,>0,|3128,>0,|3135,>0,|3136,>0,|4714,>0|6099,>0,|

		R_00040		phosphorus IRAC, HRAC		5125,>0,|5169,>0,|5173,>0,|

		R_00043		peroxy reactive		4554,>0,/

		R_00050		aldehyde reactive		3151,>0,|3152,>0,|3153,>0,|3160,>0,|3161,>0,|3162,>0,|3163,>0,|3164,>0,|3165,>0,|3166,>0,|3167,>0,|3168,>0,|3169,>0,|3170,>0,|

		R_00051		acid reactive		3181,>0,|3182,>0,|3183,>0,|3184,>0,|3185,>0,|3186,>0,|

		R_00060		amide reactive		3160,>0,|3171,>0,|3172,>0,|3173,>0,|3174,>0,|3175,>0,|3176,>0,|3137,>0,|4560,>0,|

		R_00061		amide reactive (Daphnid)		3129,>0,|

		R_00062		amide reactive (Alga)		5104,>0,|5084,>0,|

		R_00120		carbamate reactive		3200,>0,|3201,>0,|3202,>0,|6046,>0,|

		R_00181		urea reactive		3121,>0,|3055,>0,|3118,>0,|

		R_00182		imide reactive		3200,>0,|

		R_03054		O-alkenyl,alkynyl,halogen, ketene		3190,>0,|3061,>0,|3192,>0,|3193,>0,|3194,>0,|3065,>0,|3196,>0,|

		R_03131		nitro reactive		3098,>0,|3099,>0,|3130,>1,|3127,>0,|3096,>0,|

		RA_00002		C_X_nos reactive		6983,>0,|3150,>0,|4511,>0,|

		RA_00006		basic aromatic n (alga)		5095,>0,|5081,>0,|6983,>0,|

		RA_00021		alcohol reactive C-OH (Alga)		3061,>0,|3062,>0,|3063,>0,|3065,>0,|

		RA_00033		CN_X amine reactive NH2 (alga)		5096,>0,|

		RA_03132		carbamate reactive daphnid		5100,>0,|

		RA_30000		alga specific reactive		5095,>0,|3040,>6,|5104,>0,|4714,>0,|5100,>0,|5096,>0,|5036,>0,|3131,>0,|3114,>0,|4724,>3,|6600,>0,|3055,>0,|

		RD_00006		basic aromatic n (daphnid)		5095,>0,|

		RD_00021		alcohol reactive C-OH (Daphnid)		3061,>0,|3062,>0,|3063,>0,|3066,>0,|

		RD_03132		carbamate reactive daphnid		5141,>0,|

		RD_30000		daphnid specific reactive		5173,>0,|5141,>0,|3235,>0,|3100,>0,|3151,>0,|6046,>0,;3122,=0;

		RF_00021		alcohol reactive C-OH (Fish)		3061,>0,|3062,>0,|3063,>0,|3064,>0,|3065,>0,|

		RF_30000		Fish specific reactive		3061,>0,|6046,>0,|3053,>0,|4520,>0,|4532,>0,|3151,>0,|6099,>0,|4714,>0,|4119,>0,|4907,>0,|4511,>0,|4544,>0,|5172,>0,|4525,>0,|4781,>0,|3151,>0,|3174,>0,|3143,>0,|3140,>0,|

		RFD_00002		C_X_nos reactive		4511,>0,|3118,>0,|3150,>0,|

		S_00002		Cnos reactive		R_00002,>0,/3000,=0,/

		S_00003		nitril reactive		3104,>0,/R_00003,>0,/

		S_00005		ether reactive		3044,>0,/3030,=0,/R_00005,>0,/

		S_00006		aromatic n reactive		4911,>0,/R_00006,>0,/7999,=0,/

		S_00007		halogen reactive		R_00007,>0,/F_00007,>0,/

		S_00020		CN_X amine NH2 reactive		R_00020,>0,/G1_00010,=0,/

		S_00030		ester reactive		3032,>0,/R_00001,>0,/

		S_00032		SH, SS reactive		3234,>0,|3235,>0,|3535,>0,|3537,>0,|3536,>0,|

		S_00040		phosphorus reactive (IRAC, HRAC,  reactive alcohol)		5018,>0;R_00040,>0,|RF_00021,>0,|

		S_00050		aldehyde reactive		3036,>0,/R_00050,>0,/

		S_00051		acid reactive		G1_00010,>0,/R_00051,>0,/

		S_00060		amide reactive		R_00060,>0,/3123,>0,/

		S_00120		carbamate reactive  (incl isocyanate)		6046,>0,|3041,>0,;R_00120,>0,/

		S_00181		urea reactive		3109,>0,/R_00181,>0,/

		S_00182		imide		4555,>0,/R_00182,>0,/

		S_10025		ketone reactive		3031,>0,/R_00001,>0,/

		S_10033		CN_X amine reactive NH2		3100,>0,/R_00033,>0,/

		S_20009		phenol reactive		R_00009,>0,/

		SA_00006		aromatic n reactive (alga)		4911,>0,;R_00006,>0,|RA_00006,>0,|

		SA_00021		alcohol reactive C-OH w/o acid		3046,>0,/3030,=0,/RA_00021,>0,/G1_00010,=0,/

		SA_00120		carbamate reactive alga (incl isocyanate)		6046,>0,|3041,>0,/RA_03132,>0,/

		SA_30000		alga specific reactive		RA_30000,>0,/

		SA_90014		Cnos_X reactive alga		C_80014,>0,/RA_00002,>0,/

		SD_00006		aromatic n reactive (daphnid)		4911,>0,;R_00006,>0,|RD_00006,>0,|

		SD_00021		alcohol reactive (daphnid)		3046,>0,/3030,=0,/RD_00021,>0,/G1_00010,=0,/

		SD_00120		carbamate reactive daphnid (incl isocyanate)		6046,>0,|3041,>0,;RD_03132,>0,/

		SD_30000		alga specific reactive		RD_30000,>0,/

		SF_00021		alcohol reactive		3046,>0,/3030,=0,/RF_00021,>0,/G1_00010,=0,/

		SF_30000		alga specific reactive		RF_30000,>0,/

		SFD_90014		Cnos_X reactive fish, daphnid		C_80014,>0,/RFD_00002,>0,/

		U_00002		C_X_nos unreactive		R_00002,=0,/

		U_00003		nitril unreactive		3104,>0,/R_00003,=0,/

		U_00005		ether, acetal unreactive		3145,>0,|3044,>0,;3030,=0;R_00005,=0,;

		U_00006		aromatic n unreactive		4911,>0,;R_00006,=0,|7999,>0,|

		U_00007		halogen reactive		R_00007,=0,/F_00007,>0,/

		U_00009		phenol not reactive, not acid		3047,>0,/R_00009,=0,/G1_00010,=0,/

		U_00020		amine NH, N< unreactive		R_00020,=0,/G1_00010,=0,/

		U_00025		ketone unreactive		3031,>0,/R_00001,=0,/G1_00010,=0,/

		U_00032		S unreactive hindered SH, SS, S(=O)		R_00032,=0,;3236,>0,|3536,>0,|4946,>0,|

		U_00033		CN_X amine reactive NH2		3100,>0,/R_00033,=0,/

		U_00040		phosphorus unreactive (no  IRAC, HRAC,  reactive alcohol)		5018,>0,/R_00040,=0,/RF_00021,=0,/

		U_00050		aldehyde general		3036,>0,/R_00050,=0,/

		U_00051		acid general		G1_00010,>0,/R_00051,=0,/

		U_00060		amide unreactive		R_00060,=0,/3123,>0,/4911,=0,/

		U_00120		carbamate unreactive fish		3041,>0,/R_00120,=0,/

		U_00181		urea unreactive		3141,>0,|3109,>0,;R_00181,=0,/

		U_00182		imide		4555,>0,/R_00182,=0,/

		U_10030		ester unreactive		3032,>0,/R_00001,=0,/G1_00010,=0,/

		UA_00006		aromatic n unreactive (alga)		4911,>0,/R_00006,=0,/RA_00006,=0,/

		UA_00021		alcohol unreactive C-OH w/o acid (Alga)		3046,>0,/3030,=0,/RA_00021,=0,/G1_00010,=0,/

		UA_00120		carbamate unreactive alga		3041,>0,/RA_03132,=0,/

		UA_30000		alga not specific reactive		RA_30000,=0,/

		UA_80014		Cnos_X unreactive alga		C_80014,>0,/RA_00002,=0,/

		UD_00006		aromatic n unreactive (daohnid)		4911,>0,/R_00006,=0,/RD_00006,=0,/

		UD_00021		CO_X alcohol reactive C-OH w/o acid (Daphnid)		3046,>0,/3030,=0,/RD_00021,=0,/G1_00010,=0,/

		UD_00120		carbamate unreactive daphnid		3041,>0,/RD_03132,=0,/

		UD_30000		alga not specific reactive		RD_30000,=0,/

		UF_00021		CO_X alcohol reactive C-OH w/o acid (Fish)		3046,>0,/3030,=0,/RF_00021,=0,/G1_00010,=0,/

		UF_30000		alga not specific reactive		RF_30000,=0,/

		UFD_80014		Cnos_X reactive fish, daphnid		C_80014,>0,/RFD_00002,=0,/

		US_00003		ester not alcohol  reactive		S_00030,>0,/R_03054,=0,/





qsar_data

		QsarID		QsarClassName		ClassID		Equation		Log P Range		FragIDs_for_AD		n		R2		RMSE		Q2(leave-one-out)		ratio1

		22004051		CO_X ether unreactive		G1_20040		y = 1.10logP -0.10		[0.00,4.66]		5008,5054,5061,5067,5115,5139,5155		9		0.88		0.61		0.75		9

		22100251		Cnos_X unreactive excl. HC		G1_21002		y = 0.74logP +0.27		[0.80,4.17]		5007,5016		7		0.83		0.33		0.64		7

		22101051		C_X_aromatic w/o X,  fused R=0		G1_21010		y = 0.82logP -0.36		[2.54,5.52]		5041,5042		15		0.87		0.29		0.84		15

		22102251		CO_X alcohol unreactive (w/o EO) (daphnid)		G1_21022		y = 0.57logP +0.34		[-1.20,5.81]		5008,5067,5146,5155		13		0.82		0.53		0.75		13

		22104951		CNO_X ester unreactive (Daphnid)		G1_21049		y = 0.57logP +0.28		[0.59,5.28]		5008,5084,5129,5139,5155		8		0.84		0.40		0.73		8

		22105951		C_X w/ X, excl. gem-Cl2, 1,2-Cl2, TCE		G1_21059		y = 0.78logP -0.23		[1.98,4.52]		5047,5067,5155		6		0.98		0.09		0.97		6

		22202051		CN_X amine unreactive NH, N<		G1_22020		y = 0.57logP +1.05		[-0.80,4.67]		5007,5008,5038,5046,5137,5201,5500		14		0.79		0.51		0.71		14

		22307351		CNO_X amide unreactive (Daphnid)		G1_23073		y = 0.55logP +0.39		[-1.61,5.62]		5007,5008,5042,5067,5077,5084,5104,5155		8		0.82		0.55		0.74		8

		28001451		Cnos_X unreactive fish, daphnid		UFD_80014		y = 0.74logP +0.27		[0.80,4.17]		5007,5016		7		0.83		0.33		0.64		7





training_set

		Order		QsarID		QsarClassName		SMILES_in_KATE		MolID		CAS_RN		Chemical_Name		Molecular weight estimated by SMILES in KATE		Training_set_log_(1/NOEC [mM])_in_KATE		Measured_NOEC_[mg/L]		KOWWIN

		1		22004051		CO_X ether unreactive		C(OCc1ccccc1)c2ccccc2		1000041		103-50-4		Benzene, 1,1'- oxybis(methylene) bis-		198.27		3.31		0.10		3.48

		2		22004051		CO_X ether unreactive		ClCCOCCCl		1000158		111-44-4		Ethane, 1,1'-oxybis 2-chloro-		143.01		1.66		3.10		1.56

		3		22004051		CO_X ether unreactive		COC(C)(C)C		1000322		1634-04-4		Propane, 2-methoxy-2-methyl-		88.15		0.90		11.00		1.43

		4		22004051		CO_X ether unreactive		Oc1cc(Cl)ccc1Oc2ccc(Cl)cc2Cl		1000453		3380-34-5		Phenol, 5-chloro-2-(2,4-dichlorophenoxy)-		289.55		5.93		0.00		4.66

		5		22004051		CO_X ether unreactive		COc1ccccc1O		1000843		90-05-1		Phenol, 2-methoxy-		124.14		2.22		0.75		1.34

		6		22004051		CO_X ether unreactive		COc1ccc(CC=C)cc1OC		1000875		93-15-2		Benzene, 1,2-dimethoxy-4-(2-propenyl)-		178.23		2.21		1.10		3.03

		7		22004051		CO_X ether unreactive		CC(C)OCCO		1000966		109-59-1		Ethanol, 2-(1-methylethoxy)-		104.15		0.03		98.00		0.00

		8		22004051		CO_X ether unreactive		CCCCOCCOCCOCCO		1000994		143-22-6		Ethanol, 2- 2-(2-butoxyethoxy)ethoxy -		206.28		0.31		100.00		0.02

		9		22004051		CO_X ether unreactive		COC(C)(C)CCO		1001028		56539-66-3		1-Butanol, 3-methoxy-3-methyl-		118.18		0.07		100.00		0.46

		10		22100251		Cnos_X unreactive excl. HC		C1CCc2ncccc2C1		1000053		10500-57-9		QUINOLINE, 5,6,7,8-TETRAHYDRO-		133.19		1.95		1.50		2.77

		11		22100251		Cnos_X unreactive excl. HC		Cc1cccnc1		1000109		108-99-6		Pyridine, 3-methyl-		93.13		1.97		1.00		1.35

		12		22100251		Cnos_X unreactive excl. HC		c1ccsc1		1000125		110-02-1		Thiophene		85.15		1.48		2.80		1.81

		13		22100251		Cnos_X unreactive excl. HC		c1ccncc1		1000143		110-86-1		Pyridine		79.10		0.56		22.00		0.80

		14		22100251		Cnos_X unreactive excl. HC		c1ccc2c(c1)sc3ccccc32		1000265		132-65-0		Dibenzothiophene		185.27		3.53		0.05		4.17

		15		22100251		Cnos_X unreactive excl. HC		c1ccc2ncccc2c1		1000856		91-22-5		Quinoline		129.16		1.77		2.20		2.14

		16		22100251		Cnos_X unreactive excl. HC		c1nc2ccccc2s1		1000888		95-16-9		Benzothiazole		136.20		1.95		1.50		2.17

		17		22101051		C_X_aromatic w/o X, fused R=0		CCCCc1ccccc1		1000048		104-51-8		Benzene, butyl-		134.22		2.90		0.17		4.01

		18		22101051		C_X_aromatic w/o X, fused R=0		Cc1ccc(C)cc1		1000062		106-42-3		Benzene, 1,4-dimethyl-		106.17		1.91		1.30		3.09

		19		22101051		C_X_aromatic w/o X, fused R=0		Cc1cccc(C)c1		1000093		108-38-3		Benzene, 1,3-dimethyl-		106.17		2.41		0.41		3.09

		20		22101051		C_X_aromatic w/o X, fused R=0		Cc1ccccc1		1000101		108-88-3		Benzene, methyl-		92.14		1.89		1.20		2.54

		21		22101051		C_X_aromatic w/o X, fused R=0		C=Cc1ccccc1C=C		1000262		1321-74-0		Benzene, diethenyl-		130.19		2.57		0.35		3.80

		22		22101051		C_X_aromatic w/o X, fused R=0		CC(C)c1ccccc1C(C)C		1000404		25321-09-9		Diisopropyl benzene		162.28		3.41		0.06		4.90

		23		22101051		C_X_aromatic w/o X, fused R=0		CCc1ccc(cc1)c2ccccc2		1000580		5707-44-8		4-ETHYL-1,1'-BIPHENYL		182.27		3.81		0.03		4.80

		24		22101051		C_X_aromatic w/o X, fused R=0		CC(c1ccccc1)c2cc(C)ccc2C		1000633		6165-51-1		Benzene, 1,4-dimethyl-2-(1-phenylethyl)-		210.32		4.37		0.01		5.24

		25		22101051		C_X_aromatic w/o X, fused R=0		c1ccc(cc1)c2ccccc2c3ccccc3		1000800		84-15-1		1,1':2',1''-Terphenyl		230.31		3.96		0.03		5.52

		26		22101051		C_X_aromatic w/o X, fused R=0		c1ccc(cc1)c2cccc(c2)c3ccccc3		1000866		92-06-8		m-terphenyl		230.31		4.36		0.01		5.52

		27		22101051		C_X_aromatic w/o X, fused R=0		c1ccc(cc1)c2ccccc2		1000868		92-52-4		1,1'-Biphenyl		154.21		3.07		0.13		3.76

		28		22101051		C_X_aromatic w/o X, fused R=0		Cc1ccccc1C		1000892		95-47-6		Benzene, 1,2-dimethyl-		106.17		2.23		0.63		3.09

		29		22101051		C_X_aromatic w/o X, fused R=0		Cc1ccc(cc1)C(C)(C)C		1000932		98-51-1		Benzene, 1-(1,1-dimethylethyl)-4-methyl-		148.25		2.71		0.29		4.45

		30		22101051		C_X_aromatic w/o X, fused R=0		CC(=C)c1ccccc1		1000937		98-83-9		Benzene, (1-methylethenyl)-		118.18		2.47		0.40		3.44

		31		22101051		C_X_aromatic w/o X, fused R=0		CC(C)c1ccc(C)cc1		1000950		99-87-6		Benzene, 1-methyl-4-(1-methylethyl)-		134.22		2.47		0.46		4.00

		32		22102251		CO_X alcohol unreactive (w/o EO) (daphnid)		OCc1ccccc1		1000012		100-51-6		Benzenemethanol		108.14		0.33		51.00		1.08

		33		22102251		CO_X alcohol unreactive (w/o EO) (daphnid)		CC(O)CC(C)(C)O		1000085		107-41-5		2,4-Pentanediol, 2-methyl-		118.18		0.67		25.00		0.58

		34		22102251		CO_X alcohol unreactive (w/o EO) (daphnid)		CCCCCCCO		1000165		111-70-6		1-Heptanol		116.20		1.92		1.40		2.31

		35		22102251		CO_X alcohol unreactive (w/o EO) (daphnid)		CCCCCCCCCCCCCO		1000183		112-70-9		1-Tridecanol		200.37		2.96		0.22		5.26

		36		22102251		CO_X alcohol unreactive (w/o EO) (daphnid)		OC(c1ccc(Cl)cc1)(c2ccc(Cl)cc2)C(Cl)(Cl)Cl		1000190		115-32-2		Dicofol		370.49		4.19		0.02		5.81

		37		22102251		CO_X alcohol unreactive (w/o EO) (daphnid)		CCCCCCCCCO		1000294		143-08-8		1-Nonanol		144.26		3.17		0.10		3.30

		38		22102251		CO_X alcohol unreactive (w/o EO) (daphnid)		CC(C)CCCCCCCO		1000405		25339-17-7		Isodecanol		158.29		2.35		0.70		3.71

		39		22102251		CO_X alcohol unreactive (w/o EO) (daphnid)		CC(CCO)CC(C)(C)C		1000457		3452-97-9		1-Hexanol, 3,5,5-trimethyl-		144.26		1.98		1.50		3.11

		40		22102251		CO_X alcohol unreactive (w/o EO) (daphnid)		CCCCO		1000711		71-36-3		1-Butanol		74.12		1.26		4.10		0.84

		41		22102251		CO_X alcohol unreactive (w/o EO) (daphnid)		CC(=CCCC(C)(O)C=C)C		1000758		78-70-6		1,6-Octadien-3-ol, 3,7-dimethyl-		154.25		1.21		9.50		3.38

		42		22102251		CO_X alcohol unreactive (w/o EO) (daphnid)		OC(CCl)CCl		1000918		96-23-1		2-Propanol, 1,3-dichloro-		128.99		1.31		6.30		0.78

		43		22102251		CO_X alcohol unreactive (w/o EO) (daphnid)		OCCO		1000965		107-21-1		1,2-Ethanediol		62.07		-0.21		100.00		-1.20

		44		22102251		CO_X alcohol unreactive (w/o EO) (daphnid)		COC(C)(C)CCO		1001028		56539-66-3		1-Butanol, 3-methoxy-3-methyl-		118.18		0.07		100.00		0.46

		45		22104951		CNO_X ester unreactive (Daphnid)		CC(C)COC(=O)C		1000128		110-19-0		Acetic acid, 2-methylpropyl ester		116.16		0.70		23.00		1.77

		46		22104951		CNO_X ester unreactive (Daphnid)		CCOCCOC(=O)C		1000150		111-15-9		Ethanol, 2-ethoxy-, acetate		132.16		0.48		44.00		0.59

		47		22104951		CNO_X ester unreactive (Daphnid)		CCCCCCCCCCCC(=O)OC		1000167		111-82-0		Dodecanoic acid, methyl ester		214.35		3.42		0.08		5.28

		48		22104951		CNO_X ester unreactive (Daphnid)		CC(C)COC(=O)c1ccccc1C(=O)OCC(C)C		1000804		84-69-5		1,2-Benzenedicarboxylic acid, bis(2-methylpropyl) ester		278.35		3.01		0.27		4.46

		49		22104951		CNO_X ester unreactive (Daphnid)		CCCCOC(=O)c1ccccc1C(=O)OCCCC		1000805		84-74-2		1,2-Benzenedicarboxylic acid, dibutyl ester		278.35		2.93		0.33		4.61

		50		22104951		CNO_X ester unreactive (Daphnid)		CCC(CC)C(=O)OCCOCCOCCOC(=O)C(CC)CC		1000887		95-08-9		Butanoic acid, 2-ethyl-, 1,2-ethanediylbis(oxy-2,1-ethanediyl) ester		346.46		2.02		3.30		3.64

		51		22104951		CNO_X ester unreactive (Daphnid)		COC(=O)c1ccc(cc1)C(=O)OC		1000983		120-61-6		1,4-Benzenedicarboxylic acid, dimethyl ester		194.19		2.06		1.70		1.66

		52		22104951		CNO_X ester unreactive (Daphnid)		CCCCOC(=O)c1ccccc1C(=O)OCc2ccccc2		1001054		85-68-7		1,2-Benzenedicarboxylic acid, butyl phenylmethyl ester		312.37		2.78		0.52		4.84

		53		22105951		C_X w/ X, excl. gem-Cl2, 1,2-Cl2, TCE		CCCCCCCCCl		1000169		111-85-3		Octane, 1-chloro-		148.68		3.31		0.07		4.52

		54		22105951		C_X w/ X, excl. gem-Cl2, 1,2-Cl2, TCE		ClC=CCl		1000318		156-59-2		Ethene, 1,2-dichloro-, (Z)-		96.94		1.33		4.50		1.98

		55		22105951		C_X w/ X, excl. gem-Cl2, 1,2-Cl2, TCE		CC(C)Br		1000729		75-26-3		Propane, 2-bromo-		122.99		1.40		4.90		2.08

		56		22105951		C_X w/ X, excl. gem-Cl2, 1,2-Cl2, TCE		FC(F)(Cl)C(F)(Cl)Cl		1000740		76-13-1		Ethane, 1,1,2-trichloro-1,2,2-trifluoro-		187.38		2.19		1.20		3.09

		57		22105951		C_X w/ X, excl. gem-Cl2, 1,2-Cl2, TCE		ClC=C(Cl)Cl		1000767		79-01-6		Ethene, trichloro-		131.39		1.80		2.10		2.47

		58		22105951		C_X w/ X, excl. gem-Cl2, 1,2-Cl2, TCE		ClCC(Br)CBr		1000913		96-12-8		Propane, 1,2-dibromo-3-chloro-		236.33		1.67		5.00		2.68

		59		22202051		CN_X amine unreactive NH, N<		CNc1ccccc1		1000016		100-61-8		Benzenamine, N-methyl-		107.16		2.57		0.29		1.62

		60		22202051		CN_X amine unreactive NH, N<		C1CCC(CC1)NC2CCCCC2		1000030		101-83-7		Cyclohexanamine, N-cyclohexyl-		181.32		3.57		0.05		4.37

		61		22202051		CN_X amine unreactive NH, N<		CCCCN(CCO)CCCC		1000038		102-81-8		Ethanol, 2-(dibutylamino)-		173.30		1.60		4.40		2.01

		62		22202051		CN_X amine unreactive NH, N<		CCNc1ccccc1		1000042		103-69-5		Benzenamine, N-ethyl-		121.18		2.35		0.54		2.11

		63		22202051		CN_X amine unreactive NH, N<		CCNCC		1000121		109-89-7		Ethanamine, N-ethyl-		73.14		1.24		4.20		0.81

		64		22202051		CN_X amine unreactive NH, N<		C1CNCCN1		1000142		110-85-0		Piperazine		86.14		0.42		33.00		-0.80

		65		22202051		CN_X amine unreactive NH, N<		C1COCCN1		1000145		110-91-8		Morpholine		87.12		1.24		5.00		-0.56

		66		22202051		CN_X amine unreactive NH, N<		CCN(CC)CC		1000218		121-44-8		Ethanamine, N,N-diethyl-		101.19		0.96		11.00		1.51

		67		22202051		CN_X amine unreactive NH, N<		N(c1ccccc1)c2ccccc2		1000224		122-39-4		Benzenamine, N-phenyl-		169.23		3.11		0.13		3.29

		68		22202051		CN_X amine unreactive NH, N<		CCCCCCCCCCCCN(=O)(C)C		1000323		1643-20-5		1-Dodecanamine, N,N-dimethyl-, N-oxide		229.41		2.80		0.36		4.67

		69		22202051		CN_X amine unreactive NH, N<		CC1(C)CC(O)CC(C)(C)N1		1000386		2403-88-5		4-Piperidinol, 2,2,6,6-tetramethyl-		157.26		1.63		3.70		0.94

		70		22202051		CN_X amine unreactive NH, N<		Cc1ccc(Nc2ccc(C)cc2)cc1		1000643		620-93-9		Benzenamine, 4-methyl-N-(4-methylphenyl)-		197.28		3.90		0.03		4.39

		71		22202051		CN_X amine unreactive NH, N<		O=NN(c1ccccc1)c2ccccc2		1000811		86-30-6		Benzenamine, N-nitroso-N-phenyl-		198.23		3.42		0.08		3.16

		72		22202051		CN_X amine unreactive NH, N<		CCOc1ccc2NC(C)(C)C=C(C)c2c1		1000857		91-53-2		Quinoline, 6-ethoxy-1,2-dihydro-2,2,4-trimethyl-		217.31		3.83		0.03		3.87

		73		22307351		CNO_X amide unreactive (Daphnid)		CCN(CC)C(=O)c1cccc(C)c1		1000268		134-62-3		Benzamide, N,N-diethyl-3-methyl-		191.27		1.42		7.20		2.26

		74		22307351		CNO_X amide unreactive (Daphnid)		CCCCOCN(C(=O)CCl)c1c(CC)cccc1CC		1000381		23184-66-9		Butachlor		311.85		3.19		0.20		4.84

		75		22307351		CNO_X amide unreactive (Daphnid)		CC(C)(NC(=O)c1cc(Cl)cc(Cl)c1)C#C		1000385		23950-58-5		Pronamide		256.13		2.07		2.20		3.57

		76		22307351		CNO_X amide unreactive (Daphnid)		CCCOCCN(C(=O)CCl)c1c(CC)cccc1CC		1000526		51218-49-6		Pretilchlor		311.85		3.49		0.10		4.29

		77		22307351		CNO_X amide unreactive (Daphnid)		CC(=O)CC(=O)Nc1ccccc1C		1000877		93-68-5		Butanamide, N-(2-methylphenyl)-3-oxo-		191.23		1.28		10.00		0.99

		78		22307351		CNO_X amide unreactive (Daphnid)		CCCCCCCCC=CCCCCCCCC(=O)N(CCO)CCO		1000878		93-83-4		9-Octadecenamide, N,N-bis(2-hydroxyethyl)-, (Z)-		369.59		3.81		0.06		5.62

		79		22307351		CNO_X amide unreactive (Daphnid)		O=C1CCCCCCCCCCCN1		1000884		947-04-6		Azacyclotridecan-2-one		197.32		1.15		14.00		3.61

		80		22307351		CNO_X amide unreactive (Daphnid)		NC=O		1001041		75-12-7		Formamide		45.04		-0.35		100.00		-1.61

		81		28001451		Cnos_X unreactive fish, daphnid		C1CCc2ncccc2C1		1000053		10500-57-9		QUINOLINE, 5,6,7,8-TETRAHYDRO-		133.19		1.95		1.50		2.77

		82		28001451		Cnos_X unreactive fish, daphnid		Cc1cccnc1		1000109		108-99-6		Pyridine, 3-methyl-		93.13		1.97		1.00		1.35

		83		28001451		Cnos_X unreactive fish, daphnid		c1ccsc1		1000125		110-02-1		Thiophene		85.15		1.48		2.80		1.81

		84		28001451		Cnos_X unreactive fish, daphnid		c1ccncc1		1000143		110-86-1		Pyridine		79.10		0.56		22.00		0.80

		85		28001451		Cnos_X unreactive fish, daphnid		c1ccc2c(c1)sc3ccccc32		1000265		132-65-0		Dibenzothiophene		185.27		3.53		0.05		4.17

		86		28001451		Cnos_X unreactive fish, daphnid		c1ccc2ncccc2c1		1000856		91-22-5		Quinoline		129.16		1.77		2.20		2.14

		87		28001451		Cnos_X unreactive fish, daphnid		c1nc2ccccc2s1		1000888		95-16-9		Benzothiazole		136.20		1.95		1.50		2.17






substructure_def

		FragID		SubstructureClassName		SMARTS

		3000		elements other than CNOSPSiAsSnXNa,K		[!#6;!#7;!#8;!#15;!#16;!#14;!#33;!#50;!#9;!#17;!#35;!#53;!#11;!#19]

		3001		elements other than CX		[!#6;!#9;!#17;!#35;!#53]

		3002		elements other than CNX		[!#6;!#7;!#9;!#17;!#35;!#53]

		3003		elements other than COX		[!#6;!#8;!#9;!#17;!#35;!#53]

		3004		elements other than CSX		[!#6;!#16;!#9;!#17;!#35;!#53]

		3006		elements other than CNOX		[!#6;!#7;!#8;!#9;!#17;!#35;!#53]

		3008		elements other than CNPX		[!#6;!#7;!#15;!#9;!#17;!#35;!#53]

		3009		elements other than COSX		[!#6;!#8;!#16;!#9;!#17;!#35;!#53]

		3010		elements other than COPX		[!#6;!#8;!#15;!#9;!#17;!#35;!#53]

		3011		elements other than COns		[!#6;!F;!Cl;!Br;!I;!n;!s;!o;!O]

		3012		elements other than COSPnX		[!#6;!#8;!#16;!#15;!#9;!#17;!#35;!#53;!n]

		3013		elements other than CNOSX		[!#6;!#7;!#8;!#16;!#9;!#17;!#35;!#53]

		3014		elements other than CnosX		[$([!#6;!F;!Cl;!Br;!I;!n;!s;!o]),$([n+])]

		3015		elements other than CNOSPX		[!#6;!#7;!#8;!#15;!#16;!#9;!#17;!#35;!#53]

		3016		elements other than COSnosX		[!#6;!#8;!#16;!#9;!#17;!#35;!#53;!n]

		3020		tautomer M=Q-ZH (-> HM-Q=Z)		[*;!H0;#7v3,#8v2,#16v2,#34v2,#52v2][#6,#7,#15,#33,#16,#34,#52]=[#7v3,#8v2,#16v2,#34v2,#52v2]

		3021		tautomer HC-Q=Z (-> C=Q-ZH)		[*;!H0;#6X4][#6,#7,#15,#33,#16,#34,#52]=[#7v3,#8v2,#16v2,#34v2,#52v2]

		3022		Carbon		[#6]

		3030		carbonyl C=O		[#6;$([#6](=[#8]))]

		3031		ketone CC(=O)C		[#6;$([#6](=[#8])([#6])[#6])]

		3032		ester CC(=O)OC		[#6;$([#6](=[#8])([#6])[#8][#6]);!$([#6](=[#8])([#6])[#8][#6]=[O,S,N])]

		3033		carbonate COC(=O)OC		[#6;$([#6](=[#8])([#8][#6])[#8][#6])]

		3034		carboxylic acid C(=O)O		[#6;$([#6](=[#8])([#6])[#8H1])]

		3035		peroxy OO, general		[#6;$([#6][#8][#8])]

		3036		aldehyde		[#6H1;$([#6](=[#8])[#6])]

		3037		acid halide		[#6;$([#6](=[#8])[#9,#17,#35,#53])]

		3038		anhydride		[#6;$([#6](=[#8])[#8][#6](=[#8])[#6])]

		3039		fused aromatic cR3		[cR3;!$([cR3]([cR2][CR])[cR2][CR])]

		3040		fused aromatic c!R1		[c!R1;$([c!R1]@[c!R1])]

		3041		carbamate general NC(=O,S)O,S		[#7v3X3;$([#7][#6R0](=[O,S])[O,S])]

		3044		ether general		[#8H0;!$([#8]C=[O,N,S]);!$([#8]C[#8]);$([#8]([#6])[#6])]

		3045		ether COC		[#8H0!r3;$([#8]([#6])[#6]);!$([#8][#6](=[#8,#7,S]));!$([#8][#6][#6]=[#6H2]);!$([#8][#6][#6r3][#8r3])]

		3046		alcohol COH		[#6;$([#6][#8;H]);!X3;v4]

		3047		phenol cOH		[OX2H][cX3;$(c1ccccc1)]

		3049		epoxide general		[#8r3;$([#8]1[#6][#6]1)]

		3050		o-,p-unshared pairs of electrons		[$([#8H1,#7H2]cc[#8H1,#7H2]),$([#8H1,#7H2]cccc[#8H1,#7H2])]

		3051		alkenyl,alkynyl,2-hanogeno pri-,sec O		[$([#8X2][#6H1,#6H2][#6]=,#[#6]),$([#8X2][#6H1,#6H2][#6H1,#6H2][#6]=[#6H2]),$([#8X2][#6H1,#6H2][#6H1,#6H2][#6]#[#6]),$([#8X2][#6H1,#6H2][#6H1,#6H2][Cl,Br,I]),$([#8X2][#6H1,#6H2][#6][F])]

		3052		alkenyl,alkynyl,2-hanogeno pri-,sec O,pinacol		[$([#8X2][#6H1,#6H2][#6]=,#[#6]),$([#8X2][#6H1,#6H2][#6H1,#6H2][#6]=[#6H2]),$([#8X2][#6H1,#6H2][#6H1,#6H2][#6]#[#6]),$([#8X2H1][#6X4]([#6X3])([#6X3])[#6X4]([#6X3])([#6X3])[#8X2H1])]

		3053		carbonyl a-halo, ab-unsaturated		[$([#6R0](=O)[#6H1,#6H2][Cl,Br,I,F]),$([#6](=O)[#6]=[#6;H2]),$([#6](=O)[#6]=[#6;H1][a]),$([a][#6](=O)[#6]=[#6][#6](=O)[a]),$([#6R0](=O)[#6H2][#6R0](=O))]

		3054		O-alkenyl,alkynyl,halogen, ketene		[$([#8X2](C=O)[#6]=,#[#6]),$([#8X2][#6H1,#6H2][#6]=,#[#6]),$([#8X2][#6H1,#6H2][#6H1,#6H2][#6]=[#6H2]),$([#8X2][#6H1,#6H2][#6H1,#6H2][#6]#[#6]),$([#8X2][#6H1,#6H2][#6H1,#6H2][Cl,Br,I]),$([#8X2][#6H1,#6H2][#6][F]),$([#8X2][#6H1,#6H2][#6r3][Or3])]

		3055		CH2=CHC(=O)O		[$([#6H2]=[#6H1][#6](=O)[OH]),$([#6H2]=[#6H1][#6](=O)[O][#6])]

		3056		CH2=CC(=O)O		[$([#6H2]=[#6H0][#6](=O)[OH]),$([#6H2]=[#6H0][#6](=O)[O][#6])]

		3057		a-X, a-O,b-O,a,b-C=C acid		[$([#6](=O)([OH])[#6](=[C])),$([#6](=O)([OH])[#6](-,=[O,S,Cl,Br,I,F])),$([#6](=O)([OH])[#6][#6](-,=[O,S]));!$([#6](=O)([OH])[#6][#6](O)[#6][CX4H0])]

		3058		oxyethlene		[O;$(O[CR0][CR0]O[#6])]

		3059		C=O w/o electron donated o-, p-Nv3X3		[C;$(C=O);!$(C(=O)c1c([Nv3X3])cccc1);!$(C(=O)c1ccc([Nv3X3])cc1)]

		3061		-O-alkenyl, alkynyl OCC=,#C		[$([#8X2][#6H1,#6H2][#6]=,#[#6])]

		3062		ERROR:#NAME?		[$([#8X2][#6H1,#6H2][#6H1,#6H2][#6]=[#6H2])]

		3063		-O-alkenyl, alkynyl OCCC#C		[$([#8X2][#6H1,#6H2][#6H1,#6H2][#6]#[#6])]

		3064		-O-halogen OCCC[C,Br,I] pro-OCc=C		[$([#8X2][#6H1,#6H2][#6H1,#6H2][Cl,Br,I])]

		3065		ERROR:#NAME?		[$([#8X2][#6H1,#6H2][#6][F])]

		3066		pinacol C(OH)C(OH)		[$([#8X2H1][#6X4]([#6X3])([#6X3])[#6X4]([#6X3])([#6X3])[#8X2H1])]

		3096		nitro halogen or CF3 =>4		[N;$(N(=O)=O);!$(Nc[cH][cH]);!$(Nc[cH]c[cH]);!$(Nc[cH]cc[cH])]c1[cH,$(c[F,Cl,Br,I]),$(cC(F)(F)F)][cH,$(c[F,Cl,Br,I]),$(cC(F)(F)F)][cH,$(c[F,Cl,Br,I]),$(cC(F)(F)F)][cH,$(c[F,Cl,Br,I]),$(cC(F)(F)F)][cH,$(c[F,Cl,Br,I]),$(cC(F)(F)F)]1

		3097		nitro o-C(=O,Cl,Br,I)		[NX3v5;$(N(=O)(=O)ccC(~[OX1,Cl,Br,I]))]

		3098		nitro m-C(=O,Cl,Br,I)		[NX3v5;$(N(=O)(=O)cccC(~[OX1,Cl,Br,I]))]

		3099		nitro p-C(=O,Cl,Br,I)		[NX3v5;$(N(=O)(=O)ccccC(~[OX1,Cl,Br,I]))]

		3100		amine CNH2		[#7X3H2;!$([#7][*v6]);!$(N[#6](~[#7,#8,#16]))]

		3101		amine aromatic alkylated C.cNH2		[#7X3H2;!$([#7][#7]);$(Ncc[CX4,OH0]),$(Nccc[CX4,OH0]),$(Ncccc[CX4,OH0])]

		3102		ammonium N+		[#7v4;+]

		3103		carbamate NC(=O)O		[Nv3X3;$(NC(=[O,S])[O,S]);!$([N]([C]=O)([C]=O)([C]=O))]

		3104		nitril C#N		[N;$([#7X1]#[#6X2])]

		3105		hydrazine N-N		[Nv3X3;!$(NC=[*;!#6]);!$(N[*;v6])][Nv3X3;!$(NC=[*;!#6]);!$(N[*;v6])]

		3106		azo N=N		[NX2;$(N=N)]

		3107		N3		[NX1;$(N~N~N)]

		3108		imino C=N-, guanidine		[#7v3X2;$(N=[Cv4X3]);!$(N[N,O,S])]

		3109		urea NC(=O)N		[#6X3;$([#6X3](=[O,S])(N)N);!$([#6X3](=[O,S])NN)]

		3110		amine CNH1		[#7v3X3H1;!$([#7][!#6]);!$([#7][*v6]);!$([#7][#6](~[#7,#8,#16]));!$([#7r5H1](a)a)]

		3111		guanidine NC(=N)N		[#6X3;$([#6X3](=[N])(N)N)]

		3112		enemine NC=C		[NX3;$(NC=C)]

		3113		ntroso amine, imine N-N=O		[#7v3;$(N-N=O)]

		3114		hydrazine N-NH2		[Nv3H2;$([Nv3H2]-[Nv3X3]);!$(NN(C=*)(C=*))]

		3115		NH0 amide, imide		[#7v3X3H0;!$([#7][#7,#8,#16]);!$([#7]C(=[CH2]));$(N[#6](~[#7,#8,#16]))]

		3116		Nv3-hetero atom (O,S,Si,P)		[#7v3;$([#7][#8,#14,#15,#16]);!$([#7][#7]);!$([#7H0R][#8R,#14R,#15R,#16R]);!$([#7]([#8,#14,#15,#16])[#8,#14,#15,#16]);!$([#7][#8,#14,#15,#16][#7][#8,#14,#15,#16])]

		3117		aldoxime CH=N-O		[#7v3;$([#7]([#8])=[#6H1][#6]),$([#7]([#8])=[#6H2])]

		3118		reactive halogen  XC=@[N,n,O,S], X-[N,O,S]		[F,Cl,Br,I;$(*[#6]=,@[#7,#8,#16]),$(*[#7,#8,#16])]

		3119		unreactive pyridine		[n;$(n:c[OH]),$(n:[c;R1]([!N]):c[OH]),$(n:[c;R1]([!N]):[c;R1]:c[OH])]

		3120		amine CNH0		[#7v3X3H0;!$([#7][!#6]);!$([#7][*v6]);!$([#7][#6](~[#7,#8,#16]))]

		3121		amine Nv3 not hindered		[#7v3X3;!$([NR0][CR1][CR1]([CX4R0])[CX4R1]);!$([NR1](C)C(C)(C)C);!$([#7][#7]);!$(NC(=[CH2]));!$(N[#6](~[#7,#8,#16]))]

		3122		amine hindered		[#7v3X3;$([NR0][CR1][CR1]([CX4R0])[CX4R1]),$([NR1](C)C(C)(C)C);!$([#7][#7]);!$(NC(=[CH2]));!$(N[#6](~[#7,#8,#16]))]

		3123		amide		[#7v3X3;$([#7][C](=O)[!N;!S;!O;!P]),$([#7][CH1](=O));!$(N~[N,S,O]);!$(N(C=[N,O,S])C=O)]

		3125		cO reactive 12,13,14 O,N		[Ov2X2;$(Occ[Nv3,O]),$(Occc[Nv3,O]),$(Occcc[Nv3,O])]

		3126		halomethane, tri, tetra		[C;$([CH1]([Cl,Br,I])([Cl,Br,I])([Cl,Br,I])),$(C([F,Cl,Br,I])([Cl,Br,I])([Cl,Br,I])([Cl,Br,I]))]

		3127		amine reactive 12,13,14 wo H0		[N;H2;$(Ncc[NH2,NH1,OH1]),$(Nccc[NH2,NH1,OH1]),$(Ncccc[NH2,NH1,OH1])]

		3128		amine reactive 12,13,14 w H0		[N;H2;$(Ncc[Nv3X3,OH1]),$(Nccc[Nv3X3,OH1]),$(Ncccc[Nv3X3,OH1])]

		3129		amine Nv3 reactive 12,13,14 Nv3,O		[Nv3X3;$(Ncc[Nv3,O]),$(Nccc[Nv3,O]),$(Ncccc[Nv3,O])]

		3130		nitro N(=O)=O		[$(N(=O)=O),$([N+](=O)[O-])]

		3131		nitrated benzene carbonyl		[NX3v5;$(N(=O)(=O)ccC(~[OX1,Cl,Br,I])),$(N(=O)(=O)cccC(~[OX1,Cl,Br,I])),$(N(=O)(=O)ccccC(~[OX1,Cl,Br,I]))]

		3132		carbamate reactive		[N;$([N;!H2][#6X3](=[O,S])[O][C,N]),$([N;!H2][#6X3](=[O,S])[O]cc[O,N]),$([N;!H2][#6X3](=[O,S])[O]cccc[O,N]);!$([NR0]([C]=O)([C]=O)([C]=O));!$([NH1][C][CR1])]

		3133		carbamete NH2		[#6X3;$([#6X3](=[O,S])([O,S])[N;H2])]

		3134		NH2, 2,5-halo		[#7X3H2;$([#7]c1c([F,Cl,Br,I])ccc([F,Cl,Br,I])c1)]

		3135		NH2, hetero aromatic 3-, 4- n		[NH2;$([NH2v3][c]1[c][c,n][c,n][c,n][c]1);!$([NH2v3][c]1[c][c][c][c][c]1)]

		3136		NH2, mono-halo or unsubstututed		[NH2;$(Nc1[cH,cR2][cH,cR2][cH,cR2][cH,cR2][cH,cR2]1),$(Nc1[cH,cR2][cH,cR2][c;$(c[F,Cl])][cH,cR2][cH,cR2]1),$(Nc1[c;$(c[F,Cl])][cH,cR2][cH,cR2][cH,cR2][cH,cR2]1),$(Nc1[cH,cR2][c;$(c[F,Cl])][cH,cR2][cH,cR2][cH,cR2]1)]

		3137		amine reactive Nv3 o-(Nv3, O)		[Nv3X3;$(Ncc[Nv3,O])]

		3140		P-SC,c (reactive P ester alcohol)		[#15;$([#15]-[#16][#6])]

		3141		barbital		[C;$(C1NC(=O)[CX4]C(=O)N1)]

		3142		nitril unreactive		[N;$([#7X1]#[#6X2]);!$(N#C[CH2;R0]C#N);!$(N#C[CR0]=[CR0]);!$(N#CC[Cl,Br,I,OH1]);!$(N#CccC#N)]

		3143		nitril reactive		[N;$(N#C[CH2;R0]C#N),$(N#C[CH1R0]=[CR0]),$(N#CC[Cl,Br,I,OH1]),$(N#Cc(n)c(C#N)n),$(N#Cc(cCl)c(C#N)(cCl))]

		3144		amine oxide		[#7;$([#7v5X4](=[#8])([#6])([#6])[#6])]

		3145		acetal		[#6X4;$([#6]([#8])[#8])]

		3150		pyrrol		[#7r5v3X3;!$([#7][*v6]);!$([#7][#6](~[AR0;#7,#8,#16]));$([#7](a)a)]

		3151		aldehyde CH=C		[#6;$([CH](=O)[C;H1]=[CH2]),$([CH](=O)[C;H1]=[CH][CX4])]

		3152		aldehyde CF2X		[#6;$([CH](=O)CC[O,Sv2X2,Cl,Br,I])]

		3153		aldehyde CC[S,Cl,Br,I]		[#6;$([CH](=O)CC[O,Sv2X2,Cl,Br,I])]

		3160		aldehyde o-OH		[#6;$([CH](=O)cc[OH]);!$([C](=O)cc([OH])cc[OH])]

		3161		aldehyde o-F,Cl		[#6;$([CH](=O)c([cH1])c[F,Cl])]

		3162		aldehyde p-F,Cl		[#6;$([CH](=O)cccc[F,Cl])]

		3163		aldehyde m-CF3		[#6;$([CH](=O)cccC(F)(F)F)]

		3164		aldehyde p-CF3		[#6;$([CH](=O)ccccC(F)(F)F)]

		3165		aldehyde o-nitro		[#6;$([CH](=O)ccN(=O)(=O))]

		3166		aldehyde m-nitro		[#6;$([CH](=O)cccN(=O)(=O))]

		3167		aldehyde p-nitro		[#6;$([CH](=O)ccccN(=O)(=O))]

		3168		aldehyde 2-n		[#6;$([CH](=O)cn)]

		3169		aldehyde 3-n		[#6;$([CH](=O)ccn)]

		3170		aldehyde 4-n		[#6;$([CH](=O)cccn)]

		3171		carbonyl CH(X)		[$([#6R0](=O)[#6H1,#6H2][Cl,Br,I,F])]

		3172		carbonyl C=CH2		[$([#6](=O)[#6]=[#6;H2])]

		3173		carbonyl C=CH-a		[$([#6](=O)[#6]=[#6;H1][a])]

		3174		carbonyl a-C=O C=CC(=O)-a		[$([#6v4X3][#6](=O)[#6]=[#6][#6](=O)[#6v4X3])]

		3175		carbonyl CH2C=O		[$([#6R0](=O)[#6H2][#6R0](=O))]

		3176		carbonyl C=[N,O,S]		[#6;$([C](=O)[C]=[O,S,NR0])]

		3181		a-C=[O,C] acid		[#6;$(C=[O,C])][C,S](=O)

		3182		a-[~#7+,O,S,Cl,Br,I] acid		[#6;$(C([O,Sv2X2,Cl,Br,I]))][C,S](=O)

		3183		a-CNC[C,S=O]OH acid (nitrilo acetic acid)		[#6;$([CX4][NX3][CX4]C(=O)O)][C,S](=O)

		3184		a-[#7+,H0] acid		[#6;$([#6][#7+;H0])][C,S](=O)

		3185		b-[#7+,H0] acid		[#6;$([#6][#6][#7+;H0])][C,S](=O)

		3186		r-[#7+,H0] acid		[#6;$([#6][#6][#6][#7+;H0])][C,S](=O)

		3190		OC(=O)C=,#C		[$([#8X2](C=O)[#6]=,#[#6])]

		3191		OCHC=,#C		[$([#8X2][#6H1,#6H2][#6]=,#[#6])]

		3192		OCHCHC=CH2		[$([#8X2][#6H1,#6H2][#6H1,#6H2][#6]=[#6H2])]

		3193		OCHCHC#C		[$([#8X2][#6H1,#6H2][#6H1,#6H2][#6]#[#6])]

		3194		OCHCH[Cl,Br,I]		[$([#8X2][#6H1,#6H2][#6H1,#6H2][Cl,Br,I])]

		3195		O,S-C(F)(F)C(F)F		[$([#8X2,#16][CX4]([F])([F])[CX4]([F])[F])]

		3196		OCC1OC1		[$([#8X2][#6H1,#6H2][#6r3][Or3])]

		3200		carbamate NC(=O,S)O[C,N]		[N;$([N;!H2][#6X3](=[O,S])[O][C,N]);!$([NR0]([C]=O)([C]=O)([C]=O));!$([NH1][C][CR1])]

		3201		carbamate NC(=O,S)Occ[O,N]		[N;$([N;!H2][#6X3](=[O,S])[O]cc[O,N]);!$([NR0]([C]=O)([C]=O)([C]=O));!$([NH1][C][CR1])]

		3202		carbamate NC(=O,S)Occcc[O,N]		[N;$([N;!H2][#6X3](=[O,S])[O]cccc[O,N]);!$([NR0]([C]=O)([C]=O)([C]=O));!$([NH1][C][CR1])]

		3203		carbamate NC(=O,S)Occ(CC)cc		[N;$([N;!H2][#6X3](=[O,S])[O]cc(CC)cc);!$([NR0]([C]=O)([C]=O)([C]=O));!$([NH1][C][CR1])]

		3210		NN, hydrazine general, not in ring		[Nv3X3R0;$([N][Nv3X3])]

		3234		SH thiophenol		[Sv2X2H1;$(Sc1ccccc1)]

		3235		SH mercaptan, not hindered		[$([Sv2X2H1][CX4v4]);!$([Sv2X2H1]C(CC)(CC)CC)]

		3236		SH general		[$([#16v2X2H1][#6])]

		3501		sterically hindered ortho O,S,N,P		[O,S,N,P;$([*][#6;X3;R1][#6;X3;R1][#6;X4;R0]([#6X4R0])([#6X4R0]))]

		3502		sterically hindered ortho C=O, C=S		[C;$([C,P](=[O,S,N])[#6;X3;R1][#6;X3;R1][#6;X4;R0]([#6;X4;R0])([#6;X4;R0]))]

		3535		disulfide exception		[#16v2X2H0;$([S]([#6X4H3,c])[Sv2X2H0][#6X4H2,c])]

		3536		disulfide general		[#16v2X2H0;$([S]([#6X4,c])[Sv2X2H0][#6X4,c])]

		3537		2-mercapto-thiazol		[#16v2X2H1;$(S[cr5]([sr5,or5])[nr5])]

		3539		aromatic n=c-thiol		nc-[SH1]

		3550		sulfonylurea		[c,N,O]S(=O)(=O)N~C(~O)~N

		3600		organo-tin		[Sn;$([Sn;v4][#6])]

		4034		carboxylic acid C(=O)(C,c)OH, hindered		[#6;$([#6](=[#8])([#6R][#6R0])[#8H1])]

		4119		n+, N+ alkyl chain <6		[$([N,n;+]);!$([N+]CCCCCC)]

		4120		n+, N+ alkyl chain >=6		[$([N,n;+]);$([N+]CCCCCC)]

		4149		-C#N[$Aliphatic]		[NX1]#C[$([A;!P;!N;!S;!Se]);!$(C=N)]

		4150		-C#N[$aromatic]		[NX1]#[C][a]

		4168		-C(=O)O[$aromatic]		[a]C(=O)[OD2][!Na;!K;!Li]

		4199		-CL[$aromatic]		[a;!n][Cl]

		4204		-COOH[$Aliphatic]		[A][CD3](=[OX1])[OH1]

		4205		-COOH[$aromatic]		[a][CX3](=[OX1])[OH1]

		4207		-F[$aromatic]		[a][F]

		4227		-N[$an aromatic]		[N;$([Nv3X3][a]);!$([Nv3X3]([a])[a]);!$([Nv3X3]([a])([a])[a]);!$([Nv3X3]-[P]);!$([Nv3X3]([CX3]=[C])[CX3]=[C])]

		4228		-N-[$two aromatic]		[N;$([Nv3X3]([a])[a]);!$([Nv3X3]-[P])]

		4259		-NO2[$aromatic]		[N;$(N([a])(=O)=O),$([N+]([a])(=O)[O-])]

		4315		-S-[$two aromatic]		[a][Sv2X2][a]

		4320		-S(=O)-[$aromatic]		[a][Sv4!H](=[OX1])[A;!O;!N]

		4321		-S(=O)-[$Aliphatic]		S(=O)A

		4322		-S(=O)-[$two aromatic]		[a][Sv4!H](=[OX1])[a]

		4501		aromatic ring (sPilot1)		[c;R]

		4504		>C=O or >C=S (sPilot4)		[CX3]=[OX1,SX1]

		4507		halogen		[F,Cl,Br,I]

		4510		aromatic NH2		c-[N;H2]

		4511		heteroaromatic-C=C		[n,c;R;$([n,c]C=C);!$(c1ccccc1)]

		4515		o-disubstitued pix2, pi-n-pi		cOC(=O)[c;R][c;R]C(=O)Oc

		4519		X-CC=/#		[C;X4;$(C[Cl,Br,I]);!$(C([F,Cl,Br,I])([F,Cl,Br,I])([F,Cl,Br,I]))][C,c]=,#[C,c,O,S,N]

		4520		halogen(Cl,Br,I) a- to pi electron		[$([Cl,Br,I]CC=C),$([Cl,Br,I]Cc);!$([Cl,Br,I]C([Cl,Br,I])c)]

		4521		b-halogen(Cl,Br,I) to lone pair (b-atom) XCC(O,N,S..)		[Cl,Br,I][C;$([C;X4;H1]),$([C;X4;H2])][CX4;$(C[OH]),$(C[NH]),$(C[SH])]

		4523		perfluoro ethylene -CF2CF2-		[C;$(C(F)(F))][C;$(C(F)(F))]

		4525		acidic -C(=O)CH2-C(=O)- or N#C-CH2-C#N		[CH2;R0;$(C(C(=O))C(=O)),$(C(C#N)C#N)]

		4526		a,b-unsaturated C=,#(Het)		C=[C;H1;$(CC=O),$(CC#N)]

		4527		-C=C(C)C(=O,#N)-		C=[C;H0;$(CC=O),$(CC#N)]

		4528		XCCCX 1,3-Halogen		[Br,I][C,X4][C,X4][C,X4][Br,I]

		4529		PRE:aldehyde ar-CX2		c[CH]([Cl,Br,I])[Cl,Br,I]

		4532		n+ or N+ or P+ or S+		[n,N,P,S;+;!$([#7v4+][O-])]

		4534		LAS NP surfactant		CCC[C;$(c1ccccc1)]

		4535		disulfide not ph-S or CH3-S		[#16X2H0;$([S][C,c]);!$(S[C;H3]);!$(S[cccccc])][#16X2H0;$([S][C,c]);!$(S[C;H3]);!$(S[cccccc])]

		4536		PRE:b-diketone (diketene)		C(=O)CC([O;r4])=C

		4537		PRE:aldehyde (Vinyl ester)		C(=O)O[C;H1]=C

		4538		thiol, mercaptane		[S;X2;H1][C;!$(C=[O,S,N,P]);$(C[C,c])]

		4539		thiophenol		c[S;X2;H1;!$(Scn)]

		4540		phenol		[O;H1][c;$(c1ccccc1);!$(ccN(=O)(=O));!$(cc[C;H1]=O);!$(cc[C](=O)O);!$(cccN(=O)(=O));!$(ccc[C;H1]=O);!$(ccc[C](=O)O);!$(ccccN(=O)(=O));!$(cccc[C;H1]=O);!$(cccc[C](=O)O)]

		4541		epoxide monocyclic		[#8r3;$([#8]1[#6R1][#6R1])]

		4542		epoxide dicyclic (poor Sn2)		[#8r3;$([#8]1[#6R2][#6R2])]

		4543		MF:not C,c,O,F		[!C;!c;!O;!F]

		4544		aromatic nucleophilic substitution (dinitrobenzene)		[$([Cl,Br,I]c1c([Nv5X3])cc([Nv5X3])cc1),$([Cl,Br,I]c1c([Nv5X3])cccc1([Nv5X3]))]

		4545		PRE:HS-C-X (e.g. thioacetal)		[P,C](=[O,S])S[C,H2][S,N,O]

		4546		hetero aromatic m6, n>0		[n;r6]

		4554		peroxy OO, not hindered (OO-t-C, OO-ring-o-C,c)		[#8;$([#8][#8]);!$([#8][#6]([#6])[#6]);!$([#8]([#6R1][#6R1][#6R0])([#6R1][#6R1][#6R0]));!$([#8][#6]=[#8])]

		4555		imide 5 membered ring		[C;!$(C(=O)[O,S,Cl,Br,I,F])](=O)[N;X3;r5;!$(C(=O)[O,S,Cl,Br,I,F])][C;!$(C(=O)[O,S,Cl,Br,I,F])](=O)

		4556		imide 6 membered ring		[C;!$(C(=O)[O,S,Cl,Br,I,F])](=O)[N;X3;r6;!$(C(=O)[O,S,Cl,Br,I,F])][C;!$(C(=O)[O,S,Cl,Br,I,F])](=O)

		4557		alkyl surfactant		OS(=O)(=O)[C;X4][C&X4,C&$(C(=O))][OX2,CX4][C;X4][C;X4][C;X4]

		4560		indole alkaloid		c1ccc2[C,c](CCN)[C,c][N,n]c2c1

		4700		o-non substituted aniline NH2		[N;H2;$(Nc([c;H1])[c;H1]ccc)]

		4702		-C(=O)H aldehyde, formyl-, -carbaldehyde, -al		[CX3H1](=O)[#6]

		4704		-C(=O)OH, carboxylic acid, carboxy-, -oic acid		[CX3](=O)[OX2H1]

		4705		-C(=O)O-, ester, oxycarbonyl, -carboxylate (not O-vinyl)		[#6;$([#6;R0](=O)([O;R0])[#6]);!$(CccN(=O)=O);!$(CC=[CH2,CH1])](=[OX1])O[#6;!$(C=O);!$(C=S);!$(C=N);!$(C=[CH2]);!$(CC=[CH2])]

		4708		a-halocarbonyl		[C;$(C[F,Cl,Br,I])]C=O

		4711		aliphatic-NH2		[N;H2;v3;X3;!$(NC=[S,N,O]);!$(NCC(=O)O)][C]

		4712		aromatic(Ho)-NH2		[N;H2][a;R;$(cccccc)]

		4713		aromatic(He)-NH2		[N;H2][a;R;!$(cccccc)]

		4714		o- or p-OH, NH2 substituted aromatic-NH2		[NH2,OH1;$([OH1,NH2]aa[OH1,NH2]),$([OH1,NH2]aaaa[OH1,NH2]),$([OH1,NH2]a[aR2]a[OH1,NH2])]

		4715		o- or p-OH substituted aromatic-OH		[OH1,OH1;$([OH1,OH1]aa[OH1,OH1]),$([OH1,OH1]aaaa[OH1,OH1])]

		4716		CH2=CC(=O)O		[C;H2]=CC(=O)O[C,c;!$(C=C);!$(CC1CO1)]

		4718		aliphatic ketone (use MF:CHO)		[C;H0;$(C(=O)([C])[C]);!$(C(=O)C[Cl,Br,I,F])!$(C(=O)C=Cc)]

		4719		C[H0,1] b-diketone		[C,c]C(=O)[C;X4;!$(C[F,Cl,Br,I]),H1,H0]([C,c])C(=O)[C,c]

		4720		o-substituted-aniline (for daphnid)		[N;H2;$(Nc([cH])c[C,OH0])]

		4721		cyclic b-diketone		[C;R]C(=O)[C;X4;H2;R]C(=O)[C;R]

		4722		ar-C(=O)-C		[c;$(cC(=O)C);!$(cC(=O)[C;H2]C(=O));!$(cC(=O)C[F,Cl,Br,I]);!$(cC(=O)C=C);!$(cC(=O)C[F,Cl,Br,I]);!$(c[O;H1]);!$(cc[O;H1]);!$(ccc[O;H1]);!$(c[n,N]);!$(cc[n,N]);!$(ccc[n,N]);!$(ccOCC=C);!$(cccOCC=C);!$(ccccOCC=C)]

		4723		ar-C(=O)-ar		[c;r5,r6;$(c[c,n,s,o]),$(cc[c,n,s,o]),$(ccc[c,n,s,o])]C(=O)[c;r5,r6;$(c[c,n,s,o]),$(cc[c,n,s,o]),$(ccc[c,n,s,o])]

		4724		>NH		[N;H1;v3;X3;$(N(C)C);!$(NC=[S,N,O])]

		4725		>N- unreactive		[N;H0;v3;X3;$(N(C)(C)C);!$(N(C)(C)C[CH2][OH1]);!$(N(C)(C)CC(=O)[O]);!$(NC=[S,N,O])]

		4726		ArNH(Cc)		[N;H1;v3;!$(NC(=O));!$(N([#6;X3;R2])[#6;X3;R2]);!$(NccccN)]([#6])[$(cccccc)]

		4727		ArN(Cc)2		[N;H0;v3;!$(NC(=O));!$(Nc1ccc([N,O,S])cc1)]([C,c&$(c1ccccc1)])([C,c&$(c1ccccc1)])[c;$(c1ccccc1)]

		4728		1,4-N-HoAr		[N;H2;$(Ncc[NH2,OH1]),$(Ncccc[NH2,OH1]),$(Nc[cR2]c[NH2,OH1]);!$(Ncc[Nv5X3,Cl]);!$(Nccc[Nv5X3,Cl]);!$(Ncccc[Nv5X3,Cl])]

		4731		oxine chelate		cnc([c;H0])[c;H0][O;H1]

		4732		nitrophenol count N		[c;$(c1ccccc1)][Nv5X3;$(Ncc[O;H1]),$(Nccc[O;H1]),$(Ncccc[O;H1])]

		4733		bisphenol		[C,O;$([C,O](cccc([O;H1])cc)cccc([O;H1])cc)]

		4734		halophenol		[O;H1][$(cc[Cl,Br,I]),$(ccc[Cl,Br,I]),$(cccc[Cl,Br,I]);!$(cn);!$(ccn);!$(cccn);!$(cc[OH1])]

		4735		nitrophenol		[c;$(c1ccccc1)][O;H1;$(Occ[Nv5X3]),$(Occc[Nv5X3]),$(Occcc[Nv5X3])]

		4736		ether C-O-C		[O;X2;H0;$(O(C)C);!r3;!$(OC[N,S,O,P]);!$(OC=[N,S,O,P])]

		4745		PO4 HC		[C,c,O][P](=O)([C,c,O][C,c])[C,c,O]

		4760		-SO3H, Sulfonic Acid, sulfo-, -sulfonic acid		[C,c,O]S(=O)(=O)[O;$([OH1]),$(O[Na,Li,K])]

		4765		test: amide not reactive test		[N;$(N[C](=O)[!N;!S;!O;!P]),$(N[C;H1](=O));!$(N[N,S,O]);!$(N(C=[O,S])C=O)]

		4766		test: amide reactive test		[N;$(NC(=O)C=[O,N,S]),$(N(C=O)ccO),$(NC(=O)C=[C;H2]);!$(N[N,S,O]);!$(N(C=[O,S])C=O)]

		4770		alcohol primary		[O;H1][C;H2;X4;$(C[C,c])][C;X4;!$(C[S,N,F,Cl,Br,I,Si,P])]

		4771		alcohol secondary		[O;H1][C;H1;X4;$(C[C,c])][C;X4;!$(C[S,N,F,Cl,Br,I,Si,P])]

		4772		alcohol tertiary		[O;H1][C;H0;X4;$(C[C,c])][C,c]

		4773		O-CC=C alcohol		[O;H1][C;H1,H2]C=C

		4774		O-CC#C		O[C;H1,H2]C#C

		4775		O-CCC=C		O[C;H1,H2]CC=C

		4776		O-CCC#C		O[C;H1,H2]CC#C

		4778		alcohol C1 (methanol)		[C;H3][O;H1]

		4781		carbamate or thiocarbamate (not NH2)		[N;X3;H0,H1;!$(N(C=[O,S])(C=[O,S]))][C](=[O,S])[O,S][N,c]

		4782		aldehyde reactive		[$(C[CH]=C),$(CC(F)(F)[F,Cl,Br,I]),$(CCC[O,S,Cl,Br,I]);$([C;H1](=O))][C]

		4786		P-Pest		[$([N,S,O][C,c])][P;!$(P(O)(O)(O)(=O))](=[O,S])[$([O,S,c][C,c])]

		4787		acid reactive		[#6;$(C=[O,C]),$(C(~[#7+,O,S,Cl,Br,I])[C,S]=O),$([CX4][NX3][CX4]C(=O)O),$([#6][#7+;H0]),$([#6][#6][#7+;H0]),$([#6][#6][#6][#7+;H0])][C,S](=O)[O;H1]

		4788		acid aliphatic		[C;X4;!$(C[F,Cl,Br,I,N,S,O,P]);$(C[CX4,c]),$([C;H3]),$(C1CCCCC1)]C(=O)[O;H1]

		4789		MF:Ccos		[!C;!c;!o;!s]

		4791		Pro: a,b-unsaturated C=O (amine elimination)		[C;X4;$([CH2][N;X3]),$([CH2][OH;X2,SH;X2]),$([CH2][Cl,Br,I])][C;X4;$([C;H1]),$([C;H2])][C;R0]=O

		4797		acid reactive		[C;$(C=[O,C]),$(C[#7+,O,S,Cl,Br,I]),$([C][N]CC(=O)O)]C(=O)[O;H1]

		4806		[C]		[C]

		4813		aromatic(Hetero)-NH2. excl. triazine		[N;H2][a;R;!$(c1ccccc1);!$(c1n[c,n][c,n]cn1)]

		4814		triazine N,n general		[#7;$([#7]1[#6][#7][#6][#7][#6]1)]

		4815		triazine n general		[n;$(n1cncnc1)]

		4847		MF:NOS_X, not oxazole, not CF2		[N,n,O,S,F,Cl,Br,I;!$(ncocc);!$(ncscc);!$(ncncc);!$(N#Cc);!$(FCF);!$(Clc);!$(Fc);!$(ncccc),$(nC=C),$(ncC=C),$(nccC=C),$(ncccC=C),$(nc-cc),$([n+])]

		4849		stable delocalized cation		ncc[C;H1][N;!$(C=O)]

		4886		terphenyl type		[c;r6]-[c;r6;$(cc(-[c;r6])),$(cac(-[c;r6])),$(caac(-[c;r6]))]

		4892		MF: not CHO  (kPilotO)		[!C;!c;!O]

		4893		MF: not CHOP		[!C;!c;!O;!P]

		4900		CC(C)(C)CC(C)(C)c1ccc(OCCO)cc1		CC(C)(C)CC(C)(C)c1ccc(OCCO)cc1

		4901		Aliphatic N NO		[Nv3]

		4904		Aliphatic P		[P]

		4907		thiol, reactive, not hindered		[$([#16v2X2H1][#6]);!$([#16v2X2H1][#6]=[#6,#7,#8,#16]);!$(Sc[n,s,o]);!$(SC(CC)(CC)CC);!$(Sc(cCC)c(CC))]

		4908		aromatic thiol => 341, 2447		[a][Sv2X2H1]

		4910		aromatic		[a]

		4911		aromatic n		[n]

		4912		aromatic o		[o]

		4913		aromatic s		[s]

		4914		aniline (compound, C6H7N)		[cH]1[cH][cH][cH][cH][c]1[NH2v3]

		4915		aromatic carbon-halogen (Cl, Br, I)		[c][Cl,Br,I]

		4916		aromativ SH general		[c][SH]

		4917		aromatic OH general		[c][OH]

		4918		aniline NH2 general		[NH2]c(ccc1)cc1

		4926		CO (Aliphatic aldehyde)		[CH](=O)[C]

		4927		CO (aromatic aldehyde)		[CH](=O)[c]

		4940		COC(Aliphatic ether)		[O;$(O([CX4])[CX4]);!$(OC[O,S,N])]

		4941		cO(C,c) (aromatic ether)		[O;$([O;R0]([c;R1]([!N])[c;R1]([!N])[c;R1]([!N]))[CX4,c;R1]([!N])[CX4,c;R1]([!N])[CX4,c;R1]([!N])[CX4,c;R1]([!N]))]

		4942		sulfide (C,c)S(C,c) not CX,O,S,N,P		[Sv2X2;$(S([Cv4X4,c])[Cv4X4,c]);!$(SC~[N,O,P,S,F,Cl,Br,I])]

		4946		sulfoxide		[S;$(S([Cv4X4,c])([Cv4X4,c])=[O]);!$(SC~[N,O,P,S,F,Cl,Br,I])]

		4955		Aliphatic & aromatic amide		[#6]C(=O)[Nv3X3;!$(N[C](=[N,S]))]

		4972		O=C-N		C(=O)[N;v3]

		4982		aromatic aldehyde reactice		[$(Ccc[OH]),$(Ccc[F,Cl]),$(Ccccc[F,Cl]),$(CcccC(F)(F)F),$(CccccC(F)(F)F),$(CccN(=O)(=O)),$(CcccN(=O)(=O)),$(CccccN(=O)(=O)),$(Ccn),$(Cccn),$(Ccccn);C;$([C;H1](=O))][c]

		4983		CX unreactive		[C;$([C;X3,C;X4]([F,Cl,Br,I]));!$(CC=,#[*]);!$([C;X4]c);!$([C;X4]C[O;H1])]

		6002		acrylate		[CX3]=[CX3H1][CD3](=O)[OD2;!$(O(C=O)(C=[!#6]))]

		6015		1,4-diaminobenzene		[c]1[c][c]([c][c][c]1[Nv3;!$([N]C(=O))])[Nv3;!$([N]C(=O))]

		6016		amine Nv3X3 o-, p-(Nv3, OH) w/o parent		[#7v3X3;!$([#7][*v6]);!$(N[#6](~[#7,#8,#16]));!$([NH2][c]1[cH][cH][c]([NH2,OH])[cH][cH]1);!$([NH2][c]1[c]([NH2,OH])[cH][cH][cH][cH]1);$(Ncc[Nv3,OH1]),$(Ncccc[Nv3,OH1])]

		6022		dinitroaniline(not  include amide)		[NX3;H2,H1,H0;!$(NC=O);!$(N=O)][cX3][$(c([#7](=O)(=O))c([#7](=O)(=O))),$(c([#7](=O)(=O))cc([#7](=O)(=O))),$(c([#7](=O)(=O))ccc([#7](=O)(=O))),$(c([#7](=O)(=O))cccc([#7](=O)(=O))),$(c([#7](=O)(=O))ccccc([#7](=O)(=O))),$(cc([#7](=O)(=O))c([#7](=O)(=O))),$(cc([#7](=O)(=O))cc([#7](=O)(=O)))]

		6025		dinitrobenzene		[N;$(N(=O)(=O)acN(=O)(=O)),$(N(=O)(=O)aacN(=O)(=O)),$(N(=O)(=O)aaacN(=O)(=O))]c1aaaaa1

		6030		epoxide		[C;R1]1[C;R1][#8]1

		6040		phenol reactive (o-,m-,p- OH, #7)		[c;$(c1ccc([#7,OH])cc1),$(c1cc([#7,OH])ccc1),$(c1c([#7,OH])cccc1)][OH]

		6041		phenol o-formyl		[#6H1;$([#6](=[#8])[#6][#6][OH])]

		6042		CH=N o-OH reactive (aldehyde analog)		[#6H1;$([#6](=[#7])[#6][#6][OH])]

		6046		thiocyanate		[#7!D1]=[C]=[#16]

		6050		sulfone amide		cS(=O)(=O)N

		6065		vinyl N		[#6][#7]C=[CX3H2]

		6099		hydrazine(NN, any)		[NX3v3R0;$([NX3v3][NX3v3]);!$([N;H2][#7;r5,r6][#6;r5,r6](=O))]

		6105		a-halo-CN		N#CC[I,Br,Cl]

		6108		o-di-CN-aromatic		N#C[a][a]C#N

		6109		pyrethroid		cOcccCO[C,NX2]Cc

		6110		pyrethroids-a1		C=CC1C(C(OC[c,N])=O)C1

		6111		pyrethroids-a2		[C&r3&$(CC(=O)OCC=C),C&r3&$(CC(=O)OCa)]

		6112		pyrethroids-b		aa(a)[C,O]aaaCOC(=O)C

		6213		carbamate4		[A]NC(=O)[O][a,N]

		6518		4-O-phenol		[OH]aaaa[OH]

		6568		1-N-2-OH-Ar OH free, include oxine		[#7v3][aR2]a[OH]

		6600		amine?edetic acid		[#7v3X3;$([#7](CC(=O)O)CC(=O)O),$([#7](CC(=O)O)CCNCC(=O)O)]

		6631		cCH=CH2 (unreactive)		[C;H2]=[C;H1]c

		6930		(C,c)-SO2-O-(H,Na,K,Li)		[C,c,O]S(=O)(=O)[OH,$(O[Na,K,Li])]

		6933		C1=NN=CC(=O)N1N		C1=[N;v3][N;v3]=CC(=O)[N;v3]1[N;v3]

		6950		anti-microbial (irgasan)		[O;H1]ccOccCl

		6961		naphthalene		c1ccc2ccccc2c1

		6963		triazine		[S,Cl,O]c1nc(N)nc(N)n1

		6969		benzo-aromatic n,s,o ring (unreactive)		[n,s,o;R1;$([n,s,o][c;R2]),$([n,s,o]c[c;R2]),$([n,s,o]cc[c;R2])]

		6978		pyridine NH2		[N;H2;$(Nc1ncccc1),$(Nc1cnccc1),$(Nc1ccncc1)]

		6981		pyridine 3-NH2 (reactive)		[N;H2;$(Nc1cnccc1)]

		6982		C(Cl,Br,I)(C=O)OH (reactive)		[Cl,Br,I]CC(=O)[O;H1]

		6983		pyridine (measured)		[n;$(n[c;H1][c;H1][c;H1][c;H1][c;H1]),$(n[c;H1][c]([C;H3])[c;H1][c;H1][c;H1])]

		6984		biphenyl (parent, p-C)		[c;$([c;H1]1[c;H1][c;H1][c]([c;H1][c;H1]1)[c]2[c;H1][c;H1][c;H1,H0][c;H1][c;H1]2)]

		6985		Cl2C=CCl2 (measured)		[C;$(C(Cl)(Cl)=C(Cl)Cl)]

		6986		1,2-dichloro CHCl-CHCl		[C;$([C;R0;H1,H2](Cl)[C;R0;H1,H2]Cl)]

		6987		gem-Cl C(H)(Cl)(Cl)CH		[C;$([C;H1](Cl)(Cl)[C;H1,H2,H3])]

		6988		ClC=CCH2Cl		[C;H2;$(C(Cl)C=CCl)]

		6989		1-NO2 4-NO2, halogen		[Nv5X3;$(N(=O)(~O)c1ccc([F,Cl,Br,I,Nv5X3])cc1);!$(Ncc[Nv3,O,S]);!$(Nccc[O,S,Nv3])]

		6990		ether reactive O-C=CH2		[#8H0;!$([#8]C=[O,N,S]);$([#8][#6]=[#6H2])]

		7999		n r6 OH not reactive		[n;$(n:c[OH]),$(n:[c;R1]([!N]):c[OH]),$(n:[c;R1]([!N]):[c;R1]:c[OH])]





substruction_def_for_AD

		FragID		SubstructureClassName		SMARTS

		5001		Lithium [Li]		[#3]

		5002		Sodium [Na]		[#11]

		5003		Boron [B]		[#5]

		5004		NH 5 menbered aromatic		[#7r5H1;$([#7](a)(a))]

		5006		Silicon [Si]		[#14]

		5007		Nitrogen [N,n]		[#7]

		5008		Oxygen [O,o]		[#8]

		5012		Arsenic [As]		[#33]

		5013		Selenium [Se]		[#34]

		5014		Potassium [K]		[#19]

		5016		Sulfur [S]		[#16]

		5017		Tin [Sn]		[#50]

		5018		Phosphorus [P]		[#15]

		5019		halogen C-[Cl,Br,I]>2 CF2>3		[F,Cl,Br,I;$([Cl,Br,I]C[Cl,Br,I]),$(FC(F)C(F)(F)C(F)(F))]

		5020		Mechanism=SNAr 1		c1([F,Cl,Br,I,$(N(=O)~O)])c([F,Cl,Br,I,$(N(=O)~O),$(C#N),$(C=O),$(C(F)(F)F),$(S=O)])cc([F,Cl,Br,I,$(N(=O)~O),$(C#N),$(C=O),$(C(F)(F)F),$(S=O)])cc1

		5021		Mechanism=SNAr 2		c1([F,Cl,Br,I,$(N(=O)~O)])c([F,Cl,Br,I,$(N(=O)~O),$(C#N),$(C=O),$(C(F)(F)F),$(S=O)])cccc1([F,Cl,Br,I,$(N(=O)~O),$(C#N),$(C=O),$(C(F)(F)F),$(S=O)])

		5022		Mechanism=SNAr 3		c1([F,Cl,Br,I,$(N(=O)~O)])ncc([F,Cl,Br,I,$(N(=O)~O),$(C#N),$(C=O),$(C(F)(F)F),$(S=O)])cc1

		5023		Mechanism=SNAr 4		c1([F,Cl,Br,I,$(N(=O)=O)])ncccc1([F,Cl,Br,I,$(N(=O)=O),$(C#N),$(C=O),$(C(F)(F)F),$(S=O)])

		5024		Mechanism=SNAr 5		c1([F,Cl,Br,I,$(N(=O)=O)])ncccn1

		5025		Mechanism=SNAr 6		c1([F,Cl,Br,I,$(N(=O)=O)])ncncc1

		5026		Mechanism=SNAr 7		c1([F,Cl,Br,I,$(N(=O)=O)])ncc([F,Cl,Br,I,$(N(=O)=O),$(C#N),$(C=O),$(C(F)(F)F),$(S=O)])nc1

		5027		Mechanism=SNAr 8		c1nc([F,Cl,Br,I,$(N(=O)=O)])ncn1

		5028		Mechanism=SNAr 9		[F,Cl,Br,I,$(N(=O)(=O))]c1c([$(C(F)(F)(F)),$(S=O),F,Cl,Br,I,$(N(=O)(=O)),$(C#N),$(C=O)])cncc1

		5029		Mechanism=SB 1 modified		[CH2]=[O,SX2]

		5030		Mechanism=SB 2 modified		[CX4][CH]=[O,SX2]

		5031		Mechanism=SB 3 not use		[a][CH]=O

		5032		Mechanism=SB 4 modified		C(C)(C)=CC=[O,SX2]

		5033		Mechanism=SB 5		[C;!r5]([C;!r5])=[C;!r5](C)[C;!r5]=[O,SX2;!r5]

		5034		Mechanism=SB 6		[#6]C(=[O,SX2])C(=[O,SX2])[#6]

		5035		Mechanism=SB 7		[#6]C(=[O,SX2])[CX4]C(=[O,SX2])[#6]

		5036		Mechanism=SB 8		[#6][$([NX2]=O),$(N=C=O),$(OC#N),$(SC#N),$(N=C=S)]

		5037		Mechanism=pro-SB 1		[CH2][NH2]

		5038		Mechanism=pro-SB 2		[CH2]N([CH3])[CH3]

		5039		Mechanism=pro-SB 3		CC(C)=[CH][CH2][OH]

		5040		Mechanism=pro-SB 4		CC=C(C)[CH2][OH]

		5041		Mechanism=Michael 1		[CH2,CH]=[CH][$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5042		Mechanism=Michael 2		[CH2]=C[$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5043		Mechanism=Michael 3		aC=C[$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5044		Mechanism=Michael 4		C#C[$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5045		Mechanism=Michael 5		[CH2,CH]=[CH]C=C[$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5046		Mechanism=Michael 6		[CHR]=[CR][$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5047		Mechanism=Michael 7		C=C([F,Cl,Br,I])[F,Cl,Br,I]

		5048		Mechanism=Michael 8		c1c(=[O,NH2,NH])c(=[O,NH2,NH])ccc1

		5049		Mechanism=Michael 9		c1c(=[O,NH2,NH])ccc(=[O,NH2,NH])c1

		5050		Mechanism=Michael 10		C1=[C,N][$(S(=O)(=O)),$(C=[N,O]),$(S=O)][C,N]=C1c2ccccc2

		5051		Mechanism=Michael 11		[CH2,CH]=C1C(=[O,SX2])**C1

		5052		Mechanism=proMichael 1		c1c([OH,NH2,NH])c([OH,NH2,NH,$(N=N),$(N(C)C)])ccc1

		5053		Mechanism=proMichael 2		c1c([OH,NH2,NH])ccc([OH,NH2,NH,$(N=N),$(N(C)C)])c1

		5054		Mechanism=proMichael 3		c1([OH])c(O[CH3])cccc1

		5055		Mechanism=proMichael 4		c1([OH])ccc(O[CH3])cc1

		5056		Mechanism=proMichael 5		c1c([OH])ccc(C=C[CH3])c1

		5057		Mechanism=proMichael 6		c1c([OH,NH2,NH])cc([OH,NH2,NH,$(N(C)C)])cc1

		5058		Mechanism=proMichael 7		C([F,Cl,Br,I])[CH2,CH][$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5059		Mechanism=proMichael 8		[$([CH]=[CH2,CH]),$(C(C)=[CH2,CH]),$(C#C);!$(C(C)=CC)][CH2][OH]

		5060		Mechanism=proMichael 9		c1([OH])ccc([CH2][CH]=[CH2])cc1

		5061		Mechanism=proMichael 10		c1(O[CH3])ccc([CH2][CH]=[CH2])cc1

		5062		Mechanism=proMichael 11		[OH]c1cccc2ccccc12

		5063		Mechanism=proMichael 12		F[CH2,CH]C(F)[$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5064		Mechanism=proMichael 13		Cl[CH2,CH]C(Cl)[$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5065		Mechanism=proMichael 14		Br[CH2,CH]C(Br)[$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5066		Mechanism=proMichael 15		I[CH2,CH]C(I)[$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5067		Mechanism=SN2 1		[CH,CH2,CH3;!$([CH2]CC=[O,S])][F,Cl,Br,I,$(OS(=O)(=O)[#6,#1]),$(OS(=O)(=O)O[#6,#1])]

		5068		Mechanism=SN2 2		[#6]1[O,N,SX2][#6]1

		5069		Mechanism=SN2 3		C1C(=[O,S])[O,S][CH2,CH]1

		5070		Mechanism=SN2 4		[$(C=C),$(C#C),a][CH2,CH][O,S][$([CH]=O),$([CH]=S),$(C(C)=O),$(C(C)=S),a]

		5071		Mechanism=sulphurSN2 1		[#6]1=,:[#6]C(=[O,SX1])N[SX2]1

		5072		Mechanism=sulphurSN2 2		[#6][O,SX2,N][O,SX2,N][$([CH]=O),$([CH]=S),$(C(C)=O),$(C(C)=S),a]

		5073		Mechanism=oxophilicSN2 1		[CH2,CH3][NX3][NX2]=[O,S]

		5074		Mechanism=pro-SN2 1		c1ccc2cc3ccccc3cc2c1

		5075		Mechanism=pro-SN2 2		c1ccc2c(c1)ccc3ccccc23

		5076		Mechanism=acylating 1		[!$(C=C);!$(C#C)]C(=[O,SX1,N])[F,Cl,Br,I]

		5077		Mechanism=acylating 2		[!$(C=C);!$(C#C)]C(=[O,SX1,N])[O,S,N][a]

		5078		Mechanism=acylating 3		[!$(C=C);!$(C#C)]C(=[O,SX1,N])[O,S,N]C(=[O,SX1,N])

		5079		Mechanism=acylating 4		[!$(C=C);!$(C#C)]C(=[O,S,N])[O,S][$(C=C),$(C=N),$(C#C),$(C#N)]

		5080		Mechanism=acylating 5		[#6]1C(=[O,S])[O,N,S][#6]1

		5081		Mechanism=acylating 6		[C,N,O,S,a]c1[n,o,s]c2ccccc2[n,o,s]1

		5082		Mechanism=acylating 7		[#6]1[#6](=[N,O,S])[#7,#8,#16][#6][#7,#8,#16]1

		5083		Mechanism=acylating 8		[C,O]=[#6]1[#7,#8,#16][#6](=[O,N,SX1])c2ccccc12

		5084		Mechanism=acylating 9		[!$(C=C);!$(C#C)]C(=[O,SX1,N])[O,S,N][CX4,O,S][$(C=O),a,$(C=C),$(C#C),$(C=N),$(C#N)]

		5085		Mechanism=pro-SN2 KATE		cC(=O)C[O;H1]

		5086		CFCFCF		C([F,Cl,Br,I])([F,Cl,Br,I])C([F,Cl,Br,I])([F,Cl,Br,I])C([F,Cl,Br,I])([F,Cl,Br,I])

		5087		CFCF attached not to Cc		C(F)(F)C(F)(F)[!$([#6])]

		5088		HRAC Aa		[C;$(C(O[c;r6][c;r6][c;r6][c;r6]Oc)(C)C(=O)[O,N])]

		5089		HRAC Ab		[C;$(C(=NOC)(C)[C;r6](C=O)C=O),$(C(=NOC)(C)[C;r6](=C[O;H1])C=O)]

		5090		HRAC Ba		[S;$(S(=O)(=O)[N]~C([O;H1,H0])~N~[#6](~[#7])~[#7])]

		5091		HRAC Bb		[C;$([C;r5](=[N;r5][C;r5](=O))([N;r5])cc)]

		5092		HRAC Bc		[S;$(S(=O)(=O)(Nc)c(n)(n)),$(S(=O)(=O)(c)Nc(n)(n))]

		5093		HRAC Bd,f		[c;$([c;r6]([O,S,C]c)(nc(OC))nc(OC))]

		5094		HRAC Be		[S;$(S(=O)(=O)(c)~N~C(~O)[#7;r5])]

		5095		HRAC C1a		[c;$([c;r6]([Cl,S,O])(~[#7;r6]~[#6;r6](~N)~[#7;r6]~[#6;r6](~N)))]

		5096		HRAC C1b		[N;$([N;H2][#7;r5,r6][#6;r5,r6](=O))]

		5097		HRAC C2a		[N;$(N(~c)C(=O)N([C,O])),$(N(c)~C([O;H1])~N([C,O]))]

		5098		HRAC C2b		[N;$(N(C(=O)C)[c;r6][c;r6][c;r6][Cl,Br]),$(N(=C([O;H1])C)[c;r6][c;r6][c;r6][Cl,Br])]

		5099		HRAC C3a		[O;H1;$(Oc(c([Br,I,Cl])c)c([Br,I,Cl])ccC#N),$(Oc(c([Br,I,Cl])c)c([Br,I,Cl])ccC=NO)]

		5100		HRAC Na		[C;$(C(N(C)(C))(=O)SC)]

		5101		HRAC Nd		[C;$(C([Cl,F])C(=O)[O;H1])]

		5102		HRAC Nc		[O]c1cc2c(OC[C;X4]2)cc1

		5103		HRAC K1a		[N;$(N(C)c(c(N(=O)(=O)))cN(=O)(=O));!$(NC=[O,S]);H0,H1]

		5104		HRAC K3b		[N;$(N(C(=O)CCl)[c]),$(N(C(=O)CCl)C=C)]

		5105		HRAC K3d		[N;$(NC(=O)C([C,c])[O,c]),$(N=C([O;H1])C([C,c])[O,c])]

		5106		HRAC K3e,d, Oa chomeprop		[N;$(NC(=O)C[O,c]c),$(N=C([O;H1])C[O,c]c)]

		5107		HRAC Oa		[O;$(O(c1c([Cl,CH3])cc([Cl,CH3])cc1)CC(=O)[OH]),$(O(c1c([Cl,CH3])cc([Cl,CH3])cc1)CCCC(=O)[OH])]

		5108		HRAC Ob,c		[C;$(C(c1c(Cl)ccc(Cl)[c,n]1)(=O)[OH])]

		5109		HRAC Oc		[O;$(O(c1c(Cl)cc(Cl)cn1)CC(=O)[OH])]

		5110		HRAC M		[O;H1;$(Occ(N(=O)(=O))cc(N(=O)(=O))cc)]

		5111		FRAC 29a		[O;H0;$(Occ(N(=O)(=O))cc(N(=O)(=O))cc)]

		5112		HRAC C3a		[O;$(Oc1c([I,Br,Cl])cc(C#N)cc([I,Br,Cl])1)]

		5113		HRAC Pa		[N;$(N=CccC(=O)[O]),$(NC(=O)ccC(=O)[O])]

		5114		HRAC C1d		[#7;$([#7;r6]~[#6;r6]([O;H1])~[#7;r6]([C;H0,H1])~[#6,r6](=O)~[#6,r6]),$([#7;r6]~[#6;r6](=O)~[#7;r6]([C;H0,H1])~[#6,r6](=O)~[#6,r6])]

		5115		HRAC Ea		[O;$(O(c)c1c(Cl)cc(Cl)cc1),$(O(c)c1c(Cl)cc(C(F)(F)F)cc1)]

		5116		HRAC Ec,d		c1([Cl,F])c([O,S,C&$(C=O)])cc([N,n,c&$(cn)])c([Cl,F])c1

		5117		HRAC La		[N;$(N#Cc1c(Cl)cccc(Cl)1),$([N;H1]=C([S,O])c1c(Cl)cccc(Cl)1)]

		5118		HRAC F1b		n1[c;$(cOc),$(cC(=O)Nc),$(cC([O;H1])=Nc)][c;$([c;H1]),$(cC(=O)Nc),$(cC([O;H1])=Nc)]cc[c;$([c;H1])$(cC(=O)Nc),$(cC([O;H1])=Nc)]1

		5119		HRAC Da		[n;+;$([n;+]cc[n;+]),$([n;+]cccccc[n;+])]

		5120		HRAC Lb		[N;$(N(c)C(=O)(c)),$(N(c)=C([O;H1])c)]

		5121		HRAC Ld,Od		O=C([O;H1])c1cccc2cccnc21

		5122		HRAC K2a		[N;$(N(c)=C([O;H1])OC),$(N(c)C(=O)OC)]

		5123		HRAC K1c		n1[c;$(cC(F))][c;$(cC(=[O,N])[O,S]C)]cc[c;$(cCF)]1

		5124		HRAC K3h		[S;$(S(=O)(=O)(Cc)C1=NOCC1)]

		5125		HRAC Ga, Ha		[N;$(N(CP)CC(=O)O),$(NC(CCP)C(=O)O)]

		5126		HRAC F2a		[C;$([C;r6]([C;r6]=O)([C;r6]=O)C(=O)c)]

		5127		HRAC C3c		n1nc(c)c([O;H1,$(OC=O)])cc1

		5128		HRAC F2b		n1oc([C;r3])c(C(=O)c)c1

		5129		HRAC K1e		[c;$(cC(=O)O)]1[c;$(c[Cl,H])][c;$(c[Cl,H])][c;$(cC(=O)O)][c;$(c[Cl,H])][c;$(c[Cl,H])]1

		5130		HRAC Lc		n1[c;$(cC(=O)N)]n[n;$(n([c,C])c)][c;$(c[c,C])]1

		5131		HRAC Eh		n1([c,C])c(=O)ccn(C)c1(=O)

		5132		HRAC Ia		[C;$(C(=NS(=O)(=O))([O;H1])O[C,c]),$(C(NS(=O)(=O))(=O)O[C,c])]

		5133		HRAC F3a		[N;$(N~c1nncn1)]

		5134		HRAC C3b		N1S(=O)(=O)N(C)C(=O)cc1

		5135		HRAC mix		[n;r5,r6][n;r5,r6]c(~[O,N])

		5136		IRAC 4 nicotinic AChR agonist		nccC[S&$(S(=N)(=O)C),N&X3&!$(NC=[S,O])]

		5137		IRAC 4 nicotinic AChR agonist dinotefuran		[O;X2]CCC[N&X3&!$(NC=[S,O])]

		5138		IRAC 21 chain 4		c~[OR0,CR0,NR0;!$(N~N);!$(NC(~O)~N)]~[OR0,CR0,NR0;!$(N~N);!$(NC(~O)~N)]~[OR0,CR0,NR0;!$(N~N);!$(NC(~O)~N)]~[OR0,CR0,NR0;!$(N~N);!$(NC(~O)~N)]~c

		5139		IRAC 21 chain 3		[c][OR0,CR0,NR0;!$(N~N);!$(NC(~O)~N)][OR0,CR0,NR0;!$(N~N);!$(NC(~O)~N)][OR0,CR0,NR0;!$(N~N);!$(NC(~O)~N)][c]

		5140		IRAC 21 chain 2		c[S;!$(S=O)][CX4]c

		5141		IRAC 1A carbamate or chose 4780		[C&$(C(=[N;H0])(O)O[c,N]),C&$(C([N;H1,H0])(=O)O[c,N]),C&$(C([N;H1,H0])(=O)[n;r5]);!$(C(=O)N(C=O))]

		5142		IRAC 15		[$(cN=C([O;H1])N=C([O;H1])c),$(cNC(=O)N=C([O;H1])c),$(cNC(=O)NC(=O)c)]

		5143		IRAC 18   cC(=O)NNC(=O)c		[$(cC(=O)N([C;X4;H0])NC(=O)c),$(cC(=O)N([C;X4;H0])N=C([O;H1])c)]

		5144		IRAC 25 cC(C#N)<pi electron, enol,>Cc		[$(C(C#N)(c)C(=O)c),$(C(C#N)(c)=C(O)c)]

		5145		IRAC 26 cC(=O)Nca[c,C]N		[$(c[N;H1]C(=O)c[c,n][#6]~[#7]),$(cN=C([O;H1])c[c,n][#6]~[#7])]

		5146		IRAC 3B		[C;$(C(c)(c)C(Cl)Cl)]

		5147		IRAC 3A		[C;$(C(=O)[C;r3][C;r3][C;r3]C=C),$(C(=O)[C;r3][C;r3][C;r3]c),$(C(=O)[C;r3][C;r3][C;r3]C[Br,Cl,I])]

		5148		IRAC 3A		[O;$(O([c;r6])[c;r6][c;r6][c;r6]C(O)C#N),$(O([c;r6])[c;r6][c;r6][c;r6][C,Si][C,O][C,O][C,Si][c;r6])]

		5149		IRAC 2A		[C;$([C;R2](Cl)C(Cl)~C(Cl)[C;R2](Cl))]

		5150		IRAC 2B		[N;H2;$(N[c;r5][n;r5](c)[n;r5][c;r5]C#N)]

		5151		IRAC 5		[C;$([C;r12](=O)([O;r12][C;r12])C[C;R2;r5,r12])]

		5152		IRAC 6		[C;$([C;r16](=O)([O;r16][C;R2,r6,r16])[C;R2;r6,r16])]

		5153		IRAC 7		[O;$(O([c;r6])[c;r6][c;r6][c;r6][c;r6]OCC[O,N])]

		5154		IRAC 7		[C;$(C(=O)(OCC)C=C(C)C=CCC(C)C)]

		5155		IRAC 8		[C;$(C(S)(S)=N-C),$(C(=S)(S)NC),$(C[Cl,Br,I]),$(C(Cl)(Cl)(Cl)N(=O)(=O))]

		5156		IRAC 8		[$(S(=O)(=O)F),$(B(O)(O)(O))]

		5157		IRAC 10		[$(c-cnnc-c),$(c-CN=C-c),$(c-CCNC([O;H1])=NC),$(c-CCNC(=O)[N;H1])C]

		5158		IRAC 12		[O;$(O([c;r6])[c;r6][c;r6][c;r6][c;r6][N;H1]C(=S)[N]),$(O([c;r6])[c;r6][c;r6][c;r6][c;r6]N=C([S;H1])[N])]

		5159		IRAC 12		[S;$(S(c)(=O)(=O)c),$(S(=O)(O)(OCC#C))]

		5160		IRAC 12		[Sn;+]

		5161		IRAC 14		[C;X4;$(C(N(C)C)(C[S;H0])C[S;H0])]

		5162		IRAC 16		[N;R1;$(N(C)(C(=N)[S;R1])(C(=O)[N;R1]))]

		5163		IRAC 17		[#7;R1;r6;$([#7;r6]~[#6;r6](~[#7])~[#7;r6]~[#6;r6](~[#7])~[#7;r6]~[#6;r6](~[#7]))]

		5164		IRAC 19		[N;$(N([C;X4])(C=Nc)C=Nc)]

		5165		IRAC 20		[$(cC=CC=NN),$([c;R2][C;r6](=O)[C;r6]=[C;r6][C;r6](=O)[c;R2]),$(COC=CC=O)]

		5166		IRAC 22		[c;$(cNC(~O)~NN=C(c)([c,C]))]

		5167		IRAC 23		[C;R2;$([C;r5][O,N]~C(~O)[C;r5]=[C;r5])]

		5168		IRAC 24		[C;-]#N

		5169		IRAC 24		[P;H1,H2,H3]

		5170		IRAC 25		[C;$(C(C#N)(c)=CO),$(C(C#N)(c)C(=O)[O,#6])]

		5171		IRAC 28		[C;R0;$(C(~O)(~N[c;r6][c;r6][C;H3])[c;r5,r6])]

		5172		IRAC  3A pyrethroid		cOcccCO[C,NX2]Cc

		5173		IRAC 1B phospho pestpest		[P&!$(P[OH,SH])&!$(P(=O)([O,c,CX4])([O,c,CX4])[O,c,CX4])&$(P(=[O,S])([O,S,N,C,c])([O,S,N])[O,S,N,F]),P&!$(P[OH,SH])&!$(P(=O)([O,c,CX4])([O,c,CX4])[O,c,CX4])&$(P(=O)Oaa[F,Cl,Br,I]),P&!$(P[OH,SH])&$(P(=O)Oaaaa[S,F,Cl,Br,I])]

		5180		fungicide imidazole		[#7r5;$([#7]C(CO)),$([#7]C(a)(a)a)]

		5201		hetero-hetero bond		[$([NR0,OR0,SR0,P]~[!#6]);!$(N~O);!$(S~O);!$(P~O);!$(O~[N,S,P])]

		5203		hetero-hetero-hetero		[$([!#6](~[!#6])~[!#6]);!$([P][S,O]);!$([P,S,N]=[S,O]);!$([#7R1]~[#7R1]~[#7R1])]

		5267		C1-3 sulfate, OSO2CF3 alkylation		[CH,CH2,CH3;!$(CCCC)][$(OS(=O)(=O)C(F)(F)F),$(OS(=O)(=O)O[#6])]

		5500		amin (daphnid ACR100)		[#7;v3;X3;!$([#7][!#6]);!$([#7][#6;X3]([#7])[#7]);!$([#7][#6]=,#[!#6]);!$([#7][!#6;R][!#6;!#7;!#8;!#16;R][!#6;!#7;!#8;!#16;R][!#6;!#7;!#8;!#16;R])]

		5600		organo-tin (IV)		[Sn;$([Sn;v4][#6])]

		5601		organo-tin (II)		[Sn;$([Sn;v2][#6])]

		5602		hetero-halogen		[!#6][F,Cl,Br,I]

		5603		X-C-S-N		[Sv2X2;$(S([#6v4X4,#6v4X3][F,Cl,Br,I])([#7v3]))]

		5604		Cymoxanil fungicide		[C;$(C(=O)(C(=N)C#N)N)]





structure_def

		ClassID		StructureClassName		IDCode

		_G1_05010		aliphatic HC		3001,=0,/4507,=0,/4910,=0,/

		_G1_05012		aliphatic HC halogenated unreactive		4983,>0,/4521,=0,/4528,=0,/4716,=0,/4904,=0,/

		_G1_05013		dinitrile		6108,>0,/

		_G1_05020		aromatic HC		3001,=0,/4507,=0,/4910,>0,/4886,=0,/

		_G1_05040		aliphatic amine NH2		4711,=1,/

		_G1_05041		aliphatic amine NH2 >1		4711,>1,/

		_G1_05060		aromatic(He) HN2		4713,>0,/

		_G1_05070		aromatic-NH2, o-,p-(NH2, OH)		4714,>0,/

		_G1_05110		ester not (reactive, acids)		4705,>0,/4716,=0,/4708,=0,/4760,=0,/4704,=0,/4515,=0,/4259,=0,/

		_G1_05120		a,b-unsaturated acid ester		4716,>0,/6002,>0,/

		_G1_05121		not acrylate		4716,>0,/6002,=0,/

		_G1_05122		hetero-vinyl		4511,>0,/

		_G1_05123		pi		4515,>0,/

		_G1_05124		xx		4526,>0,/4716,=0,/4787,=0,/

		_G1_05128				4735,=0,/4544,=0,/6025,>0,/

		_G1_05131				4535,>0,/

		_G1_05132				4519,>0,/4529,=0,/

		_G1_05133				4536,>0,/

		_G1_05134				4528,>0,/

		_G1_05135				4537,>0,/

		_G1_05136				4525,>0,/

		_G1_05137		thiol wo -CO2H		4538,>0,/4704,=0,/

		_G1_05138				4539,>0,/

		_G1_05139				4541,>0,/

		_G1_05141		use with MF:CHO, ketone		4892,=0,/4718,>0,/4525,=0,/

		_G1_05142				4719,>0,/

		_G1_05143		C-C(=O)-C		4721,>0,/

		_G1_05144		a-C(=O)-C		4722,>0,/

		_G1_05145		a-C(=O)-a		4723,>0,/

		_G1_05146				4544,>0,/6025,>0,/

		_G1_05147				4786,>0,/4745,=0,/4545,>0,/

		_G1_05150		primary alcohol (unreactive)		4543,=0,/4770,>0,/4773,=0,/4774,=0,/4776,=0,/4504,=0,/4900,=0,/

		_G1_05151		secondary alcohol (unreactive)		4543,=0,/4771,>0,/4773,=0,/4774,=0,/4776,=0,/4504,=0,/

		_G1_05152		tertiary alcohol		4543,=0,/4772,>0,/4504,=0,/

		_G1_05153		methanol		4778,=1,/

		_G1_05160		alipatic CN		4149,>0,/4525,=0,/4520,=0,/4526,=0,/6105,=0,/

		_G1_05170		>NH		4724,>0,/4911,=0,/4526,=0,/6600,=0,/4711,=0,/4527,=0,/4773,=0,/4791,=0,/3030,=0,/

		_G1_05171		>N-		4725,>0,/4911,=0,/4526,=0,/6600,=0,/4711,=0,/4527,=0,/4773,=0,/4791,=0,/3030,=0,/

		_G1_05180		ArNH, ArNH0		4726,>0,/4728,=0,/4727,=0,/3108,=0,/3103,=0,/4526,=0,/|4727,>0,/4728,=0,/4726,=0,/3108,=0,/3103,=0,/4526,=0,/

		_G1_05220		hanophenol		4734,>0,/4733,=0,/4735,=0,/

		_G1_05230		nitrophenol		4735,>0,/4714,=0,/

		_G1_05240		OH-Ar-O,C-Ar-OH		4733,>0,/

		_G1_05250		use with4543 CHOF replaced 5892 MF:CHO,  C-O-C		4736,>0,/4543,=0,/4774,=0,/4775,=0,/4776,=0,/4504,=0,/6030,=0,/4523,=0,/

		_G1_05253		PO4 MF:CHOP 4893,=0,/		4745,>0,/4893,=0,/

		_G1_05255		amide reactive		4766,>0,/

		_G1_05258		carbamate		4781,>0,/

		_G1_05259		F,Cl,Br,I, HC except pi-C-X		4507,>0,/3001,=0,/4886,=0,/4519,=0,/4504,=0,/4520,=0,/4528,=0,/

		_G1_05260		aliphatic aldehyde (reactive)		4782,>0,/

		_G1_05262		aromatic aldehyde		4982,>0,/

		_G1_05263		imide without carbamate 6034		4555,>0,/

		_G1_05264		aromatic aldehyde reactive		4982,>0,/

		_G1_05265		other aldehyde		4702,>0,/

		_G1_05266		P-Pest		5173,>0,/

		_G1_05267		acid reactive		4787,>0,/

		_G1_05268				4521,>0,/

		_G1_05269				4520,>0,/4529,=0,/

		_G1_05270		aliphatic acid		4788,>0,/

		_G1_05276				4715,>0,/

		_G1_05278				4529,>0,/

		_G1_05279				4556,>0,/

		_G1_05280		fused epoxide		4542,>0,/4541,=0,/

		_G1_05281		hindered peroxide		4554,>0,/

		_G1_05300		indole alkaloid		4560,>0,/

		_G1_05302		ether (unreactive)		4940,>0,/

		_G1_05303		carbamate (unreactive)		6213,>0,/

		_G1_05305		sulfide & sulfone (unreactive)		4942,>0,/

		_G1_05306		non-aromatic C#N (unreactive)		4149,>0,/

		_G1_05307		cCH=CH2 (unreactive)		6631,>0,/

		_G1_05308		pyridine (reactive)		6981,>0,/

		_G1_05310		triazine herbicide (reactive)		6933,>0,/

		_G1_05311		halo-acetic acid (reactive)		6982,>0,/

		_G1_05312		pyrizine (measured)		6983,>0,/

		_G1_05313		reactive (irgasan type)		6950,>0,/

		_G1_05318		ortho 1,2-diNH2		6015,>0,/4204,=0,/4205,=0,/4320,=0,/4321,=0,/4322,=0,/

		_G1_05330		phenol & aromatic_or_aliphatic amide-112		6040,>0,/4955,>0,/

		_G1_05336		di- or tri- aromatic amines		4228,>0,/4315,=0,/4972,=0,/4119,=0,/6961,=0,/

		_G1_05353		aminonaphthalene		6961,>0,/4228,>0,/

		_G1_05355		allyl O alcohol		4773,>0,/

		_G1_05356		propagyl O		4774,>0,/

		_G1_05359		CN=C=S		6046,>0,/

		_G1_05362		sulfoxide,sulfone		4946,>0,/

		_G1_05363		sulfide		4942,>0,/

		_G1_05364		hidrazine not NH2		6099,>0,/

		_G1_05720		o-sub-aniline		4720,>0,/4700,=0,/

		_G1_05900		caroxylic acid, carboxylate, wuthout cation		4704,>0,/4787,=0,/4788,=0,/4532,=0,/

		_G1_05901		LAS, NP		4534,>0,/

		_G1_05902		sulfonic acid, sulfate		4760,>0,/4534,=0,/4557,=0,/

		_G1_05903		long alkyl SO3H		4557,>0,/

		_G1_07999		pyridine unreactive		7999,>0,/

		_GA_30000		CNOS_X alga specific reactive		SA_30000,>0,/3013,=0,/

		_GD_30000		CNOSP_X Daphnid specific reactive		SD_30000,>0,/3015,=0,/

		_GF_30000		CNOSP_X Fish specific reactive		SF_30000,>0,/3015,=0,/

		A_10009		phenol not reactive - acid		3047,>0,/R_00009,=0,/G1_00010,>0,/

		B_00001		biocide carbamate		5100,>0,|5122,>0,|5141,>0,|

		C_80000		Whole

		C_80001		C_X		3001,=0,/

		C_80002		CN_X		3002,=0,/3001,>0,/

		C_80003		CO_X		3003,=0,/3001,>0,/

		C_80006		CNO_X		3006,=0,/3001,>0,/3002,>0,/3003,>0/

		C_80014		Cnos_X		3014,=0,;4911,>0,|4912,>0,|4913,>0,|

		C_81000		Fish high		C_80000,>0,/C_80006,=0,/C_80002,>0

		F_00007		halogen not amine, phenol, ...		4507,>0,/4918,=0,/4927,=0,/4917,=0,/3130,=0,

		F_00032		SH general		3236,>0,/

		F_00042		acid anhydride		3038,>0,/

		F_00043		peroxy general		3035,>0,/

		F_00050		alhedyde		3036,>0,/

		F_00190		hydrazine general, count N not in ring		3210,>0,/

		F_03106		azo -N=N-		3106,>0,/

		F_04814		triazine		4814,>0,|

		F_05017		Tin [#50]		5017,>0,/

		G1_00002		ester alcohol  reactive		S_00030,>0,/R_03054,>0,/

		G1_00004		ester mathacrylate		US_00003,>0,/3056,>0,/

		G1_00005		ester acrylate		US_00003,>0,/3055,>0,/

		G1_00008		phenol reactive w/ NH2		S_20009,>0,/6040,>0,/

		G1_00010		oxoacid [C,c]CO2-, [C,c,O]SO3-		3034,>0,|4760,>0,

		G1_00012		phenol hindered		U_00009,>0,/3501,>0,/

		G1_00013		phenol bisphenol		U_00009,>0,/4733,>0,/

		G1_00014		phenol unreactive		U_00009,>0,/4733,=0,/3501,=0,/

		G1_00015		phenol unreactive wo X		G1_00014,>0,/4507,=0,/

		G1_00016		phenol unreactive w X		G1_00014,>0,/4507,>0,/

		G1_00017		phenol reactive o-formyl		S_20009,>0;6042,>0,|6041,>0,|

		G1_00018		phenol reactive excl. o-formyl		S_20009,>0,/6041,=0,/

		G1_00019		alcohol unreactive (w EO) fish		UF_00021,>0,/3058,>0,/

		G1_00020		alcohol unreactive (wo EO)		UF_00021,>0,/3058,=0,/

		G1_00021		CO_X alcohol reactive C-OH w/ proMichael		SF_00021,>0,/5059,>0,/

		G1_00022		alcohol unreactive (w/o EO) (daphnid)		UD_00021,>0,/G1_00010,=0,/3058,=0,/

		G1_00024		alcohol unreactive (w/ EO) (daphnid)		UD_00021,>0,/G1_00010,=0,/3058,>0,/

		G1_00026		ketone reactive (not QSAR use)		3031,>0,/R_00001,>0,/

		G1_00030		CNO_X phenol o-,m-,p- N,O w/o OH, NH2		G1_00018,>0,/4714,=0,/4715,=0,/

		G1_00031		methacrylate		3032,>0,/3053,>0,/3054,=0,/4515,=0,/3056,>0,/

		G1_00032		acrylate		3032,>0,/3053,>0,/3054,=0,/4515,=0,/3055,>1,/

		G1_00033		CNO_X phenol reactive, w/o o-formyl,  w/ OH,NH2		G1_00018,>0,;4714,>0,|4715,>0,/

		G1_00034		other reactive ester(malonate)		3032,>0,/3053,>0,/3054,=0,/4515,=0,/3055,=0,/3056,=0,/

		G1_00036		CO_X alcohol reactive C-OH w/o proMichael		SF_00021,>0,/5059,=0,/

		G1_00038		CO_X alcohol reactive C-OH w/o pinacol		SD_00021,>0,/3066,=0,/

		G1_00039		alcohol reactive C-OH w/o pinacol		SD_00021,>0,/3066,>0,/

		G1_00046		epoxide		4541,>0,/

		G1_00054		phenol unreactive excl. Diphenylether HRAC Ea		G1_00014,>0,/5115,=0,/

		G1_00055		phenol unreactive w/o X		G1_00054,>0,/4507,=0,/

		G1_00056		phenol unreactive w X		G1_00054,>0,/4507,>0,/

		G1_00060		reactive phenol w/ 14- 12- (OH, NH2)		G1_00008,>0,/4714,>0,/

		G1_00061		reactive phenol w/o 14- 12- (OH, NH2)		G1_00008,>0,/4714,=0,/

		G1_00064		reactive phenol w/o 14- 12- (OH, NH2), w/o nito		G1_00061,>0,/4732,=0,/

		G1_00065		reactive phenol w/o 14- 12- (OH, NH2) w/ nitro		G1_00061,>0,/4732,>0,/

		G1_00100		N-hetero unreactive (wo amine, aldoxime, carbamate)		3116,>0,/3103,=0,/3100,=0,/3117,=0,/

		G1_00123		pyrethroids		6110,>0,/

		G1_00124		pyrethroids		6111,>0,/

		G1_00125		pyrethroids		6112,>0,/

		G1_00130		amine NH2 w C=O		3100,>0,/3030,>0,/

		G1_00131		amine reactive 1,4- 1,2- di function		3100,>0,/3030,=0,/6978,=0,/4714,>0,/

		G1_00132		amine di-NH2 toxic		3100,>1,/3030,=0,/6978,=0,/4714,=0,/3121,>1,/

		G1_00134		amine aromatic lesstoxic		3100,=1,/3030,=0,/6978,=0,/4714,=0,/4510,>0,/3101,>0,/

		G1_00135		amine aromatic slight toxic		3100,=1,/3030,=0,/6978,=0,/4714,=0,/4510,>0,/3101,=0,/

		G1_00140		amine sec, aliphatic or aromatic wo n		3110,=1,/3121,>0,/4911,=0,/

		G1_00141		amine NH w aromatic n		3110,=1,/3121,>0,/4911,>0,/

		G1_00142		amine sec, di-functional		3110,>1,/3121,>1,/

		G1_00151		amine tert, unreactive w C=O		3120,>0,/3100,=0,/3030,>0,/3054,=0,/3053,=0,/4791,=0,/6600,=0,/5142,=0,/3103,=0,/

		G1_00160		nitril aliphatic, unreactive		3104,>0,/4150,=0,/3143,=0,/5148,=0,/

		G1_00161		nitril aromatic, unreactive		3104,>0,/4150,>0,/6108,=0,/

		G1_00163		nitril aromatic NoQSAR (reactive)		3104,>0,/4150,>0,/6108,>0,/

		G1_00170		amide unreactive		3123,>0,/3103,=0,/3053,=0,/4708,=0,/3129,=0,/4560,=0,/

		G1_00180		cOC		4941,>0,/4900,=0,/

		G1_00181		urea unreactive		U_00181,>0,/

		G1_00191		hydrazine NH,NH0 (NoQSAR)		3105,>0,/3114,=0,/

		G1_00401		exception octylphenol		4900,>0,/

		G1_00402		exception CH3, PhSS		3535,>0,/

		G1_00403		nc-SH		3539,>0,/

		G1_00502		sulfonylurea		3550,>0,/

		G1_04814		CNOS_X triazine		3013,=0,/F_04814,>0,/

		G1_05357		cation others		R_00004,>0,/4119,=0,/

		G1_05358		n+, N+ alkyl chain <6		R_00004,>0,/4119,>0,/

		G1_05360		cation N, P, S		4532,>0,/

		G1_06000		alcohol primary		4770,>0,/

		G1_06001		alcohol secondary		4771,>0,/

		G1_06002		alcohol tertiary		4772,>0,/

		G1_20040		CO_X ether unreactive		3003,=0,/U_00005,>0,/

		G1_20041		CO_X ether reactive		3003,=0,/S_00005,>0,/

		G1_20042		CNO_X ether unreactive		3006,=0,/3003,>0,/U_00005,>0,/3102,=0,|

		G1_20060		CNO_X phenol, 14-.12-OH		G1_00060,>0,/3006,=0,/

		G1_21001		Cnos_X HC		U_00002,>0,/3001,=0,/

		G1_21002		Cnos_X excl. HC		U_00002,>0,/3001,>0,/3014,=0,/

		G1_21003		C_X aliphatic w X		G1_21004,>0,/4910,=0,/

		G1_21004		C_X HC w X		G1_21001,>0,/4507,>0,/

		G1_21005		C_X aromatic w X		G1_21004,>0,/4910,>0,/

		G1_21007		C_X aromatic HC, fused R3=0		G1_21009,>0,/3039,=0,/

		G1_21008		C_X aromatic wo X, R3>0		G1_21009,>0,/3039,>0,/

		G1_21009		C_X_aromatic HC, fused R>1		G1_21204,>0,/3040,>0,/

		G1_21010		C_X_aromatic w/o X,  fused R=0		G1_21204,>0,/3040,=0,/

		G1_21011		CO_X phenol unreactive		U_00009,>0,/3003,=0,/

		G1_21012		CO_X phenol hindered		G1_00012,>0,/3003,=0,/

		G1_21013		CO_X phenol bisphenol		G1_00013,>0,/3034,=0,/3003,=0,/

		G1_21014		CO_X phenol unreactive non halogen		G1_00014,>0,/3003,=0,/

		G1_21015		CO_X phenol unreactive halogenated		G1_00015,>0,/3003,=0,/

		G1_21016		CO_X phenol o,p di-OH		G1_00016,>0,/3003,=0,/

		G1_21017		C_X HC w/ X (excl. Halomethane)		G1_21003,>0,/3126,=0,/

		G1_21018		C_X HC w/ X (incl. Halomethane)		G1_21003,>0,/3126,>0,/

		G1_21019		CO_X alcohol unreactive (w EO)		G1_00019,>0,/3003,=0,/

		G1_21020		CO_X alcohol unreactive (wo EO)		G1_00020,>0,/3003,=0,/

		G1_21021		CO_X alcohol reactive C-OH w/ proMichael		G1_00021,>0,/3003,=0,/

		G1_21022		CO_X alcohol unreactive (w/o EO) (daphnid)		G1_00022,>0,/3003,=0,/

		G1_21023		CO_X alcohol reactive (daphnid)		SD_00021,>0,/3003,=0,/

		G1_21024		CO_X alcohol unreactive (w/ EO) (daphnid)		G1_00024,>0,/3003,=0,/

		G1_21025		CO_X ketone unreactive		U_00025,>0,/3011,=0,/

		G1_21026		CO_X ketone reactive		S_10025,>0,/3006,=0,/3173,=0,/

		G1_21027		CO_X ketone unreactive aliphatic		G1_21025,>0,/4910,=0,/

		G1_21028		CNO_X ketone reactive		S_10025,>0,/3006,=0,/

		G1_21029		CO_X ketone unreactive aromatic		G1_21025,>0,/4910,>0,/

		G1_21030		CNO_X ester unreactive  logP<6.1 & 6.1<		U_10030,>0,/3006,=0,/

		G1_21031		CO_X methacrylate		G1_00031,>0,/3003,=0,/

		G1_21032		CO_X acrylate		G1_00032,>0,/3003,=0,/

		G1_21033		CO_X ester reactive alcohol		3003,=0,/3032,>0,/3053,=0,/3054,>0,/4515,=0,/|3032,>0,/3009,=0/3053,>0,/3054,>0,/4515,=0,/

		G1_21034		CO_X other reactive ester(malonate)		G1_00034,>0,/3003,=0,/

		G1_21036		CO_X alcohol reactive C-OH w/o proMichael		G1_00036,>0,/3003,=0,/

		G1_21038		CO_X alcohol reactive C-OH w/o pinacol		G1_00038,>0,/3003,=0,/

		G1_21039		CO_X alcohol reactive C-OH w/ pinacol		G1_00039,>0,/3003,>0,/

		G1_21042		CO_X acid anhydride		F_00042,>0,/3003,=0,/

		G1_21043		CO_X peroxy unreactive		F_00043,>0,/R_00043,=0,/3003,=0,/

		G1_21044		C_X nonhalogenated HC (subclass wo X)		G1_21001,>0,/4507,=0,/

		G1_21046		CO_X epoxide		G1_00046,>0,/3003,=0,/

		G1_21048		C(OS)_X ester unreactive (Alga)		G1_22030,>0,/3040,=0,/

		G1_21049		C(OS)_X ester unreactive (Daphnid)		G1_22030,>0,/3047,=0,/

		G1_21050		CO_X aldehyde normal		U_00050,>0,/3006,=0,/

		G1_21051		CNO_X aldehyde reactive		S_00050,>0,/3006,=0,/

		G1_21052		CNO_X aldehyde aliphatic reactive		G1_21051,>0,/4927,=0,/

		G1_21053		CNO_X aldehyde aromatic reactive		G1_21051,>0,/4927,>0,/

		G1_21059		C_X w/ X, excl. gem-Cl2, 1,2-Cl2, TCE		G1_21017,>0,/6985,=0,/6986,=0,/6987,=0,/

		G1_21060		C_X w/ X, w/ gem-Cl2, 1,2-Cl2, TCE		G1_21017,>0,;6985,>0,|6986,>0,|6987,>0,|

		G1_21063		CO_X peroxy reactive		F_00043,>0,/R_00043,>0,/3003,=0,/

		G1_21124		COS_X thiol		3009,=0,/4538,>0,/

		G1_21145		CS_X thoether unreactive		3004,=0,/4942,>0,/

		G1_21160		CSO-X -SO3H, Sulfonic Acid, sulfo-, -sulfonic acid		3009,=0,/4760,>0,/

		G1_21161		CSO-X sulfoxide, sulfone unreactive		3009,=0,/4946,>0,/

		G1_21162		CS_X disulfide unreactive		3004,=0,/4535,>0,/

		G1_21163		CS_X disulfide reactive		3004,=0,/3535,>0,/

		G1_21182		imide		3006,=0,/U_00182,>0,/

		G1_21203		C_X aliphatic wo X		G1_21044,>0,/4910,=0,/

		G1_21204		C_X aromatic wo X		G1_21044,>0,/4910,>0,/

		G1_21206		Cnos_X reactive  HC		S_00002,>0,/3001,=0,/

		G1_21207		Cnos_X reactive  excl. HC		S_00002,>0,/3001,>0,/

		G1_21208		C_X reactive  HC, excl. ClC=CCCl		G1_21206,>0,/6988,=0,/

		G1_21209		Cnos_X reactive  excl. HC, nC=C		G1_21207,>0,/6065,=0,/

		G1_22000		CN_X NH2 amine unreactive		U_00033,>0,/G1_00010,=0,/

		G1_22001		CN_X amine unreactive NH2=1		G1_22000,>0,/3100,=1,/

		G1_22002		CN_X amine unreactive NH2>1		G1_22000,>0,/3100,>1,/

		G1_22003		CN_X amine mitigated or acid		U_00033,>0,;3122,>0,|G1_00010,>0,

		G1_22004		amine unreactive NH2 =1 aromatic		G1_22001,>0,/4510,>0,/

		G1_22005		CNOSX basic aromatic n reactive		3013,=0,/S_00006,>0,/

		G1_22006		CNOSX basic aromatic n unreactive		3013,=0,/U_00006,>0,/4538,=0,/

		G1_22007		CNO_X amine oxide		3006,=0,/3144,>0,/

		G1_22008		amine unreactive NH2 =1 aliphatic		G1_22001,>0,/4510,=0,/

		G1_22009		CN_X amine unreactive NH2 >1		G1_22002,>0,/3121,<3,/

		G1_22010		CNO_X NH2 amine reactive		3013,=0,/S_10033,>0,/G1_00010,=0,/6099,=0,/

		G1_22011		amine unreactive aromatic w/o  NO2, SO2 w/ o-C		G1_22004,>0,/4321,=0,/3192,=0,/3130,=0,/4700,=0,/

		G1_22012		amine unreactive aromatic w/  NO2, SO2 w/o o-C		G1_22004,>0,;4321,>0,|3192,>0,|3130,>0,|4700,>0,|

		G1_22013		CNO_X NH2 reactive (OH,NH2, hetero-NH2)		G1_22010,>0,;4714,>0,|4713,>0,|

		G1_22014		CNO_X amine NH2 reactive (excl. OH,NH2, hetero-NH)		G1_22010,>0,/4714,=0,/4713,=0,/

		G1_22015		CN_X amine NH2 reactive (hydrazine)		S_10033,>0,/3210,>0,/

		G1_22016		NH2 reactive  (w/o OH, Nv3X3) Daphnid chronic		G1_22010,>0,/3128,=0,/

		G1_22017		NH2 reactive  (w/ OH, Nv3X3) Daphnid chronic		G1_22010,>0,/3128,>0,/

		G1_22020		CN_X amine NH, N< unreactive w/ N-Oxide, N-N=O		3113,>0,|3144,>0,|3120,>0,|3110,>0,;U_00020,>0,;3006,=0,/3030,=0,/

		G1_22021		CNO_X amine unreactive NH, N< aromatic		4227,>0,|4228,>0,;G1_22020,>0,;3002,=0,;4532,=0,/

		G1_22022		CNO_X amine unreactive NH, N< aliphatic		4227,=0,/4228,=0,/G1_22020,>0,/3002,=0,/

		G1_22023		CNO_X amine unreactive NH, N< aliphatic		G1_22020,>0,/3002,>0,/

		G1_22027		CNO_X ketone, aldehyde reactive		S_10025,>0,|U_00050,>0,;3173,>0,;3006,=0,;

		G1_22030		CNO_X ester unreactive  logP<6.1 & 6.1<		U_10030,>0,/3006,=0,/

		G1_22031		CN_X amine NH, N< reactive w (o-, p- N,OH)		S_00020,>0,/6016,>0,/

		G1_22032		CN_X amine NH reactive (hydrazine)		S_00020,>0,/3105,>0,/

		G1_22033		CN_X amine NH reactive (NC=CH2)		S_00020,>0,/6065,>0,/

		G1_22051		CNO_X aldehyde normal, aliphatic		G1_21050,>0,/4927,=0,/

		G1_22052		CNO_X aldehyde normal, aromatic		G1_21050,>0,/4927,>0,/

		G1_22074		CNOS_X basic aromatic n reactive, excl CN n+		G1_22005,>0,/3059,=0,/4150,=0,/

		G1_22080		CNOS_X SH, SS unreactive, w/o c-NH2		3013,=0,/U_00032,>0,/4510,=0,/

		G1_22081		CNOS_X SH reactive		3013,=0,/S_00032,>0,/

		G1_22190		CNOS_X hydrazine general		F_00190,>0,/3013,=0,/

		G1_22191		CNOS_X hydrazine  not in ring		G1_22190,>0,/3210,>1,/

		G1_22192		CNOS_X hydrazine  in ring		G1_22190,>0,/3210,=1,/

		G1_22193		CNOS_X hydrazine w/ NH2		G1_22191,>0,/3114,>0,/

		G1_22194		CNOS_X hydrazine w/o NH2		G1_22191,>0,/3114,=0,/

		G1_23001		CNO_X NaaOH (include chelator)		3006,=0,/6568,>0,/

		G1_23002		CN_X C=N unreactive (not QSAR USE)		3002,=0,/3108,>0,/

		G1_23004		CNOS_X N-hetero ( amine, aldoxime, carbamate = not QSAR use)		3006,=0,/3116,>0,/3103,>0,|3116,>0,/3100,>0,|3116,>0,/3117,>0,|

		G1_23010		CNO_X nitro mono reactive		3006,=0,/R_03131,>0,/3130,=1,/

		G1_23011		CNO_X nitro >1		3006,=0,/R_03131,>0,/3130,>1,/

		G1_23012		CNO_X nitro mono unreactive		3006,=0,/R_03131,=0,/3130,>0,/

		G1_23013		CNO_X nitro mono unreactive (Daphnid)		G1_23012,>0,/3121,=0,/5145,=0,/

		G1_23014		CNO_X nitro mono unreactive (Alga)		G1_23012,>0,/3040,=0,/

		G1_23015		CNO_X nitro >1 w/o 4-hologen, NO2		G1_23011,>0,/6989,=0,/

		G1_23016		CNO_X nitro >1 w/ 4-hologen, NO2		G1_23011,>0,/6989,>0,/

		G1_23020		CNOS_X carbamate unreactive		U_00120,>0,/3013,=0,/

		G1_23021		CNOS_X carbamate reactive (incl isocyanate)		S_00120,>0,/3013,=0,/

		G1_23030		CNOS_X amine NH2 w C=O		G1_00130,>0,/3013,=0,/

		G1_23034		CNOS_X amine aromatic lesstoxic		G1_00134,>0,/3013,=0,/

		G1_23035		CNOS_X amine aromatic slight toxic		G1_00135,>0,/3013,=0,/

		G1_23040		CNOS_X amine sec, aliphatic or aromatic wo n		G1_00140,>0,/3013,=0,/

		G1_23041		CNOS_X amine NH w aromatic n		G1_00141,>0,/3013,=0,/

		G1_23042		CNOS_X amine sec, di-functional		G1_00142,>0,/3013,=0,/

		G1_23043		CNO_X amine sec, aliphatic or aromatic wo n (Daphnid)		3006,=0,/3110,=1,/3121,>0,/4911,=0,/

		G1_23051		CNOS_X amine tert, unreactive w C=O		G1_00151,>0,/3013,=0,/

		G1_23060		CN_X nitril unreactive aliphatic		3002,=0,/U_00003,>0,/4150,=0,/

		G1_23061		CN_X nitril unreactive aromatic		3002,=0,/U_00003,>0,/4150,>0,/

		G1_23062		CN_X nitril unreactive		3002,=0,/S_00003,>0,/

		G1_23063		CNO_X nitril reactive (trial)		3002,>0,/S_00003,>0,/3006,=0,/

		G1_23064		CNO_X nitril unreactive		3002,>0,/U_00003,>0,/3006,=0,/

		G1_23065		CN_X nitril unreactive		3002,=0,/U_00003,>0,/

		G1_23070		amide unreactive		U_00060,>0,/3006,=0,/

		G1_23071		amide reactive		S_00060,>0,/4560,=0,/3176,=0,/

		G1_23072		amide reactive (other class)		S_00060,>0,;4560,>0,|3176,>0,|

		G1_23073		amide unreactive (Daphnid)		3123,>0,/R_00061,=0,/3006,=0,/4911,=0,/

		G1_23074		amide reactive (Daphnid)		3123,>0,/R_00061,>0,/3006,=0,/

		G1_23075		CNO_X amide unreactive (Alga)		3123,>0,/R_00062,=0,/3006,=0,/4911,=0,/

		G1_23076		CNO_X amide reactive (Alga)		3123,>0,/R_00062,>0,/3006,=0,/

		G1_23080		CNOS_X urea unreactive		G1_00180,>0,/3013,=0,/

		G1_23091		CNOS_X hydrazine NH,NH0 (NoQSAR)		G1_00191,>0,/3013,=0,/

		G1_23100		CNOS_X N-hetero unreactive (wo amine, aldoxime, carbamate)		G1_00100,>0,/3013,=0,/

		G1_23106		CNO_X azo		F_03106,>0,/3006,=0,/

		G1_24000		Silicone		5006,>0,/

		G1_24010		Arsenic		5012,>0,/

		G1_24020		organic Tin (II,IV)		F_05017,>0,;5600,>0,|5601,>0,|

		G1_24035		CNOS_X halogen, reactive		S_00007,>0,/3013,=0,/

		G1_24036		CNOS_X halogen, unreactive		U_00007,>0,/3013,=0,/

		G1_24040		CNOSP_X phosphorus unreactive (no  IRAC, HRAC,  reactive alcohol)		3015,=0,/U_00040,>0,/

		G1_24041		CNOSP_X phosphorus reactive (IRAC, HRAC,  reactive alcohol) w/o N,n		5007,=0,/3015,=0,/S_00040,>0,/3140,=0/

		G1_24042		CNOSP_X phosphorus reactive (IRAC, HRAC,  reactive alcohol) w/ N,n		5007,>0,/3015,=0,/S_00040,>0,/

		G1_24043		CNOSP_X  phosphorus		G1_24040,>0,|G1_24041,>0,|G1_24042,>0,|

		G1_25001		CnosX w/o n+ unreactive (Fish Chronic)		U_00002,>0,/3014,=0,/

		G1_25002		CNO_X unreactive (Fish Chronic), excl. (CnosX w/o n+)		U_00002,>0,/3014,>0,/3006,=0,/

		G1_25003		CNO_X reactive (Fish Chronic)		S_00002,>0,/3006,=0,/

		G1_25010		acid general		G1_00010,>0,/R_00051,=0,/3013,=0,/

		G1_25011		CNOS_X oxoacid general, carboxylic, not hindered		G1_25010,>0,/3034,>0,/4034,=0,/

		G1_25012		acid reactive N+=0		S_00051,>0,/3102,=0,/3013,=0,/

		G1_25013		acid reactive N+ >0		S_00051,>0,/3102,>0,/3013,=0,/

		G1_25014		CNOS_X oxoacid general, not carboxylic		G1_25010,>0,/3034,=0,/

		G1_41011		CO_X phenol unreactive (S extension)		U_00009,>0,/3009,=0,/

		G1_41012		CO_X phenol hindered (S extension)		G1_00012,>0,/3009,=0,/

		G1_41013		CO_X phenol bisphenol (S extension)		G1_00013,>0,/3009,=0,/

		G1_41014		CO_X phenol unreactive non halogen (S extension)		G1_00014,>0,/3009,=0,/

		G1_41015		CO_X phenol unreactive halogenated (S extension)		G1_00015,>0,/3009,=0,/

		G1_41016		CO_X phenol o,p di-OH (S extension)		G1_00016,>0,/3009,=0,/

		G1_41019		CNO_X alcohol unreactive (w EO)		G1_00019,>0,/3006,=0,/3003,>0,/

		G1_41020		CNO_X alcohol unreactive (wo EO) fish		G1_00020,>0,/3006,=0,/3003,>0,/

		G1_41021		CNO_X alcohol reactive C-OH w/ proMichael		G1_00021,>0,/3006,=0,/3003,>0,/

		G1_41022		CNO_X alcohol unreactive (w/o EO) (daphnid)		G1_00022,>0,/3006,=0,/3003,>0,/

		G1_41023		CNO_X alcohol reactive (daphnid)		SD_00021,>0,/3006,=0,/3003,>0,/

		G1_41025		excl. CO_X, ketone unreactive		U_00025,>0,/3003,>0,/

		G1_41026		ketone unreactive, excl. (CO_X, C(=O)CCN, nitro)		G1_41025,>0,/4791,=0, /4259,=0,/

		G1_41030		CNO_X ester unreactive, excl. CO_X		U_10030,>0,/3003,>0,/3006,=0,/

		G1_41031		CO_X methacrylate (S extension)		G1_00031,>0,/3009,=0,/

		G1_41032		CO_X acrylate (S extension)		G1_00032,>0,/3009,=0,/

		G1_41033		CO_X ester reactive alcohol (S extension)		3009,=0,/3032,>0,/3053,=0,/3054,>0,/4515,=0,/|3032,>0,/3009,=0/3053,>0,/3054,>0,/4515,=0,/

		G1_41034		CO_X other reactive ester(malonate) (S extension)		G1_00034,>0,/3009,=0,/

		G1_41043		CO_X peroxy 3009		R_00043,>0,/3009,=0,/

		G1_41052		CO_ X aldehyde aromatic reactive		G1_21053,>0,/3003,=0,/

		G1_41053		CNO_ X aldehyde aromatic reactive, excl. CO_X		G1_21053,>0,/3003,>0,/

		G2_30000		element not CNOSPSiAsSnXNa,K		3000,>0,/

		GA_00019		alcohol unreactive (w EO) alga		UA_00021,>0,/3058,>0,/

		GA_00020		alcohol unreactive (wo acid, EO)		UA_00021,>0,/3058,=0,/

		GA_00021		CO_X alcohol reactive C-OH w/o acid		SA_00021,>0,/3003,=0,/

		GA_20040		CO_X ether unreactive excl HRAC (Alga)		3003,=0,/U_00005,>0,/5115,=0,/

		GA_21001		Cnos_X HC		U_00002,>0,/3001,=0,/6984,=0,/

		GA_21002		Cos_X excl. HC (Alga)		G1_21002,>0,/6983,=0,/

		GA_21010		C_X HC aromatic w/o X, biphenyl (Alga)		G1_21010,>0/6984,=0,/

		GA_21020		CO_X alcohol unreactive (wo EO)		GA_00020,>0,/3003,=0,/4507,=0,/

		GA_22008		amine unreactive NH2 =1 aliphatic (alga)		G1_22008,>0,/RA_00033,=0,/

		GA_22015		CN_X amine NH2 reactive (hydrazine) alga (incl. HRAC C1b)		S_10033,>0,;6099,>0,|5096,>0,|

		GA_22023		CNO_X amine unreactive NH, N< aliphatic		G1_22020,>0/3002,>0,/3144,=0,/

		GA_22070		CNOS_X aromatic n unreactive (alga)		G1_22006,>0/RA_00006,=0,/

		GA_22071		CNOS_X aromatic n reactive (alga)		G1_22006,>0/RA_00006,>0,/

		GA_22075		aromatic n reactive (alga)		SA_00006,>0,/5095,=0,/6983,=0,/6981,=0,/

		GA_22080		CNOS_X SH unreactive, Alga, w/o nc(s)-SH		3537,=0,/3013,=0,/U_00032,>0,/

		GA_22081		CNOS_X SH reactive alga excl. SS		G1_22081,>0,/3536,=0/

		GA_22082		CNOS_X SH reactivealga  SS		G1_22081,>0,/3536,>0/

		GA_23020		CNOS_X carbamate unreactive alga		UA_00120,>0,/3013,=0,/

		GA_23021		CNOS_X carbamate reactive alga		SA_00120,>0,/3013,=0,/

		GA_28998		narcotic group (Alga chronic)		G1_21001,>0|G1_21003,>0|G1_21005,>0|G1_21010,>0|G1_21020,>0|G1_21044,>0|G1_21203,>0|G1_21204,>0,;G1_21007,=0,;G1_21008,=0,;3126,=0,

		GA_28999		narcotic group (Alga acute)		G1_21001,>0|G1_21003,>0|G1_21005,>0|G1_21010,>0|G1_21020,>0|G1_21044,>0|G1_21203,>0|G1_21204,>0,|G1_21163,>0,;G1_21008,=0,;3126,=0,

		GA_41020		CNO_X alcohol unreactive (wo EO) alga		GA_00020,>0,/3006,=0,/3003,>0,/

		GA_90014		Cnos_X reactive alga, excl. pyrole		3150,=0,/SA_90014,>0/

		GA_90015		Cnos_X reactive alga, pyrole		3150,>0,/SA_90014,>0/

		GD_22072		CNOS_X aromatic n unreactive (daphnid)		G1_22006,>0/RD_00006,=0,/

		GD_22073		CNOS_X aromatic n reactive (daphnid)		G1_22006,>0/RD_00006,>0,/

		GD_22194		CNOS_X hydrazine w/o NH2 or in ring		G1_22194,>0,|G1_22192,>0,|

		GD_23020		CNOS_X carbamate unreactive daphnid		UD_00120,>0,/3013,=0,/

		GD_23021		CNOS_X carbamate reactive daphnid		SD_00120,>0,/3013,=0,/

		GD_23070		amide unreactive (daphnid)		U_00060,>0,/3006,=0,/R_00061,=0,/

		GD_28998		narcotic group (Daphnid chronic)		G1_21043,>0,|G1_21001,>0|G1_21003,>0|G1_21005,>0|G1_21010,>0|G1_21020,>0|G1_21044,>0|G1_21203,>0|G1_21204,>0,;G1_21008,=0,;SD_00021,=0,

		GD_28999		narcotic group (Daphnid acute)		G1_21043,>0,|G1_21001,>0|G1_21003,>0|G1_21005,>0|G1_21010,>0|G1_21020,>0|G1_21044,>0|G1_21203,>0|G1_21204,>0,;G1_21008,=0,;SD_00021,=0,;G1_21018,=0,;

		GF_22006		CNOS_X aromatic n unreactive (fish) excl. triazine		G1_22006,>0/4815,=0,/

		GF_22007		CNOS_X aromatic n unreactive (fish) triazine		G1_22006,>0/4815,>0,/

		GF_22081		CNOS_X SH reactive fish excl. thiophenol		G1_22081,>0,/3234,=0/

		GF_22082		CNOS_X SH reactive fish thiophenol		G1_22081,>0,/3234,>0/

		GF_28998		narcotic group (Fish chronic)		G1_21001,>0|G1_21003,>0|G1_21005,>0|G1_21010,>0|G1_21020,>0|G1_21044,>0|G1_21203,>0|G1_21204,>0

		GF_28999		narcotic group (Fish acute)		G1_21043,>0,|G1_21001,>0|G1_21003,>0|G1_21005,>0|G1_21010,>0|G1_21020,>0|G1_21044,>0|G1_21203,>0|G1_21204,>0

		GFD_90015		Cnos_X reactive alga, n,cC=C		4511,>0,/SFD_90014,>0/

		GFD_90016		Cnos_X reactive alga, excl. n,cC=C		4511,=0,/SFD_90014,>0/

		GT_06000		alcohol primary		G1_06000,>0,/3054,=0,/3053,=0,/3003,=0,/

		R_00001		C=O reactive (ketone, ester, acid)		3053,>0,|3054,>0|3055,>0,|3056,>0,|4515,>0|3054,>0,|4791,>0,|3036,>0,|6112,>0,|3174,>0,|

		R_00002		C_X_nos reactive		4519,>0,|4528,>0,|4520,>0,|4511,>0,|

		R_00003		nitril reactive		3143,>0,|5144,>0,|5148,>0,|5150,>0,|5159,>0,|5170,>0,|4527,>0,|

		R_00004		cation N, P, S		4532,>0,/6099,=0,/

		R_00005		ether reactive		4541,>0,|3195,>0,|

		R_00006		basic aromatic n		3030,>0,|3100,>0,|3104,>0,|3102,>0,|3120,>0,|4511,>0,|3119,>0,|4731,>0,|4813,>0,|

		R_00007		halogen reactive, X-hetero, X-C=hetero		3118,>0,|4520,>0,|3053,>0,|6105,>0,|3143,>0,|4544,>0,|5603,>0;7999,=0,/

		R_00009		phenol reactive		6040,>0,|6041,>0,|6042,>0,|

		R_00020		CN_X amine reactive NH, N< incl. NH2		3105,>0,|6065,>0,|6016,>0,|3100,>0,|

		R_00032		S reactive		3234,>0,|3235,>0,|3535,>0,|3537,>0,|3536,>0,|

		R_00033		CN_X amine reactive NH2		3134,>0,|3114,>0,|3128,>0,|3135,>0,|3136,>0,|4714,>0|6099,>0,|

		R_00040		phosphorus IRAC, HRAC		5125,>0,|5169,>0,|5173,>0,|

		R_00043		peroxy reactive		4554,>0,/

		R_00050		aldehyde reactive		3151,>0,|3152,>0,|3153,>0,|3160,>0,|3161,>0,|3162,>0,|3163,>0,|3164,>0,|3165,>0,|3166,>0,|3167,>0,|3168,>0,|3169,>0,|3170,>0,|

		R_00051		acid reactive		3181,>0,|3182,>0,|3183,>0,|3184,>0,|3185,>0,|3186,>0,|

		R_00060		amide reactive		3160,>0,|3171,>0,|3172,>0,|3173,>0,|3174,>0,|3175,>0,|3176,>0,|3137,>0,|4560,>0,|

		R_00061		amide reactive (Daphnid)		3129,>0,|

		R_00062		amide reactive (Alga)		5104,>0,|5084,>0,|

		R_00120		carbamate reactive		3200,>0,|3201,>0,|3202,>0,|6046,>0,|

		R_00181		urea reactive		3121,>0,|3055,>0,|3118,>0,|

		R_00182		imide reactive		3200,>0,|

		R_03054		O-alkenyl,alkynyl,halogen, ketene		3190,>0,|3061,>0,|3192,>0,|3193,>0,|3194,>0,|3065,>0,|3196,>0,|

		R_03131		nitro reactive		3098,>0,|3099,>0,|3130,>1,|3127,>0,|3096,>0,|

		RA_00002		C_X_nos reactive		6983,>0,|3150,>0,|4511,>0,|

		RA_00006		basic aromatic n (alga)		5095,>0,|5081,>0,|6983,>0,|

		RA_00021		alcohol reactive C-OH (Alga)		3061,>0,|3062,>0,|3063,>0,|3065,>0,|

		RA_00033		CN_X amine reactive NH2 (alga)		5096,>0,|

		RA_03132		carbamate reactive daphnid		5100,>0,|

		RA_30000		alga specific reactive		5095,>0,|3040,>6,|5104,>0,|4714,>0,|5100,>0,|5096,>0,|5036,>0,|3131,>0,|3114,>0,|4724,>3,|6600,>0,|3055,>0,|

		RD_00006		basic aromatic n (daphnid)		5095,>0,|

		RD_00021		alcohol reactive C-OH (Daphnid)		3061,>0,|3062,>0,|3063,>0,|3066,>0,|

		RD_03132		carbamate reactive daphnid		5141,>0,|

		RD_30000		daphnid specific reactive		5173,>0,|5141,>0,|3235,>0,|3100,>0,|3151,>0,|6046,>0,;3122,=0;

		RF_00021		alcohol reactive C-OH (Fish)		3061,>0,|3062,>0,|3063,>0,|3064,>0,|3065,>0,|

		RF_30000		Fish specific reactive		3061,>0,|6046,>0,|3053,>0,|4520,>0,|4532,>0,|3151,>0,|6099,>0,|4714,>0,|4119,>0,|4907,>0,|4511,>0,|4544,>0,|5172,>0,|4525,>0,|4781,>0,|3151,>0,|3174,>0,|3143,>0,|3140,>0,|

		RFD_00002		C_X_nos reactive		4511,>0,|3118,>0,|3150,>0,|

		S_00002		Cnos reactive		R_00002,>0,/3000,=0,/

		S_00003		nitril reactive		3104,>0,/R_00003,>0,/

		S_00005		ether reactive		3044,>0,/3030,=0,/R_00005,>0,/

		S_00006		aromatic n reactive		4911,>0,/R_00006,>0,/7999,=0,/

		S_00007		halogen reactive		R_00007,>0,/F_00007,>0,/

		S_00020		CN_X amine NH2 reactive		R_00020,>0,/G1_00010,=0,/

		S_00030		ester reactive		3032,>0,/R_00001,>0,/

		S_00032		SH, SS reactive		3234,>0,|3235,>0,|3535,>0,|3537,>0,|3536,>0,|

		S_00040		phosphorus reactive (IRAC, HRAC,  reactive alcohol)		5018,>0;R_00040,>0,|RF_00021,>0,|

		S_00050		aldehyde reactive		3036,>0,/R_00050,>0,/

		S_00051		acid reactive		G1_00010,>0,/R_00051,>0,/

		S_00060		amide reactive		R_00060,>0,/3123,>0,/

		S_00120		carbamate reactive  (incl isocyanate)		6046,>0,|3041,>0,;R_00120,>0,/

		S_00181		urea reactive		3109,>0,/R_00181,>0,/

		S_00182		imide		4555,>0,/R_00182,>0,/

		S_10025		ketone reactive		3031,>0,/R_00001,>0,/

		S_10033		CN_X amine reactive NH2		3100,>0,/R_00033,>0,/

		S_20009		phenol reactive		R_00009,>0,/

		SA_00006		aromatic n reactive (alga)		4911,>0,;R_00006,>0,|RA_00006,>0,|

		SA_00021		alcohol reactive C-OH w/o acid		3046,>0,/3030,=0,/RA_00021,>0,/G1_00010,=0,/

		SA_00120		carbamate reactive alga (incl isocyanate)		6046,>0,|3041,>0,/RA_03132,>0,/

		SA_30000		alga specific reactive		RA_30000,>0,/

		SA_90014		Cnos_X reactive alga		C_80014,>0,/RA_00002,>0,/

		SD_00006		aromatic n reactive (daphnid)		4911,>0,;R_00006,>0,|RD_00006,>0,|

		SD_00021		alcohol reactive (daphnid)		3046,>0,/3030,=0,/RD_00021,>0,/G1_00010,=0,/

		SD_00120		carbamate reactive daphnid (incl isocyanate)		6046,>0,|3041,>0,;RD_03132,>0,/

		SD_30000		alga specific reactive		RD_30000,>0,/

		SF_00021		alcohol reactive		3046,>0,/3030,=0,/RF_00021,>0,/G1_00010,=0,/

		SF_30000		alga specific reactive		RF_30000,>0,/

		SFD_90014		Cnos_X reactive fish, daphnid		C_80014,>0,/RFD_00002,>0,/

		U_00002		C_X_nos unreactive		R_00002,=0,/

		U_00003		nitril unreactive		3104,>0,/R_00003,=0,/

		U_00005		ether, acetal unreactive		3145,>0,|3044,>0,;3030,=0;R_00005,=0,;

		U_00006		aromatic n unreactive		4911,>0,;R_00006,=0,|7999,>0,|

		U_00007		halogen reactive		R_00007,=0,/F_00007,>0,/

		U_00009		phenol not reactive, not acid		3047,>0,/R_00009,=0,/G1_00010,=0,/

		U_00020		amine NH, N< unreactive		R_00020,=0,/G1_00010,=0,/

		U_00025		ketone unreactive		3031,>0,/R_00001,=0,/G1_00010,=0,/

		U_00032		S unreactive hindered SH, SS, S(=O)		R_00032,=0,;3236,>0,|3536,>0,|4946,>0,|

		U_00033		CN_X amine reactive NH2		3100,>0,/R_00033,=0,/

		U_00040		phosphorus unreactive (no  IRAC, HRAC,  reactive alcohol)		5018,>0,/R_00040,=0,/RF_00021,=0,/

		U_00050		aldehyde general		3036,>0,/R_00050,=0,/

		U_00051		acid general		G1_00010,>0,/R_00051,=0,/

		U_00060		amide unreactive		R_00060,=0,/3123,>0,/4911,=0,/

		U_00120		carbamate unreactive fish		3041,>0,/R_00120,=0,/

		U_00181		urea unreactive		3141,>0,|3109,>0,;R_00181,=0,/

		U_00182		imide		4555,>0,/R_00182,=0,/

		U_10030		ester unreactive		3032,>0,/R_00001,=0,/G1_00010,=0,/

		UA_00006		aromatic n unreactive (alga)		4911,>0,/R_00006,=0,/RA_00006,=0,/

		UA_00021		alcohol unreactive C-OH w/o acid (Alga)		3046,>0,/3030,=0,/RA_00021,=0,/G1_00010,=0,/

		UA_00120		carbamate unreactive alga		3041,>0,/RA_03132,=0,/

		UA_30000		alga not specific reactive		RA_30000,=0,/

		UA_80014		Cnos_X unreactive alga		C_80014,>0,/RA_00002,=0,/

		UD_00006		aromatic n unreactive (daohnid)		4911,>0,/R_00006,=0,/RD_00006,=0,/

		UD_00021		CO_X alcohol reactive C-OH w/o acid (Daphnid)		3046,>0,/3030,=0,/RD_00021,=0,/G1_00010,=0,/

		UD_00120		carbamate unreactive daphnid		3041,>0,/RD_03132,=0,/

		UD_30000		alga not specific reactive		RD_30000,=0,/

		UF_00021		CO_X alcohol reactive C-OH w/o acid (Fish)		3046,>0,/3030,=0,/RF_00021,=0,/G1_00010,=0,/

		UF_30000		alga not specific reactive		RF_30000,=0,/

		UFD_80014		Cnos_X reactive fish, daphnid		C_80014,>0,/RFD_00002,=0,/

		US_00003		ester not alcohol  reactive		S_00030,>0,/R_03054,=0,/





qsar_data

		QsarID		QsarClassName		ClassID		Equation		Log P Range		FragIDs_for_AD		n		R2		RMSE		Q2(leave-one-out)		ratio1

		10001441		phenol unreactive		G1_00014		y = 0.67logP -0.61		[1.03,5.99]		5007,5008,5016,5020,5021,5041,5042,5054,5055,5062,5077,5099,5112,5115,5120,5159		61		0.86		0.32		0.85		61

		10001541		phenol unreactive w/o X		G1_00015		y = 0.62logP -0.57		[1.03,5.99]		5007,5008,5016,5041,5042,5054,5055,5062,5077,5120,5159		40		0.89		0.27		0.88		40

		10005441		phenol unreactive excl. Diphenylether HRAC Ea		G1_00054		y = 0.67logP -0.60		[1.03,5.99]		5007,5008,5016,5020,5021,5041,5042,5054,5055,5062,5077,5099,5112,5120,5159		60		0.86		0.32		0.84		60

		10006441		reactive phenol w/o 14- 12- (OH, NH2), w/o nito		G1_00064		y = 0.74logP -0.40		[0.24,3.63]		5007,5008,5052,5053,5057,5077,5201,5500		10		0.75		0.51		0.64		10

		10018141		urea unreactive		G1_00181		y = 1.25logP -2.02		[-0.27,2.67]		5007,5008,5016,5077,5078,5082,5084,5097,5105,5106,5114,5155		9		0.95		0.24		0.87		9

		10536041		n+, N+		G1_05360		y = 0.52logP +0.70		[-3.91,5.18]		5007,5008,5016,5038,5045,5201,5500		11		0.80		0.72		0.69		11

		10600041		primary alcohol SCAS		GT_06000		y = 0.86logP -1.78		[-1.75,5.26]		5008		22		0.92		0.44		0.90		22

		12004041		CO_X ether unreactive		G1_20040		y = 0.86logP -1.64		[-1.75,5.10]		5008,5054,5055,5061,5067,5068,5115,5139,5155		44		0.87		0.52		0.86		44

		12100241		Cnos_X unreactive excl. HC		G1_21002		y = 1.04logP -1.80		[0.61,4.33]		5004,5007,5008,5016,5022,5023,5028,5081,5500		30		0.84		0.46		0.81		30

		12100541		C_X HC aromatic w/ X (unreactive )		G1_21005		y = 0.95logP -1.72		[2.64,4.31]		5020,5021,5067,5155		19		0.78		0.24		0.70		19

		12100741		C_X aromatic HC wo X, R3=0		G1_21007		y = 0.66logP -0.81		[3.17,4.63]		5074,5075		9		0.80		0.14		0.68		9

		12101041		C_X_aromatic w/o X,  fused R=0		G1_21010		y = 0.69logP -1.08		[1.99,5.52]		5041,5042		23		0.85		0.27		0.79		23

		12101741		C_X HC w/ X (excl. Halomethane)		G1_21017		y = 0.90logP -1.75		[1.34,4.61]		5047,5067,5155		25		0.88		0.28		0.86		25

		12101841		C_X HC w/ X (incl. Halomethane)		G1_21018		y = 1.14logP -1.37		[1.52,3.03]		5067,5155		5		0.94		0.17		0.85		5

		12101941		CO_X alcohol less unreactive (EO mitigated)		G1_21019		y = 0.83logP -1.47		[-1.75,3.22]		5008		5		0.98		0.19		0.97		5

		12102041		CO_X alcohol unreactive Fish		G1_21020		y = 0.91logP -2.03		[-0.63,5.81]		5008,5067,5146,5155		45		0.90		0.43		0.89		45

		12102541		COS_X ketone unreactive		G1_21025		y = 0.86logP -1.55		[-0.24,4.84]		5007,5008,5016,5020,5021,5032,5035,5041,5043,5046,5052,5057,5067,5155,5500		40		0.86		0.44		0.84		40

		12102741		CO_X ketone unreactive aliphatic		G1_21027		y = 0.88logP -1.75		[-0.24,4.84]		5008,5032,5035,5041,5067,5155		26		0.89		0.42		0.87		26

		12102941		COS_X ketone unreactive aromatic fish		G1_21029		y = 0.74logP -0.94		[0.49,3.61]		5007,5008,5016,5020,5021,5043,5046,5052,5057,5500		14		0.90		0.23		0.85		14

		12103041		COS_X ester unreactive		G1_21030		y = 0.59logP -0.39		[0.37,4.61]		5007,5008,5020,5041,5043,5057,5077,5129,5155,5500		38		0.72		0.43		0.68		38

		12103141		COS_X methacrylate		G1_21031		y = 0.49logP -0.20		[0.30,4.64]		5008,5042,5070		7		0.87		0.24		0.66		7

		12120341		C_X HC aliphatic w/o X		G1_21203		y = 0.82logP -1.40		[2.58,4.98]				21		0.73		0.36		0.68		21

		12200241		amine unreactive NH2 >1		G1_22002		y = 0.57logP -0.18		[-1.62,4.27]		5007,5008,5037,5500		13		0.82		0.56		0.74		13

		12200641		CNOS_X basic aromatic n unreactive, excl. triazine		GF_22006		y = 0.94logP -1.47		[-0.11,4.33]		5004,5007,5008,5016,5022,5023,5025,5028,5072,5081,5135,5201,5500		39		0.76		0.55		0.74		39

		12200841		amine unreactive NH2 =1 aliphatic		G1_22008		y = 0.75logP -0.78		[-1.61,5.25]		5007,5008,5016,5037,5078,5096,5201,5500		25		0.92		0.40		0.90		25

		12201241		amine unreactive aromatic w/  NO2, SO2 w/o o-C		G1_22012		y = 0.86logP -1.14		[0.76,5.06]		5007,5008,5053,5201,5500		23		0.82		0.36		0.79		23

		12201441		CNO_X amine NH2 reactive H (n, (OH, NH2) parent)		G1_22014		y = 0.79logP -0.28		[0.24,3.65]		5007,5008,5020,5021,5053,5057,5077,5500		12		0.85		0.28		0.78		12

		12202141		CN_X amine unreactive NH, N< aromatic		G1_22021		y = 0.89logP -1.52		[1.62,4.47]		5007,5500		12		0.86		0.31		0.80		12

		12202241		CN_X amine unreactive NH, N< aliphatic		G1_22022		y = 0.53logP -0.60		[-0.59,4.74]		5007,5038,5067,5136,5155,5500		16		0.75		0.48		0.66		16

		12202341		CNO_X amine unreactive NH, N< aliphatic		G1_22023		y = 0.52logP -0.72		[-2.48,4.67]		5007,5008,5038,5046,5137,5201,5500		16		0.91		0.31		0.87		16

		12203141		CN_X amine NH, N< reactive (o-, p- N,OH)		G1_22031		y = 0.83logP -0.07		[0.64,4.68]		5007,5008,5053,5201,5500		7		0.96		0.24		0.93		7

		12205241		aldehyde aromatic general		G1_22052		y = 0.57logP -0.40		[1.05,5.68]		5007,5008,5054,5057,5500		19		0.85		0.29		0.81		19

		12301241		CNO_X nitro mono unreactive		G1_23012		y = 0.72logP -0.76		[0.72,3.87]		5007,5008,5020,5041,5042,5043,5054,5500		26		0.73		0.30		0.69		26

		12302041		CNOS_X carbamate unreactive		G1_23020		y = 0.90logP -1.38		[-0.02,4.58]		5007,5008,5016,5067,5077,5078,5084,5100,5141,5155		8		0.90		0.39		0.68		8

		12303441		CNOS_X amine aromatic lesstoxic		G1_23034		y = 0.75logP -1.11		[1.16,5.06]		5007,5008,5053,5500		19		0.78		0.36		0.66		19

		12303541		CNOS_X amine aromatic slight toxic		G1_23035		y = 0.82logP -0.55		[0.24,3.65]		5007,5008,5020,5021,5053,5057,5201,5500		22		0.70		0.40		0.63		22

		12304041		CNOS_X amine sec, aliphatic or aromatic w/o n		G1_23040		y = 0.60logP -0.64		[-1.71,4.74]		5007,5008,5037,5046,5137,5500		21		0.91		0.37		0.89		21

		12305141		CNOS_X amine tert, unreactive w/ C=O		G1_23051		y = 0.78logP -1.01		[0.94,2.87]		5007,5008,5057,5500		5		0.88		0.23		0.61		5

		12306041		CN_X nitril unreactive aliphatic		G1_23060		y = 0.87logP -1.50		[-0.15,4.77]		5007,5201		7		0.98		0.22		0.97		7

		12306541		CN_X nitril unreactive		G1_23065		y = 0.82logP -1.26		[-0.15,4.77]		5007,5201,5500		15		0.89		0.38		0.86		15

		12307041		CNOS_X amide unreactive		G1_23070		y = 0.54logP -0.63		[0.27,5.62]		5007,5008,5041,5045,5053,5057,5077,5084,5098,5120,5500		21		0.80		0.37		0.76		21

		12403641		tentative CNOS_X halogen, unreactive		G1_24036		y = 0.73logP -0.97		[0.11,5.81]		5007,5008,5016,5020,5021,5037,5038,5043,5047,5067,5068,5070,5072,5077,5078,5081,5083,5084,5097,5098,5100,5114,5146,5155,5201,5500		94		0.78		0.41		0.77		94

		12404041		CNOSP_X phosphorus unreactive (no  IRAC, HRAC,  reactive alcohol)		G1_24040		y = 0.76logP -1.32		[1.56,4.70]		5008,5016,5018,5201		6		0.94		0.20		0.87		6

		12501041		CNOS_X acid general		G1_25010		y = 0.57logP -1.20		[0.57,5.00]		5007,5008,5016,5041,5043,5129,5500		13		0.74		0.44		0.62		13

		12899941		narcotic group (Fish acute)		GF_28999		y = 0.90logP -1.79		[-0.63,5.88]		5008,5020,5021,5041,5042,5047,5067,5072,5074,5075,5138,5146,5155,5201		149		0.88		0.42		0.88		149

		14000041		Unclassified Fish acute		40000-F_ACT		y = 0.70logP -0.08		[-0.21,5.44]		5007,5008,5016,5018,5032,5072,5077,5078,5083,5097,5142,5173,5201,5500		9		0.80		0.63		0.70		9

		18001441		Cnos_X unreactive fish, daphnid		UFD_80014		y = 1.0logP -1.82		[0.76,4.33]		5007,5008,5016		21		0.82		0.44		0.78		21





training_set

		Order		QsarID		QsarClassName		SMILES_in_KATE		MolID		CAS_RN		Chemical_Name		Molecular weight estimated by SMILES in KATE		Training_set_log_(1/NOEC [mM])_in_KATE		Measured_NOEC_[mg/L]		KOWWIN

		1		10001441		phenol unreactive		CCCCCCCCCc1ccc(O)cc1		1000047		104-40-5		Phenol, 4-nonyl-		220.36		3.20		0.14		5.99

		2		10001441		phenol unreactive		Cc1ccc(O)c(C)c1		1000057		105-67-9		Phenol, 2,4-dimethyl-		122.17		0.88		16.00		2.61

		3		10001441		phenol unreactive		Oc1ccc(Br)cc1		1000061		106-41-2		Phenol, 4-bromo-		173.01		1.30		8.70		2.40

		4		10001441		phenol unreactive		Cc1ccc(O)cc1		1000064		106-44-5		Phenol, 4-methyl-		108.14		0.89		14.00		2.06

		5		10001441		phenol unreactive		Oc1ccc(Cl)cc1		1000067		106-48-9		Phenol, 4-chloro-		128.56		1.16		8.90		2.16

		6		10001441		phenol unreactive		Oc1ccccc1		1000107		108-95-2		Phenol		94.11		0.58		25.00		1.51

		7		10001441		phenol unreactive		Oc1ccccc1C(=O)Oc2ccccc2		1000198		118-55-8		Benzoic acid, 2-hydroxy-, phenyl ester		214.22		2.26		1.18		3.82

		8		10001441		phenol unreactive		CCOC(=O)c1ccccc1O		1000199		118-61-6		Benzoic acid, 2-hydroxy-, ethyl ester		166.18		0.92		20.20		3.09

		9		10001441		phenol unreactive		Oc1c(Br)cc(Br)cc1Br		1000201		118-79-6		Phenol, 2,4,6-tribromo-		330.80		2.34		1.50		4.18

		10		10001441		phenol unreactive		Oc1ccc(Cl)cc1Cl		1000212		120-83-2		Phenol, 2,4-dichloro-		163.00		1.68		3.40		2.80

		11		10001441		phenol unreactive		CCOc1cc(C=O)ccc1O		1000216		121-32-4		Benzaldehyde, 3-ethoxy-4-hydroxy-		166.18		0.28		87.60		1.55

		12		10001441		phenol unreactive		COc1cc(C=O)ccc1O		1000217		121-33-5		Benzaldehyde, 4-hydroxy-3-methoxy-		152.15		0.26		83.80		1.05

		13		10001441		phenol unreactive		CCc1ccc(O)cc1		1000229		123-07-9		Phenol, 4-ethyl-		122.17		1.07		10.40		2.55

		14		10001441		phenol unreactive		COc1ccc(C(=O)c2ccccc2)c(O)c1		1000260		131-57-7		Methanone, (2-hydroxy-4-methoxyphenyl)phenyl-		228.25		1.78		3.80		3.52

		15		10001441		phenol unreactive		Oc1ccccc1c2ccccc2		1000263		132-27-4		Sodium o-phenylphenol		170.21		1.44		7.00		3.28

		16		10001441		phenol unreactive		Oc1ccc2ccccc2c1		1000271		135-19-3		2-Naphthalenol		144.17		1.56		4.00		2.69

		17		10001441		phenol unreactive		Oc(ccc(c1)C(CC(C)(C)C)(C)C)c1		1000280		140-66-9		Phenol, 4-(1,1,3,3-tetramethylbutyl)-		206.33		2.76		0.36		5.28

		18		10001441		phenol unreactive		CCCCCc1ccc(O)cc1		1000310		14938-35-3		Phenol, 4-pentyl-		164.25		2.07		1.40		4.02

		19		10001441		phenol unreactive		COc1cccc(O)c1		1000311		150-19-6		Phenol, 3-methoxy-		124.14		0.22		74.00		1.59

		20		10001441		phenol unreactive		COc1ccc(O)cc1		1000313		150-76-5		Phenol, 4-methoxy-		124.14		0.05		110.00		1.59

		21		10001441		phenol unreactive		Oc1c(I)cc(C#N)cc1I		1000331		1689-83-4		4-Cyano-2,6-diiodophenol		370.93		1.74		6.80		3.94

		22		10001441		phenol unreactive		Oc1c(Br)cc(C#N)cc1Br		1000332		1689-84-5		Bromoxynil		276.92		1.34		12.60		3.39

		23		10001441		phenol unreactive		Oc1ccccc1CC=C		1000334		1745-81-9		Phenol, 2-(2-propenyl)-		134.18		0.95		15.00		2.91

		24		10001441		phenol unreactive		CCCCCCCCc1ccc(O)cc1		1000339		1806-26-4		Phenol, 4-octyl-		206.33		3.37		0.09		5.50

		25		10001441		phenol unreactive		Oc1c(Cl)cc(C#N)cc1Cl		1000345		1891-95-8		3,5-Dichloro-4-hydroxybenzonitrile		188.01		0.89		24.30		2.90

		26		10001441		phenol unreactive		Cc1ccc(C)c(O)c1C		1000388		2416-94-6		Phenol, 2,3,6-trimethyl-		136.19		1.22		8.20		3.15

		27		10001441		phenol unreactive		COc1cc(Cl)c(Cl)cc1O		1000396		2460-49-3		4,5-Dichloro-2-methoxyphenol		193.03		1.64		4.47		2.63

		28		10001441		phenol unreactive		CCCCCCCCCc1ccc(O)cc1		1000403		25154-52-3		Phenol, nonyl-		220.36		2.96		0.24		5.99

		29		10001441		phenol unreactive		COc1cc(C=O)cc(Br)c1O		1000431		2973-76-4		Benzaldehyde, 3-bromo-4-hydroxy-5-methoxy-		231.05		0.59		59.70		1.94

		30		10001441		phenol unreactive		Oc1cc(Cl)ccc1Oc2ccc(Cl)cc2Cl		1000453		3380-34-5		Phenol, 5-chloro-2-(2,4-dichlorophenoxy)-		289.55		2.64		0.67		4.66

		31		10001441		phenol unreactive		CC(=C)c1ccc(O)cc1		1000493		4286-23-1		4-(1-Methylvinyl)phenol		134.18		1.16		9.20		2.96

		32		10001441		phenol unreactive		Oc1cc(Cl)c(Cl)c(Cl)c1Cl		1000511		4901-51-3		2,3,4,5-Tetrachlorophenol		231.89		2.75		0.41		4.09

		33		10001441		phenol unreactive		Cc1cc(C)c(O)c(C)c1		1000535		527-60-6		Phenol, 2,4,6-trimethyl-		136.19		1.02		13.00		3.15

		34		10001441		phenol unreactive		COc1ccc(C(=O)C)c(O)c1		1000561		552-41-0		2-HYDROXY-4-METHOXY-ACETOPHENON		166.18		0.38		69.50		2.05

		35		10001441		phenol unreactive		Cc1cccc(C)c1O		1000589		576-26-1		Phenol, 2,6-dimethyl-		122.17		0.91		15.00		2.61

		36		10001441		phenol unreactive		Oc1c(Cl)cc(Cl)c(Cl)c1Cl		1000598		58-90-2		Phenol, 2,3,4,6-tetrachloro-		231.89		2.62		0.56		4.09

		37		10001441		phenol unreactive		Cc1cc(O)ccc1Cl		1000607		59-50-7		Phenol, 4-chloro-3-methyl-		142.59		1.42		5.47		2.70

		38		10001441		phenol unreactive		CC(C)(c1ccccc1)c2ccc(O)cc2		1000611		599-64-4		Phenol, 4-(1-methyl-1-phenylethyl)-		212.29		2.25		1.20		4.12

		39		10001441		phenol unreactive		Oc1c(Br)c(Br)c(Br)c(Br)c1Br		1000623		608-71-9		Phenol, pentabromo-		488.59		3.72		0.09		5.96

		40		10001441		phenol unreactive		Oc1c(I)cc(I)cc1I		1000624		609-23-4		Phenol, 2,4,6-triiodo-		471.82		2.59		1.21		5.01

		41		10001441		phenol unreactive		Oc1ccc(Br)cc1Br		1000631		615-58-7		Phenol, 2,4-dibromo-		251.91		1.84		3.60		3.29

		42		10001441		phenol unreactive		Oc1c(cccc1)C=C		1000636		61788-44-1		STYRENATED PHENOL		120.15		1.33		5.60		2.41

		43		10001441		phenol unreactive		CCCc1ccc(O)cc1		1000668		645-56-7		Phenol, 4-propyl-		136.19		1.09		11.00		3.04

		44		10001441		phenol unreactive		NC(=O)c1ccccc1O		1000672		65-45-2		Benzamide, 2-hydroxy-		137.14		0.13		101.00		1.03

		45		10001441		phenol unreactive		CCC(C)(C)c1ccc(O)cc1		1000783		80-46-6		Phenol, 4-(1,1-dimethylpropyl)-		164.25		1.80		2.59		3.91

		46		10001441		phenol unreactive		Oc1ccc(Oc2ccccc2)cc1		1000796		831-82-3		Phenol, 4-phenoxy-		186.21		1.58		4.95		3.57

		47		10001441		phenol unreactive		Oc1ccc(cc1)C2CCC(CC2)c3ccc(O)cc3		1000801		843-55-0		4,4'-(cyclohexane-1,4-diyl)diphenol		268.36		2.17		1.80		5.48

		48		10001441		phenol unreactive		Oc1ccccc1C(=O)Nc2ccccc2		1000816		87-17-2		Benzamide, 2-hydroxy-N-phenyl-		213.24		1.73		3.95		3.30

		49		10001441		phenol unreactive		Oc1c(Cl)c(Cl)c(Cl)c(Cl)c1Cl		1000824		87-86-5		Phenol, pentachloro-		266.34		3.15		0.19		4.74

		50		10001441		phenol unreactive		Oc1c(Cl)cc(Cl)cc1Cl		1000826		88-06-2		Phenol, 2,4,6-trichloro-		197.45		1.61		4.89		3.45

		51		10001441		phenol unreactive		Oc1cccc2ccccc12		1000848		90-15-3		1-Naphthalenol		144.17		1.49		4.63		2.69

		52		10001441		phenol unreactive		Oc1ccccc1c2ccccc2		1000850		90-43-7		1,1'-Biphenyl -2-ol		170.21		1.44		6.15		3.28

		53		10001441		phenol unreactive		Oc1ccc(cc1)c2ccc(O)cc2		1000872		92-88-6		1,1'-Biphenyl -4,4'-diol		186.21		1.16		13.00		2.80

		54		10001441		phenol unreactive		Cc1ccccc1O		1000893		95-48-7		Phenol, 2-methyl-		108.14		0.89		14.00		2.06

		55		10001441		phenol unreactive		Oc1ccccc1Cl		1000900		95-57-8		Phenol, 2-chloro-		128.56		1.05		11.40		2.16

		56		10001441		phenol unreactive		Oc(c(ccc1C)C)c1		1000909		95-87-4		Phenol, 2,5-dimethyl-		122.17		1.33		5.70		2.61

		57		10001441		phenol unreactive		Oc1cc(Cl)c(Cl)cc1Cl		1000910		95-95-4		Phenol, 2,4,5-trichloro-		197.45		2.12		1.50		3.45

		58		10001441		phenol unreactive		Oc1ccc(Cl)cc1Cc2cc(Cl)ccc2O		1000926		97-23-4		Phenol, 2,2'-methylenebis 4-chloro-		269.13		2.94		0.31		4.34

		59		10001441		phenol unreactive		CC(C)(C)c1ccc(O)cc1		1000933		98-54-4		Phenol, 4-(1,1-dimethylethyl)-		150.22		1.47		5.15		3.42

		60		10001441		phenol unreactive		CCC(C)c1ccc(O)cc1		1000947		99-71-8		Phenol, 4-(1-methylpropyl)-		150.22		1.76		2.60		3.46

		61		10001441		phenol unreactive		COC(=O)c1ccc(O)cc1		1000948		99-76-3		Benzoic acid, 4-hydroxy-, methyl ester		152.15		0.40		60.00		2.00

		62		10001541		phenol unreactive w/o X		CCCCCCCCCc1ccc(O)cc1		1000047		104-40-5		Phenol, 4-nonyl-		220.36		3.20		0.14		5.99

		63		10001541		phenol unreactive w/o X		Cc1ccc(O)c(C)c1		1000057		105-67-9		Phenol, 2,4-dimethyl-		122.17		0.88		16.00		2.61

		64		10001541		phenol unreactive w/o X		Cc1ccc(O)cc1		1000064		106-44-5		Phenol, 4-methyl-		108.14		0.89		14.00		2.06

		65		10001541		phenol unreactive w/o X		Oc1ccccc1		1000107		108-95-2		Phenol		94.11		0.58		25.00		1.51

		66		10001541		phenol unreactive w/o X		Oc1ccccc1C(=O)Oc2ccccc2		1000198		118-55-8		Benzoic acid, 2-hydroxy-, phenyl ester		214.22		2.26		1.18		3.82

		67		10001541		phenol unreactive w/o X		CCOC(=O)c1ccccc1O		1000199		118-61-6		Benzoic acid, 2-hydroxy-, ethyl ester		166.18		0.92		20.20		3.09

		68		10001541		phenol unreactive w/o X		CCOc1cc(C=O)ccc1O		1000216		121-32-4		Benzaldehyde, 3-ethoxy-4-hydroxy-		166.18		0.28		87.60		1.55

		69		10001541		phenol unreactive w/o X		COc1cc(C=O)ccc1O		1000217		121-33-5		Benzaldehyde, 4-hydroxy-3-methoxy-		152.15		0.26		83.80		1.05

		70		10001541		phenol unreactive w/o X		CCc1ccc(O)cc1		1000229		123-07-9		Phenol, 4-ethyl-		122.17		1.07		10.40		2.55

		71		10001541		phenol unreactive w/o X		COc1ccc(C(=O)c2ccccc2)c(O)c1		1000260		131-57-7		Methanone, (2-hydroxy-4-methoxyphenyl)phenyl-		228.25		1.78		3.80		3.52

		72		10001541		phenol unreactive w/o X		Oc1ccccc1c2ccccc2		1000263		132-27-4		Sodium o-phenylphenol		170.21		1.44		7.00		3.28

		73		10001541		phenol unreactive w/o X		Oc1ccc2ccccc2c1		1000271		135-19-3		2-Naphthalenol		144.17		1.56		4.00		2.69

		74		10001541		phenol unreactive w/o X		Oc(ccc(c1)C(CC(C)(C)C)(C)C)c1		1000280		140-66-9		Phenol, 4-(1,1,3,3-tetramethylbutyl)-		206.33		2.76		0.36		5.28

		75		10001541		phenol unreactive w/o X		CCCCCc1ccc(O)cc1		1000310		14938-35-3		Phenol, 4-pentyl-		164.25		2.07		1.40		4.02

		76		10001541		phenol unreactive w/o X		COc1cccc(O)c1		1000311		150-19-6		Phenol, 3-methoxy-		124.14		0.22		74.00		1.59

		77		10001541		phenol unreactive w/o X		COc1ccc(O)cc1		1000313		150-76-5		Phenol, 4-methoxy-		124.14		0.05		110.00		1.59

		78		10001541		phenol unreactive w/o X		Oc1ccccc1CC=C		1000334		1745-81-9		Phenol, 2-(2-propenyl)-		134.18		0.95		15.00		2.91

		79		10001541		phenol unreactive w/o X		CCCCCCCCc1ccc(O)cc1		1000339		1806-26-4		Phenol, 4-octyl-		206.33		3.37		0.09		5.50

		80		10001541		phenol unreactive w/o X		Cc1ccc(C)c(O)c1C		1000388		2416-94-6		Phenol, 2,3,6-trimethyl-		136.19		1.22		8.20		3.15

		81		10001541		phenol unreactive w/o X		CCCCCCCCCc1ccc(O)cc1		1000403		25154-52-3		Phenol, nonyl-		220.36		2.96		0.24		5.99

		82		10001541		phenol unreactive w/o X		CC(=C)c1ccc(O)cc1		1000493		4286-23-1		4-(1-Methylvinyl)phenol		134.18		1.16		9.20		2.96

		83		10001541		phenol unreactive w/o X		Cc1cc(C)c(O)c(C)c1		1000535		527-60-6		Phenol, 2,4,6-trimethyl-		136.19		1.02		13.00		3.15

		84		10001541		phenol unreactive w/o X		COc1ccc(C(=O)C)c(O)c1		1000561		552-41-0		2-HYDROXY-4-METHOXY-ACETOPHENON		166.18		0.38		69.50		2.05

		85		10001541		phenol unreactive w/o X		Cc1cccc(C)c1O		1000589		576-26-1		Phenol, 2,6-dimethyl-		122.17		0.91		15.00		2.61

		86		10001541		phenol unreactive w/o X		CC(C)(c1ccccc1)c2ccc(O)cc2		1000611		599-64-4		Phenol, 4-(1-methyl-1-phenylethyl)-		212.29		2.25		1.20		4.12

		87		10001541		phenol unreactive w/o X		Oc1c(cccc1)C=C		1000636		61788-44-1		STYRENATED PHENOL		120.15		1.33		5.60		2.41

		88		10001541		phenol unreactive w/o X		CCCc1ccc(O)cc1		1000668		645-56-7		Phenol, 4-propyl-		136.19		1.09		11.00		3.04

		89		10001541		phenol unreactive w/o X		NC(=O)c1ccccc1O		1000672		65-45-2		Benzamide, 2-hydroxy-		137.14		0.13		101.00		1.03

		90		10001541		phenol unreactive w/o X		CCC(C)(C)c1ccc(O)cc1		1000783		80-46-6		Phenol, 4-(1,1-dimethylpropyl)-		164.25		1.80		2.59		3.91

		91		10001541		phenol unreactive w/o X		Oc1ccc(Oc2ccccc2)cc1		1000796		831-82-3		Phenol, 4-phenoxy-		186.21		1.58		4.95		3.57

		92		10001541		phenol unreactive w/o X		Oc1ccc(cc1)C2CCC(CC2)c3ccc(O)cc3		1000801		843-55-0		4,4'-(cyclohexane-1,4-diyl)diphenol		268.36		2.17		1.80		5.48

		93		10001541		phenol unreactive w/o X		Oc1ccccc1C(=O)Nc2ccccc2		1000816		87-17-2		Benzamide, 2-hydroxy-N-phenyl-		213.24		1.73		3.95		3.30

		94		10001541		phenol unreactive w/o X		Oc1cccc2ccccc12		1000848		90-15-3		1-Naphthalenol		144.17		1.49		4.63		2.69

		95		10001541		phenol unreactive w/o X		Oc1ccccc1c2ccccc2		1000850		90-43-7		1,1'-Biphenyl -2-ol		170.21		1.44		6.15		3.28

		96		10001541		phenol unreactive w/o X		Oc1ccc(cc1)c2ccc(O)cc2		1000872		92-88-6		1,1'-Biphenyl -4,4'-diol		186.21		1.16		13.00		2.80

		97		10001541		phenol unreactive w/o X		Cc1ccccc1O		1000893		95-48-7		Phenol, 2-methyl-		108.14		0.89		14.00		2.06

		98		10001541		phenol unreactive w/o X		Oc(c(ccc1C)C)c1		1000909		95-87-4		Phenol, 2,5-dimethyl-		122.17		1.33		5.70		2.61

		99		10001541		phenol unreactive w/o X		CC(C)(C)c1ccc(O)cc1		1000933		98-54-4		Phenol, 4-(1,1-dimethylethyl)-		150.22		1.47		5.15		3.42

		100		10001541		phenol unreactive w/o X		CCC(C)c1ccc(O)cc1		1000947		99-71-8		Phenol, 4-(1-methylpropyl)-		150.22		1.76		2.60		3.46

		101		10001541		phenol unreactive w/o X		COC(=O)c1ccc(O)cc1		1000948		99-76-3		Benzoic acid, 4-hydroxy-, methyl ester		152.15		0.40		60.00		2.00

		102		10005441		phenol unreactive excl. Diphenylether HRAC Ea		CCCCCCCCCc1ccc(O)cc1		1000047		104-40-5		Phenol, 4-nonyl-		220.36		3.20		0.14		5.99

		103		10005441		phenol unreactive excl. Diphenylether HRAC Ea		Cc1ccc(O)c(C)c1		1000057		105-67-9		Phenol, 2,4-dimethyl-		122.17		0.88		16.00		2.61

		104		10005441		phenol unreactive excl. Diphenylether HRAC Ea		Oc1ccc(Br)cc1		1000061		106-41-2		Phenol, 4-bromo-		173.01		1.30		8.70		2.40

		105		10005441		phenol unreactive excl. Diphenylether HRAC Ea		Cc1ccc(O)cc1		1000064		106-44-5		Phenol, 4-methyl-		108.14		0.89		14.00		2.06

		106		10005441		phenol unreactive excl. Diphenylether HRAC Ea		Oc1ccc(Cl)cc1		1000067		106-48-9		Phenol, 4-chloro-		128.56		1.16		8.90		2.16

		107		10005441		phenol unreactive excl. Diphenylether HRAC Ea		Oc1ccccc1		1000107		108-95-2		Phenol		94.11		0.58		25.00		1.51

		108		10005441		phenol unreactive excl. Diphenylether HRAC Ea		Oc1ccccc1C(=O)Oc2ccccc2		1000198		118-55-8		Benzoic acid, 2-hydroxy-, phenyl ester		214.22		2.26		1.18		3.82

		109		10005441		phenol unreactive excl. Diphenylether HRAC Ea		CCOC(=O)c1ccccc1O		1000199		118-61-6		Benzoic acid, 2-hydroxy-, ethyl ester		166.18		0.92		20.20		3.09

		110		10005441		phenol unreactive excl. Diphenylether HRAC Ea		Oc1c(Br)cc(Br)cc1Br		1000201		118-79-6		Phenol, 2,4,6-tribromo-		330.80		2.34		1.50		4.18

		111		10005441		phenol unreactive excl. Diphenylether HRAC Ea		Oc1ccc(Cl)cc1Cl		1000212		120-83-2		Phenol, 2,4-dichloro-		163.00		1.68		3.40		2.80

		112		10005441		phenol unreactive excl. Diphenylether HRAC Ea		CCOc1cc(C=O)ccc1O		1000216		121-32-4		Benzaldehyde, 3-ethoxy-4-hydroxy-		166.18		0.28		87.60		1.55

		113		10005441		phenol unreactive excl. Diphenylether HRAC Ea		COc1cc(C=O)ccc1O		1000217		121-33-5		Benzaldehyde, 4-hydroxy-3-methoxy-		152.15		0.26		83.80		1.05

		114		10005441		phenol unreactive excl. Diphenylether HRAC Ea		CCc1ccc(O)cc1		1000229		123-07-9		Phenol, 4-ethyl-		122.17		1.07		10.40		2.55

		115		10005441		phenol unreactive excl. Diphenylether HRAC Ea		COc1ccc(C(=O)c2ccccc2)c(O)c1		1000260		131-57-7		Methanone, (2-hydroxy-4-methoxyphenyl)phenyl-		228.25		1.78		3.80		3.52

		116		10005441		phenol unreactive excl. Diphenylether HRAC Ea		Oc1ccccc1c2ccccc2		1000263		132-27-4		Sodium o-phenylphenol		170.21		1.44		7.00		3.28

		117		10005441		phenol unreactive excl. Diphenylether HRAC Ea		Oc1ccc2ccccc2c1		1000271		135-19-3		2-Naphthalenol		144.17		1.56		4.00		2.69

		118		10005441		phenol unreactive excl. Diphenylether HRAC Ea		Oc(ccc(c1)C(CC(C)(C)C)(C)C)c1		1000280		140-66-9		Phenol, 4-(1,1,3,3-tetramethylbutyl)-		206.33		2.76		0.36		5.28

		119		10005441		phenol unreactive excl. Diphenylether HRAC Ea		CCCCCc1ccc(O)cc1		1000310		14938-35-3		Phenol, 4-pentyl-		164.25		2.07		1.40		4.02

		120		10005441		phenol unreactive excl. Diphenylether HRAC Ea		COc1cccc(O)c1		1000311		150-19-6		Phenol, 3-methoxy-		124.14		0.22		74.00		1.59

		121		10005441		phenol unreactive excl. Diphenylether HRAC Ea		COc1ccc(O)cc1		1000313		150-76-5		Phenol, 4-methoxy-		124.14		0.05		110.00		1.59

		122		10005441		phenol unreactive excl. Diphenylether HRAC Ea		Oc1c(I)cc(C#N)cc1I		1000331		1689-83-4		4-Cyano-2,6-diiodophenol		370.93		1.74		6.80		3.94

		123		10005441		phenol unreactive excl. Diphenylether HRAC Ea		Oc1c(Br)cc(C#N)cc1Br		1000332		1689-84-5		Bromoxynil		276.92		1.34		12.60		3.39

		124		10005441		phenol unreactive excl. Diphenylether HRAC Ea		Oc1ccccc1CC=C		1000334		1745-81-9		Phenol, 2-(2-propenyl)-		134.18		0.95		15.00		2.91

		125		10005441		phenol unreactive excl. Diphenylether HRAC Ea		CCCCCCCCc1ccc(O)cc1		1000339		1806-26-4		Phenol, 4-octyl-		206.33		3.37		0.09		5.50

		126		10005441		phenol unreactive excl. Diphenylether HRAC Ea		Oc1c(Cl)cc(C#N)cc1Cl		1000345		1891-95-8		3,5-Dichloro-4-hydroxybenzonitrile		188.01		0.89		24.30		2.90

		127		10005441		phenol unreactive excl. Diphenylether HRAC Ea		Cc1ccc(C)c(O)c1C		1000388		2416-94-6		Phenol, 2,3,6-trimethyl-		136.19		1.22		8.20		3.15

		128		10005441		phenol unreactive excl. Diphenylether HRAC Ea		COc1cc(Cl)c(Cl)cc1O		1000396		2460-49-3		4,5-Dichloro-2-methoxyphenol		193.03		1.64		4.47		2.63

		129		10005441		phenol unreactive excl. Diphenylether HRAC Ea		CCCCCCCCCc1ccc(O)cc1		1000403		25154-52-3		Phenol, nonyl-		220.36		2.96		0.24		5.99

		130		10005441		phenol unreactive excl. Diphenylether HRAC Ea		COc1cc(C=O)cc(Br)c1O		1000431		2973-76-4		Benzaldehyde, 3-bromo-4-hydroxy-5-methoxy-		231.05		0.59		59.70		1.94

		131		10005441		phenol unreactive excl. Diphenylether HRAC Ea		CC(=C)c1ccc(O)cc1		1000493		4286-23-1		4-(1-Methylvinyl)phenol		134.18		1.16		9.20		2.96

		132		10005441		phenol unreactive excl. Diphenylether HRAC Ea		Oc1cc(Cl)c(Cl)c(Cl)c1Cl		1000511		4901-51-3		2,3,4,5-Tetrachlorophenol		231.89		2.75		0.41		4.09

		133		10005441		phenol unreactive excl. Diphenylether HRAC Ea		Cc1cc(C)c(O)c(C)c1		1000535		527-60-6		Phenol, 2,4,6-trimethyl-		136.19		1.02		13.00		3.15

		134		10005441		phenol unreactive excl. Diphenylether HRAC Ea		COc1ccc(C(=O)C)c(O)c1		1000561		552-41-0		2-HYDROXY-4-METHOXY-ACETOPHENON		166.18		0.38		69.50		2.05

		135		10005441		phenol unreactive excl. Diphenylether HRAC Ea		Cc1cccc(C)c1O		1000589		576-26-1		Phenol, 2,6-dimethyl-		122.17		0.91		15.00		2.61

		136		10005441		phenol unreactive excl. Diphenylether HRAC Ea		Oc1c(Cl)cc(Cl)c(Cl)c1Cl		1000598		58-90-2		Phenol, 2,3,4,6-tetrachloro-		231.89		2.62		0.56		4.09

		137		10005441		phenol unreactive excl. Diphenylether HRAC Ea		Cc1cc(O)ccc1Cl		1000607		59-50-7		Phenol, 4-chloro-3-methyl-		142.59		1.42		5.47		2.70

		138		10005441		phenol unreactive excl. Diphenylether HRAC Ea		CC(C)(c1ccccc1)c2ccc(O)cc2		1000611		599-64-4		Phenol, 4-(1-methyl-1-phenylethyl)-		212.29		2.25		1.20		4.12

		139		10005441		phenol unreactive excl. Diphenylether HRAC Ea		Oc1c(Br)c(Br)c(Br)c(Br)c1Br		1000623		608-71-9		Phenol, pentabromo-		488.59		3.72		0.09		5.96

		140		10005441		phenol unreactive excl. Diphenylether HRAC Ea		Oc1c(I)cc(I)cc1I		1000624		609-23-4		Phenol, 2,4,6-triiodo-		471.82		2.59		1.21		5.01

		141		10005441		phenol unreactive excl. Diphenylether HRAC Ea		Oc1ccc(Br)cc1Br		1000631		615-58-7		Phenol, 2,4-dibromo-		251.91		1.84		3.60		3.29

		142		10005441		phenol unreactive excl. Diphenylether HRAC Ea		Oc1c(cccc1)C=C		1000636		61788-44-1		STYRENATED PHENOL		120.15		1.33		5.60		2.41

		143		10005441		phenol unreactive excl. Diphenylether HRAC Ea		CCCc1ccc(O)cc1		1000668		645-56-7		Phenol, 4-propyl-		136.19		1.09		11.00		3.04

		144		10005441		phenol unreactive excl. Diphenylether HRAC Ea		NC(=O)c1ccccc1O		1000672		65-45-2		Benzamide, 2-hydroxy-		137.14		0.13		101.00		1.03

		145		10005441		phenol unreactive excl. Diphenylether HRAC Ea		CCC(C)(C)c1ccc(O)cc1		1000783		80-46-6		Phenol, 4-(1,1-dimethylpropyl)-		164.25		1.80		2.59		3.91

		146		10005441		phenol unreactive excl. Diphenylether HRAC Ea		Oc1ccc(Oc2ccccc2)cc1		1000796		831-82-3		Phenol, 4-phenoxy-		186.21		1.58		4.95		3.57

		147		10005441		phenol unreactive excl. Diphenylether HRAC Ea		Oc1ccc(cc1)C2CCC(CC2)c3ccc(O)cc3		1000801		843-55-0		4,4'-(cyclohexane-1,4-diyl)diphenol		268.36		2.17		1.80		5.48

		148		10005441		phenol unreactive excl. Diphenylether HRAC Ea		Oc1ccccc1C(=O)Nc2ccccc2		1000816		87-17-2		Benzamide, 2-hydroxy-N-phenyl-		213.24		1.73		3.95		3.30

		149		10005441		phenol unreactive excl. Diphenylether HRAC Ea		Oc1c(Cl)c(Cl)c(Cl)c(Cl)c1Cl		1000824		87-86-5		Phenol, pentachloro-		266.34		3.15		0.19		4.74

		150		10005441		phenol unreactive excl. Diphenylether HRAC Ea		Oc1c(Cl)cc(Cl)cc1Cl		1000826		88-06-2		Phenol, 2,4,6-trichloro-		197.45		1.61		4.89		3.45

		151		10005441		phenol unreactive excl. Diphenylether HRAC Ea		Oc1cccc2ccccc12		1000848		90-15-3		1-Naphthalenol		144.17		1.49		4.63		2.69

		152		10005441		phenol unreactive excl. Diphenylether HRAC Ea		Oc1ccccc1c2ccccc2		1000850		90-43-7		1,1'-Biphenyl -2-ol		170.21		1.44		6.15		3.28

		153		10005441		phenol unreactive excl. Diphenylether HRAC Ea		Oc1ccc(cc1)c2ccc(O)cc2		1000872		92-88-6		1,1'-Biphenyl -4,4'-diol		186.21		1.16		13.00		2.80

		154		10005441		phenol unreactive excl. Diphenylether HRAC Ea		Cc1ccccc1O		1000893		95-48-7		Phenol, 2-methyl-		108.14		0.89		14.00		2.06

		155		10005441		phenol unreactive excl. Diphenylether HRAC Ea		Oc1ccccc1Cl		1000900		95-57-8		Phenol, 2-chloro-		128.56		1.05		11.40		2.16

		156		10005441		phenol unreactive excl. Diphenylether HRAC Ea		Oc(c(ccc1C)C)c1		1000909		95-87-4		Phenol, 2,5-dimethyl-		122.17		1.33		5.70		2.61

		157		10005441		phenol unreactive excl. Diphenylether HRAC Ea		Oc1cc(Cl)c(Cl)cc1Cl		1000910		95-95-4		Phenol, 2,4,5-trichloro-		197.45		2.12		1.50		3.45

		158		10005441		phenol unreactive excl. Diphenylether HRAC Ea		Oc1ccc(Cl)cc1Cc2cc(Cl)ccc2O		1000926		97-23-4		Phenol, 2,2'-methylenebis 4-chloro-		269.13		2.94		0.31		4.34

		159		10005441		phenol unreactive excl. Diphenylether HRAC Ea		CC(C)(C)c1ccc(O)cc1		1000933		98-54-4		Phenol, 4-(1,1-dimethylethyl)-		150.22		1.47		5.15		3.42

		160		10005441		phenol unreactive excl. Diphenylether HRAC Ea		CCC(C)c1ccc(O)cc1		1000947		99-71-8		Phenol, 4-(1-methylpropyl)-		150.22		1.76		2.60		3.46

		161		10005441		phenol unreactive excl. Diphenylether HRAC Ea		COC(=O)c1ccc(O)cc1		1000948		99-76-3		Benzoic acid, 4-hydroxy-, methyl ester		152.15		0.40		60.00		2.00

		162		10006441		reactive phenol w/o 14- 12- (OH, NH2), w/o nito		CC(=O)Nc1ccc(O)cc1		1000045		103-90-2		Acetamide, N-(4-hydroxyphenyl)-		151.17		-0.73		814.00		0.27

		163		10006441		reactive phenol w/o 14- 12- (OH, NH2), w/o nito		Nc1ccc(C(=O)Oc2ccccc2)c(O)c1		1000266		133-11-9		Phenyl-4-aminosalicylate		229.24		1.68		4.76		2.95

		164		10006441		reactive phenol w/o 14- 12- (OH, NH2), w/o nito		Oc1cccc2cccnc12		1000305		148-24-3		8-Quinolinol		145.16		1.76		2.50		1.66

		165		10006441		reactive phenol w/o 14- 12- (OH, NH2), w/o nito		Oc1ccc(N=Nc2ccccc2)cc1		1000330		1689-82-3		Phenol, 4-(phenylazo)-		198.23		2.23		1.17		3.63

		166		10006441		reactive phenol w/o 14- 12- (OH, NH2), w/o nito		CCN(CC)c1ccc(C=O)c(O)c1		1000338		17754-90-4		Benzaldehyde, 4-(diethylamino)-2-hydroxy-		193.25		1.56		5.36		2.82

		167		10006441		reactive phenol w/o 14- 12- (OH, NH2), w/o nito		COC(=O)c1ccc(O)cc1O		1000366		2150-47-2		Benzoic acid, 2,4-dihydroxy-, methyl ester		168.15		0.56		45.80		2.12

		168		10006441		reactive phenol w/o 14- 12- (OH, NH2), w/o nito		Nc1cccc(O)c1		1000602		591-27-5		Phenol, 3-amino-		109.13		-0.04		120.00		0.24

		169		10006441		reactive phenol w/o 14- 12- (OH, NH2), w/o nito		CC(=O)Nc1ccccc1O		1000630		614-80-2		Acetamide, N-(2-hydroxyphenyl)-		151.17		0.75		27.00		0.62

		170		10006441		reactive phenol w/o 14- 12- (OH, NH2), w/o nito		CC(=O)Nc1cccc(O)c1		1000645		621-42-1		Acetamide, N-(3-hydroxyphenyl)-		151.17		-0.87		1130.00		0.27

		171		10006441		reactive phenol w/o 14- 12- (OH, NH2), w/o nito		Oc1ccc(C=O)c(O)c1		1000886		95-01-2		Benzaldehyde, 2,4-dihydroxy-		138.12		1.02		13.10		1.53

		172		10018141		urea unreactive		CCCC(C)C1(CC=C)C(=O)NC(=O)NC1=O		1000440		309-43-3		SECOBARBITAL, SODIUM SALT		238.29		1.04		23.60		2.36

		173		10018141		urea unreactive		CCC(C)N1C(=O)NC(C)=C(Br)C1=O		1000443		314-40-9		Bromacil		261.12		0.15		186.00		1.68

		174		10018141		urea unreactive		CN(C)C(=O)Nc1ccc(Cl)c(Cl)c1		1000449		330-54-1		Urea, N'-(3,4-dichlorophenyl)-N,N-dimethyl-		233.10		1.22		14.20		2.67

		175		10018141		urea unreactive		CCC1(C(=O)NC(=O)NC1=O)c2ccccc2		1000520		50-06-6		Phenobarbital		232.24		-0.32		484.00		1.33

		176		10018141		urea unreactive		CCN1C(=O)CC(=O)N(CC)C1=S		1000533		5217-47-0		4,6(1H,5H)-Pyrimidinedione, 1,3-diethyldihydro-2-thioxo-		200.26		-1.35		4510.00		1.03

		177		10018141		urea unreactive		CCCC(C)C1(CC)C(=O)NC(=O)NC1=O		1000583		57-33-0		PENTOBARBITAL SODIUM		226.28		0.66		49.50		2.00

		178		10018141		urea unreactive		CCC1(CCC(C)C)C(=O)NC(=O)NC1=O		1000586		57-43-2		Amobarbital		226.28		0.42		85.40		2.00

		179		10018141		urea unreactive		CCCC(C)C1(CC)C(=O)NC(=NC1=O)S		1000716		71-73-8		THIOPENTAL,SODIUM SALT		242.34		1.00		26.20		2.34

		180		10018141		urea unreactive		CC1(C)NC(=O)NC1=O		1000749		77-71-4		2,4-Imidazolidinedione, 5,5-dimethyl-		128.13		-2.11		16460.00		-0.27

		181		10536041		n+, N+		C[N+](C)(C)CC(=O)NN		1000235		123-46-6		Ethanaminium, 2-hydrazino-N,N,N-trimethyl-2-oxo-, chloride		133.20		-1.92		14000.00		-3.29

		182		10536041		n+, N+		C[n+]1ccccc1Cl		1000298		14338-32-0		2-CHLORO-1-METHYL-PYRIDINIUM IODIDE		129.59		0.11		199.00		-1.77

		183		10536041		n+, N+		C[N+](C)(C)c1ccccc1		1000416		28001-58-3		PHENYLTRIMETHYLAMMONIUM METHOSULFATE		137.23		-0.00		248.00		-0.97

		184		10536041		n+, N+		CC[N+](CC)(CC)Cc1ccccc1		1000575		56-37-1		Benzyltriethylammonium chloride		193.33		0.15		690.00		1.00

		185		10536041		n+, N+		CN(C)c1ccc(cc1)C(=C2C=CC(C=C2)=[N+](C)C)c3ccccc3		1000579		569-64-2		malachite green		364.92		3.42		0.14		3.00

		186		10536041		n+, N+		CCCCCCCCCCCCCCCC[N+](C)(C)C		1000581		57-09-0		Cetyltrimethylammonium bromide		285.56		3.11		0.28		5.18

		187		10536041		n+, N+		OC(=O)C[n+]1ccccc1		1000653		6266-23-5		Pyridinium, 1-(carboxymethyl)-, chloride		139.15		0.03		162.00		-3.91

		188		10536041		n+, N+		CCCCCCCCCCCC[N+](C)(C)CC(=O)O		1000689		683-10-3		1-Dodecanaminium, N-(carboxymethyl)-N,N-dimethyl-, hydroxide, inner salt-		273.46		2.29		1.40		2.47

		189		10536041		n+, N+		OS(=O)(=O)c1ccc[n+](Cc2ccccc2)c1		1000702		69723-94-0		1-BENZYLPYRIDINIUM 3-SULFONATE		251.30		-0.99		2410.00		-2.62

		190		10536041		n+, N+		C[N+](C)(C)C		1000734		75-57-0		N,N,N-Trimethylmethanaminium, Chloride		75.16		-0.62		462.00		-2.18

		191		10536041		n+, N+		C[N+](C)(C)c1ccccc1		1000929		98-04-4		Phenyl trimethyl ammonium iodide		137.23		0.03		580.00		-0.97

		192		10600041		primary alcohol SCAS		CC1(C)OCC(CO)O1		1000022		100-79-8		1,3-Dioxolane-4-methanol, 2,2-dimethyl-		132.16		-2.10		16700.00		1.07

		193		10600041		primary alcohol SCAS		CCCCC(CC)CO		1000049		104-76-7		1-Hexanol, 2-ethyl-		130.23		0.66		28.20		2.73

		194		10600041		primary alcohol SCAS		CCCCCCO		1000155		111-27-3		1-Hexanol		102.18		0.02		97.70		1.82

		195		10600041		primary alcohol SCAS		OCCOCCO		1000159		111-46-6		Ethanol, 2,2'-oxybis-		106.12		-2.85		75200.00		-1.47

		196		10600041		primary alcohol SCAS		CCCCCCCO		1000165		111-70-6		1-Heptanol		116.20		0.81		18.00		2.31

		197		10600041		primary alcohol SCAS		CCCCCCCCO		1000171		111-87-5		1-Octanol		130.23		0.98		13.50		2.81

		198		10600041		primary alcohol SCAS		CCOCCOCCO		1000173		111-90-0		Ethanol, 2-(2-ethoxyethoxy)-		134.18		-2.30		26500.00		-0.69

		199		10600041		primary alcohol SCAS		OCCOCCOCCO		1000178		112-27-6		Ethanol, 2,2'- 1,2-ethanediylbis(oxy) bis-		150.17		-2.66		68900.00		-1.75

		200		10600041		primary alcohol SCAS		CCCCCCCCCCO		1000179		112-30-1		1-Decanol		158.29		1.75		2.80		3.79

		201		10600041		primary alcohol SCAS		CCCCCCCCCCCCCO		1000183		112-70-9		1-Tridecanol		200.37		2.07		1.70		5.26

		202		10600041		primary alcohol SCAS		OCCOc1ccccc1		1000228		122-99-6		Ethanol, 2-phenoxy-		138.17		-0.40		344.00		1.10

		203		10600041		primary alcohol SCAS		CCCCCCCCCO		1000294		143-08-8		1-Nonanol		144.26		1.65		3.20		3.30

		204		10600041		primary alcohol SCAS		CC(C)CCCCCCCO		1000405		25339-17-7		Isodecanol		158.29		1.43		5.90		3.71

		205		10600041		primary alcohol SCAS		CC(CCO)CC(C)(C)C		1000457		3452-97-9		1-Hexanol, 3,5,5-trimethyl-		144.26		0.71		28.00		3.11

		206		10600041		primary alcohol SCAS		CCO		1000667		64-17-5		Ethanol		46.07		-2.50		14700.00		-0.14

		207		10600041		primary alcohol SCAS		CCCO		1000710		71-23-8		1-Propanol		60.10		-1.88		4550.00		0.35

		208		10600041		primary alcohol SCAS		CCCCO		1000711		71-36-3		1-Butanol		74.12		-1.37		1730.00		0.84

		209		10600041		primary alcohol SCAS		CCCCCO		1000712		71-41-0		1-Pentanol		88.15		-0.73		472.00		1.33

		210		10600041		primary alcohol SCAS		CC(C)CO		1000760		78-83-1		1-Propanol, 2-methyl-		74.12		-1.29		1430.00		0.77

		211		10600041		primary alcohol SCAS		CC(C)(c1ccc(OCCO)cc1)c2ccc(OCCO)cc2		1000846		901-44-0		Ethanol, 2,2'- (1-methylethylidene)bis(4,1-phenyleneoxy) bis-		316.40		1.18		21.00		3.22

		212		10600041		primary alcohol SCAS		CCC=CCCO		1000873		928-96-1		3-Hexen-1-ol, (Z)-		100.16		-0.58		381.00		1.61

		213		10600041		primary alcohol SCAS		CCC=CCCO		1000874		928-97-2		3-Hexen-1-ol, (E)-		100.16		-0.43		271.00		1.61

		214		12004041		CO_X ether unreactive		CC1(C)OCC(CO)O1		1000022		100-79-8		1,3-Dioxolane-4-methanol, 2,2-dimethyl-		132.16		-2.10		16700.00		1.07

		215		12004041		CO_X ether unreactive		O(c1ccccc1)c2ccccc2		1000031		101-84-8		Benzene, 1,1'-oxybis-		170.21		1.98		1.80		4.05

		216		12004041		CO_X ether unreactive		C(OCc1ccccc1)c2ccccc2		1000041		103-50-4		Benzene, 1,1'- oxybis(methylene) bis-		198.27		1.46		6.80		3.48

		217		12004041		CO_X ether unreactive		CC(C)OC(C)C		1000092		108-20-3		Propane, 2,2'-oxybis-		102.18		-0.89		786.00		1.88

		218		12004041		CO_X ether unreactive		C1CCOC1		1000123		109-99-9		Furan, tetrahydro-		72.11		-1.48		2160.00		0.94

		219		12004041		CO_X ether unreactive		c1ccoc1		1000124		110-00-9		Furan		68.08		0.05		61.00		1.36

		220		12004041		CO_X ether unreactive		C1OCOCO1		1000144		110-88-3		1,3,5-Trioxane		90.08		-1.82		5950.00		-0.56

		221		12004041		CO_X ether unreactive		OCCOCCO		1000159		111-46-6		Ethanol, 2,2'-oxybis-		106.12		-2.85		75200.00		-1.47

		222		12004041		CO_X ether unreactive		CCOCCOCCO		1000173		111-90-0		Ethanol, 2-(2-ethoxyethoxy)-		134.18		-2.30		26500.00		-0.69

		223		12004041		CO_X ether unreactive		OCCOCCOCCO		1000178		112-27-6		Ethanol, 2,2'- 1,2-ethanediylbis(oxy) bis-		150.17		-2.66		68900.00		-1.75

		224		12004041		CO_X ether unreactive		CCCCOc1ccccc1		1000182		1126-79-0		Benzene, butoxy-		150.22		1.42		5.77		3.55

		225		12004041		CO_X ether unreactive		OCCOc1ccccc1		1000228		122-99-6		Ethanol, 2-phenoxy-		138.17		-0.40		344.00		1.10

		226		12004041		CO_X ether unreactive		C1COCCO1		1000240		123-91-1		1,4-Dioxane		88.11		-2.07		10300.00		-0.32

		227		12004041		CO_X ether unreactive		ClC(COCC(Cl)C(Cl)(Cl)Cl)C(Cl)(Cl)Cl		1000253		127-90-2		1,1'-Oxybis[2,3,3,3-tetrachloropropane]		377.74		2.81		0.59		5.10

		228		12004041		CO_X ether unreactive		c1ccc2c(c1)oc3ccccc32		1000264		132-64-9		Dibenzofuran		168.20		2.05		1.51		3.71

		229		12004041		CO_X ether unreactive		OCc1cccc(Oc2ccccc2)c1		1000274		13826-35-2		Benzenemethanol, 3-phenoxy-		200.24		1.72		3.80		3.13

		230		12004041		CO_X ether unreactive		CCCCOCCCC		1000292		142-96-1		Butane, 1,1'-oxybis-		130.23		0.61		32.30		3.01

		231		12004041		CO_X ether unreactive		COc1cccc(O)c1		1000311		150-19-6		Phenol, 3-methoxy-		124.14		0.22		74.00		1.59

		232		12004041		CO_X ether unreactive		CC1(C)CCC(C)(C)O1		1000312		15045-43-9		2,2,5,5-Tetramethyl-tetrahydrofuran		128.22		-0.12		168.00		2.68

		233		12004041		CO_X ether unreactive		COc1ccc(O)cc1		1000313		150-76-5		Phenol, 4-methoxy-		124.14		0.05		110.00		1.59

		234		12004041		CO_X ether unreactive		COc1ccc(OC)cc1		1000314		150-78-7		Benzene, 1,4-dimethoxy-		138.17		0.07		117.00		2.15

		235		12004041		CO_X ether unreactive		COC(C)(C)C		1000322		1634-04-4		Propane, 2-methoxy-2-methyl-		88.15		-0.88		672.00		1.43

		236		12004041		CO_X ether unreactive		Oc1ccc(Oc2ccc(O)cc2)cc1		1000350		1965-09-9		Phenol, 4,4'-oxybis-		202.21		1.54		5.78		3.09

		237		12004041		CO_X ether unreactive		COc1c(Cl)cc(OC)cc1		1000361		2100-42-7		1,4-Dimethoxy-2-chlorobenzene		172.61		0.79		28.00		2.80

		238		12004041		CO_X ether unreactive		COc1cc(Cl)c(Cl)cc1O		1000396		2460-49-3		4,5-Dichloro-2-methoxyphenol		193.03		1.64		4.47		2.63

		239		12004041		CO_X ether unreactive		COc1ccc(O)c(c1)C(C)(C)C		1000401		25013-16-5		Butylated hydroxyanisole		180.25		1.49		5.80		3.50

		240		12004041		CO_X ether unreactive		c1cc2ccccc2o1		1000412		271-89-6		Benzofuran		118.14		0.93		14.00		2.54

		241		12004041		CO_X ether unreactive		C1(O2)C2CCCCCC1		1000422		286-62-4		Cyclooctene oxide		126.20		-0.20		200.00		2.64

		242		12004041		CO_X ether unreactive		CCCCCCOCC=C		1000447		3295-94-1		Allyl n-Hexyl Ether		142.24		1.46		4.90		3.37

		243		12004041		CO_X ether unreactive		Fc1ccc(Oc2ccc(F)cc2)cc1		1000450		330-93-8		DI-(P-FLUORPHENYL)-ETHER		206.19		2.26		1.13		4.45

		244		12004041		CO_X ether unreactive		Oc1cc(Cl)ccc1Oc2ccc(Cl)cc2Cl		1000453		3380-34-5		Phenol, 5-chloro-2-(2,4-dichlorophenoxy)-		289.55		2.64		0.67		4.66

		245		12004041		CO_X ether unreactive		BrCC1CCCCO1		1000458		34723-82-5		2-(BROMMETHYL)-TETRAHYDRO-2H-PYRAN		179.06		-0.06		205.00		2.19

		246		12004041		CO_X ether unreactive		C=CC1OCCO1		1000478		3984-22-3		1,3-DIOXOLANE, 2-ETHENYL-		100.12		0.19		65.00		0.47

		247		12004041		CO_X ether unreactive		CC1(C)OC2(C)CCC1CC2		1000505		470-82-6		2-Oxabicyclo 2.2.2 octane, 1,3,3-trimethyl-		154.25		0.18		102.00		3.13

		248		12004041		CO_X ether unreactive		C1Cc2ccccc2O1		1000513		496-16-2		Benzofuran, 2,3-dihydro-		120.15		0.17		81.70		2.51

		249		12004041		CO_X ether unreactive		CC(C)CCOCCC(C)C		1000553		544-01-4		Butane, 1,1'-oxybis 3-methyl-		158.29		1.37		6.80		3.85

		250		12004041		CO_X ether unreactive		COc1cccc(OC)c1C		1000577		5673-07-4		1,3-Dimethoxy-2-methylbenzene		152.19		0.88		20.20		2.70

		251		12004041		CO_X ether unreactive		CCOCC		1000618		60-29-7		Ethane, 1,1'-oxybis-		74.12		-1.54		2560.00		1.05

		252		12004041		CO_X ether unreactive		Cc1ccc(C)o1		1000652		625-86-5		Furan, 2,5-dimethyl-		96.13		0.13		71.10		2.46

		253		12004041		CO_X ether unreactive		c1(COC/C=C\COCc2ccccc2)ccccc1		1000694		68972-96-3		cis-1,4-Bisbenzyloxybut-2-ene		268.36		1.77		4.60		3.98

		254		12004041		CO_X ether unreactive		CCCCCOCCCCC		1000698		693-65-2		Pentane, 1,1'-oxybis-		158.29		1.70		3.14		4.00

		255		12004041		CO_X ether unreactive		Oc1ccc(Oc2ccccc2)cc1		1000796		831-82-3		Phenol, 4-phenoxy-		186.21		1.58		4.95		3.57

		256		12004041		CO_X ether unreactive		CC(C)(c1ccc(OCCO)cc1)c2ccc(OCCO)cc2		1000846		901-44-0		Ethanol, 2,2'- (1-methylethylidene)bis(4,1-phenyleneoxy) bis-		316.40		1.18		21.00		3.22

		257		12004041		CO_X ether unreactive		COc1ccc(CC=C)cc1OC		1000875		93-15-2		Benzene, 1,2-dimethoxy-4-(2-propenyl)-		178.23		1.10		14.00		3.03

		258		12100241		Cnos_X unreactive excl. HC		CCc1ccccn1		1000021		100-71-0		Pyridine, 2-ethyl-		107.16		-0.59		414.00		1.84

		259		12100241		Cnos_X unreactive excl. HC		CCc1ccc(C)nc1		1000051		104-90-5		Pyridine, 5-ethyl-2-methyl-		121.18		0.17		81.10		2.39

		260		12100241		Cnos_X unreactive excl. HC		C1CCc2ncccc2C1		1000053		10500-57-9		QUINOLINE, 5,6,7,8-TETRAHYDRO-		133.19		0.56		37.00		2.77

		261		12100241		Cnos_X unreactive excl. HC		Cc1ccncc1		1000102		108-89-4		Pyridine, 4-methyl-		93.13		-0.64		403.00		1.35

		262		12100241		Cnos_X unreactive excl. HC		Cc1cccnc1		1000109		108-99-6		Pyridine, 3-methyl-		93.13		-0.19		144.00		1.35

		263		12100241		Cnos_X unreactive excl. HC		Cc1ccccn1		1000111		109-06-8		Pyridine, 2-methyl-		93.13		-0.98		897.00		1.35

		264		12100241		Cnos_X unreactive excl. HC		c1cc[nH]c1		1000122		109-97-7		1H-Pyrrole		67.09		-0.50		210.00		0.88

		265		12100241		Cnos_X unreactive excl. HC		c1ccoc1		1000124		110-00-9		Furan		68.08		0.05		61.00		1.36

		266		12100241		Cnos_X unreactive excl. HC		c1ccsc1		1000125		110-02-1		Thiophene		85.15		0.43		31.00		1.81

		267		12100241		Cnos_X unreactive excl. HC		c1ccncc1		1000143		110-86-1		Pyridine		79.10		-0.10		99.80		0.80

		268		12100241		Cnos_X unreactive excl. HC		c1ccc2c(c1)oc3ccccc32		1000264		132-64-9		Dibenzofuran		168.20		2.05		1.51		3.71

		269		12100241		Cnos_X unreactive excl. HC		c1ccc2c(c1)sc3ccccc32		1000265		132-65-0		Dibenzothiophene		185.27		2.12		1.40		4.17

		270		12100241		Cnos_X unreactive excl. HC		Cc1cccc(Cl)n1		1000340		18368-63-3		6-Chloro-2-picoline		127.57		-0.26		232.00		2.00

		271		12100241		Cnos_X unreactive excl. HC		Brc1nc(Br)c(Br)[nH]1		1000357		2034-22-2		2,4,5-Tribromoimidazole		306.78		1.70		6.12		2.73

		272		12100241		Cnos_X unreactive excl. HC		Cc1nc(C)c(C)o1		1000359		20662-84-4		2,4,5-Trimethyloxazole		111.14		-0.61		449.00		1.86

		273		12100241		Cnos_X unreactive excl. HC		Clc1nc(Cl)c(Cl)c(Cl)c1Cl		1000367		2176-62-7		Pyridine, pentachloro-		251.33		2.73		0.47		4.03

		274		12100241		Cnos_X unreactive excl. HC		c1cc2ccccc2o1		1000412		271-89-6		Benzofuran		118.14		0.93		14.00		2.54

		275		12100241		Cnos_X unreactive excl. HC		c1ccc(cc1)c2cccc(n2)c3ccccc3		1000464		3558-69-8		Pyridine, 2,6-diphenyl-		231.30		3.04		0.21		4.33

		276		12100241		Cnos_X unreactive excl. HC		C(Cc1ccncc1)c2ccncc2		1000512		4916-57-8		1,2-BIS(4-PYRIDYL)-ETHAN		184.24		0.09		151.00		2.36

		277		12100241		Cnos_X unreactive excl. HC		Cc1ccc(C)o1		1000652		625-86-5		Furan, 2,5-dimethyl-		96.13		0.13		71.10		2.46

		278		12100241		Cnos_X unreactive excl. HC		Cc1cocn1		1000699		693-93-6		4-METHYLOXAZOL		83.09		-1.22		1390.00		0.76

		279		12100241		Cnos_X unreactive excl. HC		Cc1ncc[nH]1		1000700		693-98-1		1H-Imidazole, 2-methyl-		84.12		-0.54		286.00		0.61

		280		12100241		Cnos_X unreactive excl. HC		c1ccc(cc1)c2nc3ccccc3[nH]2		1000715		716-79-0		1H-Benzimidazole, 2-phenyl-		196.25		1.35		8.60		3.00

		281		12100241		Cnos_X unreactive excl. HC		Cc1c[nH]c(n1)c2ccccc2		1000794		827-43-0		1H-Imidazole, 4-methyl-2-phenyl-		160.22		0.55		45.00		2.37

		282		12100241		Cnos_X unreactive excl. HC		Cc1c[nH]c2ccccc12		1000798		83-34-1		1H-Indole, 3-methyl-		131.18		1.17		8.84		2.60

		283		12100241		Cnos_X unreactive excl. HC		Brc1ccsc1		1000817		872-31-1		Thiophene, 3-bromo-		164.04		1.42		6.19		2.70

		284		12100241		Cnos_X unreactive excl. HC		c1ccc2ncccc2c1		1000856		91-22-5		Quinoline		129.16		0.29		67.00		2.14

		285		12100241		Cnos_X unreactive excl. HC		c1ccc(cc1)c2ccncc2		1000880		939-23-1		Pyridine, 4-phenyl-		155.20		0.98		16.10		2.57

		286		12100241		Cnos_X unreactive excl. HC		c1c([nH]c2ccccc12)c3ccccc3		1000885		948-65-2		1H-Indole, 2-phenyl-		193.25		2.85		0.27		3.82

		287		12100241		Cnos_X unreactive excl. HC		c1nc2ccccc2s1		1000888		95-16-9		Benzothiazole		136.20		0.54		39.00		2.17

		288		12100541		C_X HC aromatic w/ X (unreactive )		Cc1ccc(Cl)cc1		1000063		106-43-4		Benzene, 1-chloro-4-methyl-		126.59		1.32		6.10		3.18

		289		12100541		C_X HC aromatic w/ X (unreactive )		Clc1ccc(Cl)cc1		1000065		106-46-7		Benzene, 1,4-dichloro-		147.00		1.82		2.20		3.28

		290		12100541		C_X HC aromatic w/ X (unreactive )		Clc1cc(Cl)cc(Cl)c1		1000098		108-70-3		Benzene, 1,3,5-trichloro-		181.45		1.75		3.20		3.93

		291		12100541		C_X HC aromatic w/ X (unreactive )		Clc1ccccc1		1000103		108-90-7		Benzene, chloro-		112.56		1.23		6.60		2.64

		292		12100541		C_X HC aromatic w/ X (unreactive )		Cc1c(Cl)cccc1Cl		1000200		118-69-4		Benzene, 1,3-dichloro-2-methyl-		161.03		1.85		2.30		3.83

		293		12100541		C_X HC aromatic w/ X (unreactive )		Clc1ccc(Cl)c(Cl)c1		1000211		120-82-1		Benzene, 1,2,4-trichloro-		181.45		1.88		2.40		3.93

		294		12100541		C_X HC aromatic w/ X (unreactive )		BrC(Br)c1ccccc1C(Br)Br		1000261		13209-15-9		Benzene, 1,2-bis(dibromomethyl)-		421.75		2.98		0.44		4.31

		295		12100541		C_X HC aromatic w/ X (unreactive )		Fc1ccc(Br)cc1F		1000460		348-61-8		4-bromo-1,2-difluorobenzene		192.99		1.39		7.80		3.28

		296		12100541		C_X HC aromatic w/ X (unreactive )		Clc1cccc(Cl)c1		1000550		541-73-1		Benzene, 1,3-dichloro-		147.00		1.41		5.70		3.28

		297		12100541		C_X HC aromatic w/ X (unreactive )		Brc1ccccc1Br		1000597		583-53-9		Benzene, 1,2-dibromo-		235.91		1.77		4.05		3.77

		298		12100541		C_X HC aromatic w/ X (unreactive )		ClC(Cl)c1c(Cl)cccc1Cl		1000787		81-19-6		Benzene, 1,3-dichloro-2-(dichloromethyl)-		229.92		2.37		0.97		4.26

		299		12100541		C_X HC aromatic w/ X (unreactive )		Clc1cccc(Cl)c1Cl		1000821		87-61-6		Benzene, 1,2,3-trichloro-		181.45		1.75		3.20		3.93

		300		12100541		C_X HC aromatic w/ X (unreactive )		Clc1cccc2ccccc12		1000845		90-13-1		Naphthalene, 1-chloro-		162.62		1.98		1.70		3.81

		301		12100541		C_X HC aromatic w/ X (unreactive )		Cc1ccccc1Cl		1000894		95-49-8		Benzene, 1-chloro-2-methyl-		126.59		1.22		7.70		3.18

		302		12100541		C_X HC aromatic w/ X (unreactive )		Clc1ccccc1Cl		1000895		95-50-1		Benzene, 1,2-dichloro-		147.00		1.59		3.80		3.28

		303		12100541		C_X HC aromatic w/ X (unreactive )		Cc1ccccc1F		1000897		95-52-3		Benzene, 1-fluoro-2-methyl-		110.13		0.75		19.40		2.74

		304		12100541		C_X HC aromatic w/ X (unreactive )		Cc1ccc(Cl)c(Cl)c1		1000903		95-75-0		Benzene, 1,2-dichloro-4-methyl-		161.03		1.74		4.30		3.83

		305		12100541		C_X HC aromatic w/ X (unreactive )		FC(F)(F)c1ccccc1		1000930		98-08-8		Benzene, (trifluoromethyl)-		146.11		0.89		19.00		2.96

		306		12100541		C_X HC aromatic w/ X (unreactive )		ClC(Cl)c1ccccc1		1000939		98-87-3		Benzene, (dichloromethyl)-		161.03		0.85		23.00		2.97

		307		12100741		C_X aromatic HC wo X, R3=0		CC(C)c1cccc2ccccc12		1000429		29253-36-9		Naphthalene, (1-methylethyl)-		170.26		2.36		0.74		4.63

		308		12100741		C_X aromatic HC wo X, R3=0		Cc1ccc2ccccc2c1C		1000585		573-98-8		1,2-Dimethylnaphthalene		156.23		1.83		2.30		4.26

		309		12100741		C_X aromatic HC wo X, R3=0		Cc1cc(C)c2ccccc2c1		1000588		575-41-7		1,3-Dimethylnaphthalene		156.23		1.94		1.80		4.26

		310		12100741		C_X aromatic HC wo X, R3=0		Cc1ccc2ccc(C)cc2c1		1000594		582-16-1		NAPHTHALENE, 2,7-DIMETHYL-		156.23		1.94		1.80		4.26

		311		12100741		C_X aromatic HC wo X, R3=0		C1Cc2cccc3cccc1c23		1000797		83-32-9		Acenaphthylene, 1,2-dihydro-		154.21		1.95		1.73		4.15

		312		12100741		C_X aromatic HC wo X, R3=0		c1ccc2c(c1)ccc3ccccc32		1000806		85-01-8		Phenanthrene		178.23		2.10		1.40		4.35

		313		12100741		C_X aromatic HC wo X, R3=0		Cc1cccc2ccccc12		1000844		90-12-0		Naphthalene, 1-methyl-		142.20		1.40		5.70		3.72

		314		12100741		C_X aromatic HC wo X, R3=0		c1ccc2ccccc2c1		1000855		91-20-3		Naphthalene		128.17		1.32		6.14		3.17

		315		12100741		C_X aromatic HC wo X, R3=0		Cc1ccc2ccccc2c1		1000858		91-57-6		Naphthalene, 2-methyl-		142.20		1.87		1.90		3.72

		316		12101041		C_X_aromatic w/o X, fused R=0		CCc1ccccc1		1000009		100-41-4		Benzene, ethyl-		106.17		1.00		10.50		3.03

		317		12101041		C_X_aromatic w/o X, fused R=0		CCCCc1ccccc1		1000048		104-51-8		Benzene, butyl-		134.22		1.61		3.30		4.01

		318		12101041		C_X_aromatic w/o X, fused R=0		Cc1ccc(C)cc1		1000062		106-42-3		Benzene, 1,4-dimethyl-		106.17		0.98		11.00		3.09

		319		12101041		C_X_aromatic w/o X, fused R=0		Cc1cccc(C)c1		1000093		108-38-3		Benzene, 1,3-dimethyl-		106.17		0.75		19.00		3.09

		320		12101041		C_X_aromatic w/o X, fused R=0		Cc1ccccc1		1000101		108-88-3		Benzene, methyl-		92.14		0.57		25.00		2.54

		321		12101041		C_X_aromatic w/o X, fused R=0		C=Cc1ccccc1C=C		1000262		1321-74-0		Benzene, diethenyl-		130.19		1.49		4.20		3.80

		322		12101041		C_X_aromatic w/o X, fused R=0		CCc1cccc(CC)c1		1000288		141-93-5		Benzene, 1,3-diethyl-		134.22		1.51		4.15		4.07

		323		12101041		C_X_aromatic w/o X, fused R=0		CC(C)(C)c1ccc(C=C)cc1		1000335		1746-23-2		Benzene, 1-(1,1-dimethylethyl)-4-ethenyl-		160.26		2.51		0.49		4.80

		324		12101041		C_X_aromatic w/o X, fused R=0		CC(C)c1ccccc1C(C)C		1000404		25321-09-9		Diisopropyl benzene		162.28		2.25		0.91		4.90

		325		12101041		C_X_aromatic w/o X, fused R=0		CCCCCc1ccccc1		1000545		538-68-1		Benzene, pentyl-		148.25		1.94		1.71		4.50

		326		12101041		C_X_aromatic w/o X, fused R=0		CCc1ccc(cc1)c2ccccc2		1000580		5707-44-8		4-ETHYL-1,1'-BIPHENYL		182.27		2.48		0.60		4.80

		327		12101041		C_X_aromatic w/o X, fused R=0		CC(c1ccccc1)c2cc(C)ccc2C		1000633		6165-51-1		Benzene, 1,4-dimethyl-2-(1-phenylethyl)-		210.32		2.83		0.31		5.24

		328		12101041		C_X_aromatic w/o X, fused R=0		c1ccccc1		1000713		71-43-2		Benzene		78.11		0.65		17.50		1.99

		329		12101041		C_X_aromatic w/o X, fused R=0		C1CCC(CC1)c2ccccc2		1000795		827-52-1		Benzene, cyclohexyl-		160.26		2.13		1.20		4.81

		330		12101041		C_X_aromatic w/o X, fused R=0		c1ccc(cc1)c2ccccc2c3ccccc3		1000800		84-15-1		1,1':2',1''-Terphenyl		230.31		3.28		0.12		5.52

		331		12101041		C_X_aromatic w/o X, fused R=0		c1ccc(cc1)c2cccc(c2)c3ccccc3		1000866		92-06-8		m-terphenyl		230.31		1.87		3.10		5.52

		332		12101041		C_X_aromatic w/o X, fused R=0		c1ccc(cc1)c2ccccc2		1000868		92-52-4		1,1'-Biphenyl		154.21		1.60		3.90		3.76

		333		12101041		C_X_aromatic w/o X, fused R=0		Cc1ccccc1C		1000892		95-47-6		Benzene, 1,2-dimethyl-		106.17		1.16		7.40		3.09

		334		12101041		C_X_aromatic w/o X, fused R=0		Cc1ccc(C)c(C)c1		1000901		95-63-6		Benzene, 1,2,4-trimethyl-		120.20		1.19		7.72		3.63

		335		12101041		C_X_aromatic w/o X, fused R=0		Cc1ccc(cc1)C(C)(C)C		1000932		98-51-1		Benzene, 1-(1,1-dimethylethyl)-4-methyl-		148.25		1.94		1.70		4.45

		336		12101041		C_X_aromatic w/o X, fused R=0		CC(C)c1ccccc1		1000936		98-82-8		Benzene, (1-methylethyl)-		120.20		1.28		6.32		3.45

		337		12101041		C_X_aromatic w/o X, fused R=0		CC(=C)c1ccccc1		1000937		98-83-9		Benzene, (1-methylethenyl)-		118.18		1.21		7.30		3.44

		338		12101041		C_X_aromatic w/o X, fused R=0		CC(C)c1ccc(C)cc1		1000950		99-87-6		Benzene, 1-methyl-4-(1-methylethyl)-		134.22		1.83		2.00		4.00

		339		12101741		C_X HC w/ X (excl. Halomethane)		CCCBr		1000073		106-94-5		Propane, 1-bromo-		122.99		0.26		67.30		2.16

		340		12101741		C_X HC w/ X (excl. Halomethane)		ClCCCl		1000075		107-06-2		Ethane, 1,2-dichloro-		98.96		-0.14		136.00		1.83

		341		12101741		C_X HC w/ X (excl. Halomethane)		CCCCBr		1000115		109-65-9		Butane, 1-bromo-		137.02		0.57		36.70		2.65

		342		12101741		C_X HC w/ X (excl. Halomethane)		ClCCCCCl		1000134		110-56-5		Butane, 1,4-dichloro-		127.01		0.39		51.60		2.81

		343		12101741		C_X HC w/ X (excl. Halomethane)		CCCCCCBr		1000153		111-25-1		Hexane, 1-bromo-		165.07		1.68		3.45		3.63

		344		12101741		C_X HC w/ X (excl. Halomethane)		CCCCCCCCBr		1000168		111-83-1		Octane, 1-bromo-		193.13		2.36		0.84		4.61

		345		12101741		C_X HC w/ X (excl. Halomethane)		CCCCCCCCCl		1000169		111-85-3		Octane, 1-chloro-		148.68		2.38		0.62		4.52

		346		12101741		C_X HC w/ X (excl. Halomethane)		ClC(=C(Cl)Cl)Cl		1000251		127-18-4		Ethene, tetrachloro-		165.83		1.07		14.00		2.97

		347		12101741		C_X HC w/ X (excl. Halomethane)		ClCCCCl		1000289		142-28-9		Propane, 1,3-dichloro-		112.99		0.01		111.00		2.32

		348		12101741		C_X HC w/ X (excl. Halomethane)		ClC=CCl		1000318		156-59-2		Ethene, 1,2-dichloro-, (Z)-		96.94		0.16		67.00		1.98

		349		12101741		C_X HC w/ X (excl. Halomethane)		ClCCCCCCl		1000655		628-76-2		Pentane, 1,5-dichloro-		141.04		0.75		25.30		3.30

		350		12101741		C_X HC w/ X (excl. Halomethane)		CCCCCCCBr		1000656		629-04-9		Heptane, 1-bromo-		179.10		2.09		1.47		4.12

		351		12101741		C_X HC w/ X (excl. Halomethane)		ClC(Cl)(Cl)C(Cl)(Cl)Cl		1000686		67-72-1		Ethane, hexachloro-		236.74		2.22		1.42		4.03

		352		12101741		C_X HC w/ X (excl. Halomethane)		CC(Cl)(Cl)Cl		1000714		71-55-6		Ethane, 1,1,1-trichloro-		133.41		0.45		47.30		2.68

		353		12101741		C_X HC w/ X (excl. Halomethane)		ClCCl		1000727		75-09-2		Methane, dichloro-		84.93		-0.59		330.00		1.34

		354		12101741		C_X HC w/ X (excl. Halomethane)		ClC(=C)Cl		1000732		75-35-4		Ethene, 1,1-dichloro-		96.94		0.33		45.00		2.12

		355		12101741		C_X HC w/ X (excl. Halomethane)		ClC(Cl)C(Cl)(Cl)Cl		1000738		76-01-7		Ethane, pentachloro-		202.30		1.43		7.53		3.11

		356		12101741		C_X HC w/ X (excl. Halomethane)		FC(F)(Cl)C(F)(Cl)Cl		1000740		76-13-1		Ethane, 1,1,2-trichloro-1,2,2-trifluoro-		187.38		0.99		19.00		3.09

		357		12101741		C_X HC w/ X (excl. Halomethane)		CC(Cl)CCl		1000761		78-87-5		Propane, 1,2-dichloro-		112.99		-0.15		160.00		2.25

		358		12101741		C_X HC w/ X (excl. Halomethane)		ClCC(Cl)Cl		1000766		79-00-5		Ethane, 1,1,2-trichloro-		133.41		0.21		81.60		2.01

		359		12101741		C_X HC w/ X (excl. Halomethane)		ClC=C(Cl)Cl		1000767		79-01-6		Ethene, trichloro-		131.39		0.54		38.00		2.47

		360		12101741		C_X HC w/ X (excl. Halomethane)		ClC(Cl)C(Cl)Cl		1000775		79-34-5		Ethane, 1,1,2,2-tetrachloro-		167.85		0.92		20.30		2.19

		361		12101741		C_X HC w/ X (excl. Halomethane)		ClC1CCCCC1Cl		1000792		822-86-6		1,2-Dichlorohexane-trans		153.05		0.92		18.40		3.54

		362		12101741		C_X HC w/ X (excl. Halomethane)		ClCC(Br)CBr		1000913		96-12-8		Propane, 1,2-dibromo-3-chloro-		236.33		0.78		39.00		2.68

		363		12101741		C_X HC w/ X (excl. Halomethane)		ClCC(Cl)CCl		1000916		96-18-4		Propane, 1,2,3-trichloro-		147.43		0.41		57.70		2.50

		364		12101841		C_X HC w/ X (incl. Halomethane)		ClC(Br)Br		1000244		124-48-1		Methane, dibromochloro-		208.28		0.42		79.00		1.70

		365		12101841		C_X HC w/ X (incl. Halomethane)		ClC(Cl)(Cl)Cl		1000572		56-23-5		Methane, tetrachloro-		153.82		1.31		7.60		2.44

		366		12101841		C_X HC w/ X (incl. Halomethane)		ClC(Cl)Cl		1000684		67-66-3		Methane, trichloro-		119.38		0.23		70.70		1.52

		367		12101841		C_X HC w/ X (incl. Halomethane)		ClC(Cl)Br		1000730		75-27-4		Methane, bromodichloro-		163.83		0.77		28.00		1.61

		368		12101841		C_X HC w/ X (incl. Halomethane)		IC(I)I		1000733		75-47-8		Methane, triiodo-		393.75		2.13		2.92		3.03

		369		12101941		CO_X alcohol less unreactive (EO mitigated)		OCCOCCO		1000159		111-46-6		Ethanol, 2,2'-oxybis-		106.12		-2.85		75200.00		-1.47

		370		12101941		CO_X alcohol less unreactive (EO mitigated)		CCOCCOCCO		1000173		111-90-0		Ethanol, 2-(2-ethoxyethoxy)-		134.18		-2.30		26500.00		-0.69

		371		12101941		CO_X alcohol less unreactive (EO mitigated)		OCCOCCOCCO		1000178		112-27-6		Ethanol, 2,2'- 1,2-ethanediylbis(oxy) bis-		150.17		-2.66		68900.00		-1.75

		372		12101941		CO_X alcohol less unreactive (EO mitigated)		OCCOc1ccccc1		1000228		122-99-6		Ethanol, 2-phenoxy-		138.17		-0.40		344.00		1.10

		373		12101941		CO_X alcohol less unreactive (EO mitigated)		CC(C)(c1ccc(OCCO)cc1)c2ccc(OCCO)cc2		1000846		901-44-0		Ethanol, 2,2'- (1-methylethylidene)bis(4,1-phenyleneoxy) bis-		316.40		1.18		21.00		3.22

		374		12102041		CO_X alcohol unreactive Fish		CC1(C)OCC(CO)O1		1000022		100-79-8		1,3-Dioxolane-4-methanol, 2,2-dimethyl-		132.16		-2.10		16700.00		1.07

		375		12102041		CO_X alcohol unreactive Fish		CC(C)(O)CCc1ccccc1		1000040		103-05-9		Benzenepropanol, .alpha.,.alpha.-dimethyl-		164.25		0.39		66.40		2.93

		376		12102041		CO_X alcohol unreactive Fish		CCCCC(CC)CO		1000049		104-76-7		1-Hexanol, 2-ethyl-		130.23		0.66		28.20		2.73

		377		12102041		CO_X alcohol unreactive Fish		CC(O)CC(C)(C)O		1000085		107-41-5		2,4-Pentanediol, 2-methyl-		118.18		-1.96		10700.00		0.58

		378		12102041		CO_X alcohol unreactive Fish		OC1CCCCC1		1000105		108-93-0		Cyclohexanol		100.16		-0.85		704.00		1.64

		379		12102041		CO_X alcohol unreactive Fish		CCCCCCO		1000155		111-27-3		1-Hexanol		102.18		0.02		97.70		1.82

		380		12102041		CO_X alcohol unreactive Fish		CCCCCCCO		1000165		111-70-6		1-Heptanol		116.20		0.81		18.00		2.31

		381		12102041		CO_X alcohol unreactive Fish		CCCCCCCCO		1000171		111-87-5		1-Octanol		130.23		0.98		13.50		2.81

		382		12102041		CO_X alcohol unreactive Fish		CCCCCCCCCCO		1000179		112-30-1		1-Decanol		158.29		1.75		2.80		3.79

		383		12102041		CO_X alcohol unreactive Fish		CCCCCCCCCCCCCO		1000183		112-70-9		1-Tridecanol		200.37		2.07		1.70		5.26

		384		12102041		CO_X alcohol unreactive Fish		CC(C)(O)C#C		1000187		115-19-5		3-Butyn-2-ol, 2-methyl-		84.12		-1.59		3290.00		0.45

		385		12102041		CO_X alcohol unreactive Fish		OCC(Cl)(Cl)Cl		1000189		115-20-8		Ethanol, 2,2,2-trichloro-		149.40		-0.30		299.00		1.21

		386		12102041		CO_X alcohol unreactive Fish		OC(c1ccc(Cl)cc1)(c2ccc(Cl)cc2)C(Cl)(Cl)Cl		1000190		115-32-2		Dicofol		370.49		3.12		0.28		5.81

		387		12102041		CO_X alcohol unreactive Fish		CC(O)(C#C)c1ccccc1		1000252		127-66-2		Benzenemethanol, .alpha.-ethynyl-.alpha.-methyl-		146.19		0.11		113.00		1.67

		388		12102041		CO_X alcohol unreactive Fish		OCc1cccc(Oc2ccccc2)c1		1000274		13826-35-2		Benzenemethanol, 3-phenoxy-		200.24		1.72		3.80		3.13

		389		12102041		CO_X alcohol unreactive Fish		CCCCCCCCCO		1000294		143-08-8		1-Nonanol		144.26		1.65		3.20		3.30

		390		12102041		CO_X alcohol unreactive Fish		CC(C)C(C)(O)C#C		1000304		1482-15-1		1-PENTYN-3-OL, 3,4-DIMETHYL-		112.17		-0.26		205.00		1.36

		391		12102041		CO_X alcohol unreactive Fish		CC(C)CCC(C)(O)C#C		1000348		19549-98-5		3,6-DIMETHYL-1-HEPTIN-3-OL		140.23		0.46		49.00		2.34

		392		12102041		CO_X alcohol unreactive Fish		CC(C)C1CCC(C)CC1O		1000370		2216-51-5		Cyclohexanol, 5-methyl-2-(1-methylethyl)-, 1R-(1.alpha.,2.beta.,5.alpha.) -		156.27		0.92		18.90		3.38

		393		12102041		CO_X alcohol unreactive Fish		OC1CCCCC1c2ccccc2		1000383		2362-61-0		TRANS-2-PHENYL-1-CYCLOHEXANOL		176.26		0.60		44.40		3.27

		394		12102041		CO_X alcohol unreactive Fish		CC(C)CCCCCCCO		1000405		25339-17-7		Isodecanol		158.29		1.43		5.90		3.71

		395		12102041		CO_X alcohol unreactive Fish		CC(O)c1ccccc1C		1000407		25675-28-9		1-(2-Methylphenyl)ethanol		136.19		-0.10		170.00		2.04

		396		12102041		CO_X alcohol unreactive Fish		CC(C)(O)C(F)(F)C(F)F		1000430		29553-26-2		2-Butanol, 3,3,4,4-tetrafluoro-2-methyl-		160.11		-0.56		582.00		1.50

		397		12102041		CO_X alcohol unreactive Fish		CC(CCO)CC(C)(C)C		1000457		3452-97-9		1-Hexanol, 3,5,5-trimethyl-		144.26		0.71		28.00		3.11

		398		12102041		CO_X alcohol unreactive Fish		OC(C#C)(c1ccccc1)c2ccccc2		1000474		3923-52-2		1,1-DIPHENYL-2-PROPYN-1-OL		208.26		1.27		11.10		2.88

		399		12102041		CO_X alcohol unreactive Fish		CC1(C)C2CCC1(C)C(O)C2		1000501		464-45-9		Bicyclo 2.2.1 heptan-2-ol, 1,7,7-trimethyl-, (1S-endo)-		154.25		0.39		63.20		2.85

		400		12102041		CO_X alcohol unreactive Fish		OC1CC2CCC1C2		1000516		497-37-0		Bicyclo 2.2.1 heptan-2-ol, exo-		112.17		-0.31		228.00		1.53

		401		12102041		CO_X alcohol unreactive Fish		CC(C)(O)C(Cl)(Cl)Cl		1000614		6001-64-5		1,1,1-TRICHLOR-2-METHYL-2-PROPANOL		177.46		0.12		135.00		2.09

		402		12102041		CO_X alcohol unreactive Fish		CC(C)C(O)C(C)C		1000615		600-36-2		3-Pentanol, 2,4-dimethyl-		116.20		-0.15		163.00		2.09

		403		12102041		CO_X alcohol unreactive Fish		CCO		1000667		64-17-5		Ethanol		46.07		-2.50		14700.00		-0.14

		404		12102041		CO_X alcohol unreactive Fish		CO		1000681		67-56-1		Methanol		32.04		-2.96		29400.00		-0.63

		405		12102041		CO_X alcohol unreactive Fish		CC(C)O		1000682		67-63-0		2-Propanol		60.10		-2.16		8680.00		0.28

		406		12102041		CO_X alcohol unreactive Fish		CCCO		1000710		71-23-8		1-Propanol		60.10		-1.88		4550.00		0.35

		407		12102041		CO_X alcohol unreactive Fish		CCCCO		1000711		71-36-3		1-Butanol		74.12		-1.37		1730.00		0.84

		408		12102041		CO_X alcohol unreactive Fish		CCCCCO		1000712		71-41-0		1-Pentanol		88.15		-0.73		472.00		1.33

		409		12102041		CO_X alcohol unreactive Fish		CC(=CCCC(=CCCC(C)(O)C=C)C)C		1000719		7212-44-4		1,6,10-Dodecatrien-3-ol, 3,7,11-trimethyl-		222.37		2.19		1.43		5.68

		410		12102041		CO_X alcohol unreactive Fish		CC(C)(C)O		1000735		75-65-0		2-Propanol, 2-methyl-		74.12		-1.94		6410.00		0.73

		411		12102041		CO_X alcohol unreactive Fish		CCC(C)(O)CC		1000750		77-74-7		3-Pentanol, 3-methyl-		102.18		-0.82		672.00		1.71

		412		12102041		CO_X alcohol unreactive Fish		CCC(C)(O)C#C		1000751		77-75-8		1-Pentyn-3-ol, 3-methyl-		98.15		-1.09		1220.00		0.94

		413		12102041		CO_X alcohol unreactive Fish		OC1(CCCCC1)C#C		1000753		78-27-3		Cyclohexanol, 1-ethynyl-		124.18		-0.31		256.00		1.81

		414		12102041		CO_X alcohol unreactive Fish		CC(=CCCC(C)(O)C=C)C		1000758		78-70-6		1,6-Octadien-3-ol, 3,7-dimethyl-		154.25		0.60		39.00		3.38

		415		12102041		CO_X alcohol unreactive Fish		CC(C)CO		1000760		78-83-1		1-Propanol, 2-methyl-		74.12		-1.29		1430.00		0.77

		416		12102041		CO_X alcohol unreactive Fish		CCC(C)O		1000763		78-92-2		2-Butanol		74.12		-1.69		3670.00		0.77

		417		12102041		CO_X alcohol unreactive Fish		CCC=CCCO		1000873		928-96-1		3-Hexen-1-ol, (Z)-		100.16		-0.58		381.00		1.61

		418		12102041		CO_X alcohol unreactive Fish		CCC=CCCO		1000874		928-97-2		3-Hexen-1-ol, (E)-		100.16		-0.43		271.00		1.61

		419		12102541		COS_X ketone unreactive		CC1(C)C2CCC1(C)C(=O)C2Br		1000039		10293-06-8		[1(R)-ENDO]-(+)-3-BROMOCAMPHER		231.13		0.53		68.50		3.31

		420		12102541		COS_X ketone unreactive		CCCC(=O)C		1000088		107-87-9		2-Pentanone		86.13		-1.16		1240.00		0.75

		421		12102541		COS_X ketone unreactive		CC(C)CC(=O)C		1000091		108-10-1		2-Pentanone, 4-methyl-		100.16		-0.72		522.00		1.16

		422		12102541		COS_X ketone unreactive		O=C1CCCCC1		1000106		108-94-1		Cyclohexanone		98.15		-0.80		621.00		1.13

		423		12102541		COS_X ketone unreactive		CC(C)CCC(=O)C		1000127		110-12-3		2-Hexanone, 5-methyl-		114.19		-0.14		159.00		1.66

		424		12102541		COS_X ketone unreactive		CCCCCC(=O)C		1000131		110-43-0		2-Heptanone		114.19		-0.06		131.00		1.73

		425		12102541		COS_X ketone unreactive		CC(=CCCC(=O)C)C		1000146		110-93-0		5-Hepten-2-one, 6-methyl-		126.20		0.17		85.70		2.06

		426		12102541		COS_X ketone unreactive		CCCCCCC(=O)C		1000148		111-13-7		2-Octanone		128.22		0.55		36.00		2.22

		427		12102541		COS_X ketone unreactive		CCCCCCCCCC(=O)C		1000175		112-12-9		2-Undecanone		170.30		2.06		1.50		3.69

		428		12102541		COS_X ketone unreactive		CC(=O)c1ccncc1		1000177		1122-54-9		Ethanone, 1-(4-pyridinyl)-		121.14		-0.14		168.00		0.49

		429		12102541		COS_X ketone unreactive		O=C(c1ccccc1)c2ccccc2		1000204		119-61-9		Methanone, diphenyl-		182.22		1.09		14.70		3.15

		430		12102541		COS_X ketone unreactive		CC1(C)CC(=O)CC(=O)C1		1000248		126-81-8		1,3-Cyclohexanedione, 5,5-dimethyl-		140.18		-1.91		11500.00		1.30

		431		12102541		COS_X ketone unreactive		COc1ccc(C(=O)c2ccccc2)c(O)c1		1000260		131-57-7		Methanone, (2-hydroxy-4-methoxyphenyl)phenyl-		228.25		1.78		3.80		3.52

		432		12102541		COS_X ketone unreactive		CC(=O)C=CC1C(=C(C)CCC1(C)C)C		1000267		1335-46-2		Ionone, methyl-		206.33		1.84		3.00		4.84

		433		12102541		COS_X ketone unreactive		CC(=O)c1ccc(Cl)c(Cl)c1Cl		1000272		13608-87-2		2,3,4-TRICHLOR-ACETOPHENON		223.49		2.05		2.00		3.61

		434		12102541		COS_X ketone unreactive		COc1ccc(C(=O)C)c(OC)c1OC		1000276		13909-73-4		2,3,4-Trimethoxyacetophenone		210.23		0.02		199.00		1.18

		435		12102541		COS_X ketone unreactive		Brc1ccc(cc1)C(=O)c2cccnc2		1000300		14548-45-9		4-BROMPHENYL-3-PYRIDYL-KETON		262.11		1.11		20.40		2.85

		436		12102541		COS_X ketone unreactive		O=C(c1ccccc1)c2ccncc2		1000301		14548-46-0		Methanone, phenyl-4-pyridinyl-		183.21		0.25		103.00		1.96

		437		12102541		COS_X ketone unreactive		CC(C(CCCC)C(C)=O)=O		1000316		1540-36-9		2,4-Pentanedione, 3-butyl-		156.23		-0.13		210.00		1.94

		438		12102541		COS_X ketone unreactive		CC(=O)c1ccc(Cl)cc1Cl		1000374		2234-16-4		Ethanone, 1-(2,4-dichlorophenyl)-		189.04		1.21		11.70		2.96

		439		12102541		COS_X ketone unreactive		CC(=O)c1cc2ccccc2s1		1000378		22720-75-8		1-benzo[b]thien-2-ylethan-1-one		177.25		1.25		10.00		2.67

		440		12102541		COS_X ketone unreactive		O=C(C1=CC=C(O)C=C1)C2=CC=C(O)C(O)=C2O		1000441		31127-54-5		2,3,4,4'-Tetrahydroxybenzophenon		246.22		0.84		36.00		2.42

		441		12102541		COS_X ketone unreactive		CC1(C)C2CCC1(C)C(=O)C2		1000502		464-48-2		Bicyclo 2.2.1 heptan-2-one, 1,7,7-trimethyl-, (1S)-		152.24		0.95		17.00		3.04

		442		12102541		COS_X ketone unreactive		CCCCC(=O)CCCC		1000521		502-56-7		5-Nonanone		142.24		0.66		31.00		2.71

		443		12102541		COS_X ketone unreactive		O=c1cc(oc2ccccc12)c3ccccc3		1000534		525-82-6		Flavone		222.24		1.80		3.50		3.51

		444		12102541		COS_X ketone unreactive		COc1ccc(C(=O)C)c(O)c1		1000561		552-41-0		2-HYDROXY-4-METHOXY-ACETOPHENON		166.18		0.38		69.50		2.05

		445		12102541		COS_X ketone unreactive		CC(C)C(=O)C		1000576		563-80-4		2-Butanone, 3-methyl-		86.13		-1.00		864.00		0.67

		446		12102541		COS_X ketone unreactive		CCCCC(=O)C		1000603		591-78-6		2-Hexanone		100.16		-0.63		428.00		1.24

		447		12102541		COS_X ketone unreactive		CCCCCCCCCCCC(=O)C		1000606		593-08-8		2-Tridecanone		198.35		2.74		0.36		4.68

		448		12102541		COS_X ketone unreactive		CCCCCCCCCCC(=O)C		1000635		6175-49-1		2-Dodecanone		184.32		2.19		1.18		4.18

		449		12102541		COS_X ketone unreactive		CC(=O)C		1000683		67-64-1		2-Propanone		58.08		-2.09		7160.00		-0.24

		450		12102541		COS_X ketone unreactive		CCCCCCCCC(=O)C		1000697		693-54-9		2-Decanone		156.27		1.51		4.83		3.20

		451		12102541		COS_X ketone unreactive		O=C1C2CC3CC(C2)CC1C3		1000705		700-58-3		2-Adamantanone		150.22		0.39		60.80		2.59

		452		12102541		COS_X ketone unreactive		CC(=O)C(C)(C)C		1000737		75-97-8		2-Butanone, 3,3-dimethyl-		100.16		0.06		87.00		1.13

		453		12102541		COS_X ketone unreactive		CCC(=O)C		1000764		78-93-3		2-Butanone		72.11		-1.65		3220.00		0.26

		454		12102541		COS_X ketone unreactive		CC(=O)C=CC1=C(C)CCCC1(C)C		1000776		79-77-6		3-Buten-2-one, 4-(2,6,6-trimethyl-1-cyclohexen-1-yl)-, (E)-		192.30		1.58		5.09		4.42

		455		12102541		COS_X ketone unreactive		CCCCCCCC(=O)C		1000790		821-55-6		2-Nonanone		142.24		0.97		15.20		2.71

		456		12102541		COS_X ketone unreactive		CC(=O)c1cccn1C		1000876		932-16-1		Ethanone, 1-(1-methyl-1H-pyrrol-2-yl)-		123.16		-0.11		157.00		1.11

		457		12102541		COS_X ketone unreactive		CCC(=O)CC		1000917		96-22-0		3-Pentanone		86.13		-1.25		1540.00		0.75

		458		12102541		COS_X ketone unreactive		CC(=O)c1ccccc1		1000938		98-86-2		Ethanone, 1-phenyl-		120.15		-0.13		162.00		1.67

		459		12102741		CO_X ketone unreactive aliphatic		CC1(C)C2CCC1(C)C(=O)C2Br		1000039		10293-06-8		[1(R)-ENDO]-(+)-3-BROMOCAMPHER		231.13		0.53		68.50		3.31

		460		12102741		CO_X ketone unreactive aliphatic		CCCC(=O)C		1000088		107-87-9		2-Pentanone		86.13		-1.16		1240.00		0.75

		461		12102741		CO_X ketone unreactive aliphatic		CC(C)CC(=O)C		1000091		108-10-1		2-Pentanone, 4-methyl-		100.16		-0.72		522.00		1.16

		462		12102741		CO_X ketone unreactive aliphatic		O=C1CCCCC1		1000106		108-94-1		Cyclohexanone		98.15		-0.80		621.00		1.13

		463		12102741		CO_X ketone unreactive aliphatic		CC(C)CCC(=O)C		1000127		110-12-3		2-Hexanone, 5-methyl-		114.19		-0.14		159.00		1.66

		464		12102741		CO_X ketone unreactive aliphatic		CCCCCC(=O)C		1000131		110-43-0		2-Heptanone		114.19		-0.06		131.00		1.73

		465		12102741		CO_X ketone unreactive aliphatic		CC(=CCCC(=O)C)C		1000146		110-93-0		5-Hepten-2-one, 6-methyl-		126.20		0.17		85.70		2.06

		466		12102741		CO_X ketone unreactive aliphatic		CCCCCCC(=O)C		1000148		111-13-7		2-Octanone		128.22		0.55		36.00		2.22

		467		12102741		CO_X ketone unreactive aliphatic		CCCCCCCCCC(=O)C		1000175		112-12-9		2-Undecanone		170.30		2.06		1.50		3.69

		468		12102741		CO_X ketone unreactive aliphatic		CC1(C)CC(=O)CC(=O)C1		1000248		126-81-8		1,3-Cyclohexanedione, 5,5-dimethyl-		140.18		-1.91		11500.00		1.30

		469		12102741		CO_X ketone unreactive aliphatic		CC(=O)C=CC1C(=C(C)CCC1(C)C)C		1000267		1335-46-2		Ionone, methyl-		206.33		1.84		3.00		4.84

		470		12102741		CO_X ketone unreactive aliphatic		CC(C(CCCC)C(C)=O)=O		1000316		1540-36-9		2,4-Pentanedione, 3-butyl-		156.23		-0.13		210.00		1.94

		471		12102741		CO_X ketone unreactive aliphatic		CC1(C)C2CCC1(C)C(=O)C2		1000502		464-48-2		Bicyclo 2.2.1 heptan-2-one, 1,7,7-trimethyl-, (1S)-		152.24		0.95		17.00		3.04

		472		12102741		CO_X ketone unreactive aliphatic		CCCCC(=O)CCCC		1000521		502-56-7		5-Nonanone		142.24		0.66		31.00		2.71

		473		12102741		CO_X ketone unreactive aliphatic		CC(C)C(=O)C		1000576		563-80-4		2-Butanone, 3-methyl-		86.13		-1.00		864.00		0.67

		474		12102741		CO_X ketone unreactive aliphatic		CCCCC(=O)C		1000603		591-78-6		2-Hexanone		100.16		-0.63		428.00		1.24

		475		12102741		CO_X ketone unreactive aliphatic		CCCCCCCCCCCC(=O)C		1000606		593-08-8		2-Tridecanone		198.35		2.74		0.36		4.68

		476		12102741		CO_X ketone unreactive aliphatic		CCCCCCCCCCC(=O)C		1000635		6175-49-1		2-Dodecanone		184.32		2.19		1.18		4.18

		477		12102741		CO_X ketone unreactive aliphatic		CC(=O)C		1000683		67-64-1		2-Propanone		58.08		-2.09		7160.00		-0.24

		478		12102741		CO_X ketone unreactive aliphatic		CCCCCCCCC(=O)C		1000697		693-54-9		2-Decanone		156.27		1.51		4.83		3.20

		479		12102741		CO_X ketone unreactive aliphatic		O=C1C2CC3CC(C2)CC1C3		1000705		700-58-3		2-Adamantanone		150.22		0.39		60.80		2.59

		480		12102741		CO_X ketone unreactive aliphatic		CC(=O)C(C)(C)C		1000737		75-97-8		2-Butanone, 3,3-dimethyl-		100.16		0.06		87.00		1.13

		481		12102741		CO_X ketone unreactive aliphatic		CCC(=O)C		1000764		78-93-3		2-Butanone		72.11		-1.65		3220.00		0.26

		482		12102741		CO_X ketone unreactive aliphatic		CC(=O)C=CC1=C(C)CCCC1(C)C		1000776		79-77-6		3-Buten-2-one, 4-(2,6,6-trimethyl-1-cyclohexen-1-yl)-, (E)-		192.30		1.58		5.09		4.42

		483		12102741		CO_X ketone unreactive aliphatic		CCCCCCCC(=O)C		1000790		821-55-6		2-Nonanone		142.24		0.97		15.20		2.71

		484		12102741		CO_X ketone unreactive aliphatic		CCC(=O)CC		1000917		96-22-0		3-Pentanone		86.13		-1.25		1540.00		0.75

		485		12102941		COS_X ketone unreactive aromatic fish		CC(=O)c1ccncc1		1000177		1122-54-9		Ethanone, 1-(4-pyridinyl)-		121.14		-0.14		168.00		0.49

		486		12102941		COS_X ketone unreactive aromatic fish		O=C(c1ccccc1)c2ccccc2		1000204		119-61-9		Methanone, diphenyl-		182.22		1.09		14.70		3.15

		487		12102941		COS_X ketone unreactive aromatic fish		COc1ccc(C(=O)c2ccccc2)c(O)c1		1000260		131-57-7		Methanone, (2-hydroxy-4-methoxyphenyl)phenyl-		228.25		1.78		3.80		3.52

		488		12102941		COS_X ketone unreactive aromatic fish		CC(=O)c1ccc(Cl)c(Cl)c1Cl		1000272		13608-87-2		2,3,4-TRICHLOR-ACETOPHENON		223.49		2.05		2.00		3.61

		489		12102941		COS_X ketone unreactive aromatic fish		COc1ccc(C(=O)C)c(OC)c1OC		1000276		13909-73-4		2,3,4-Trimethoxyacetophenone		210.23		0.02		199.00		1.18

		490		12102941		COS_X ketone unreactive aromatic fish		Brc1ccc(cc1)C(=O)c2cccnc2		1000300		14548-45-9		4-BROMPHENYL-3-PYRIDYL-KETON		262.11		1.11		20.40		2.85

		491		12102941		COS_X ketone unreactive aromatic fish		O=C(c1ccccc1)c2ccncc2		1000301		14548-46-0		Methanone, phenyl-4-pyridinyl-		183.21		0.25		103.00		1.96

		492		12102941		COS_X ketone unreactive aromatic fish		CC(=O)c1ccc(Cl)cc1Cl		1000374		2234-16-4		Ethanone, 1-(2,4-dichlorophenyl)-		189.04		1.21		11.70		2.96

		493		12102941		COS_X ketone unreactive aromatic fish		CC(=O)c1cc2ccccc2s1		1000378		22720-75-8		1-benzo[b]thien-2-ylethan-1-one		177.25		1.25		10.00		2.67

		494		12102941		COS_X ketone unreactive aromatic fish		O=C(C1=CC=C(O)C=C1)C2=CC=C(O)C(O)=C2O		1000441		31127-54-5		2,3,4,4'-Tetrahydroxybenzophenon		246.22		0.84		36.00		2.42

		495		12102941		COS_X ketone unreactive aromatic fish		O=c1cc(oc2ccccc12)c3ccccc3		1000534		525-82-6		Flavone		222.24		1.80		3.50		3.51

		496		12102941		COS_X ketone unreactive aromatic fish		COc1ccc(C(=O)C)c(O)c1		1000561		552-41-0		2-HYDROXY-4-METHOXY-ACETOPHENON		166.18		0.38		69.50		2.05

		497		12102941		COS_X ketone unreactive aromatic fish		CC(=O)c1cccn1C		1000876		932-16-1		Ethanone, 1-(1-methyl-1H-pyrrol-2-yl)-		123.16		-0.11		157.00		1.11

		498		12102941		COS_X ketone unreactive aromatic fish		CC(=O)c1ccccc1		1000938		98-86-2		Ethanone, 1-phenyl-		120.15		-0.13		162.00		1.67

		499		12103041		COS_X ester unreactive		CCCCOC(=O)C=CC(=O)OCCCC		1000058		105-75-9		2-Butenedioic acid (E)-, dibutyl ester		228.29		2.56		0.63		4.16

		500		12103041		COS_X ester unreactive		CCCCOC(=O)CCCCC(=O)OCCCC		1000059		105-99-7		Hexanedioic acid, dibutyl ester		258.36		1.85		3.64		4.33

		501		12103041		COS_X ester unreactive		CCCOC(=O)C		1000113		109-60-4		Acetic acid, propyl ester		102.13		0.23		60.00		1.36

		502		12103041		COS_X ester unreactive		CC(C)COC(=O)C		1000128		110-19-0		Acetic acid, 2-methylpropyl ester		116.16		0.83		17.00		1.77

		503		12103041		COS_X ester unreactive		CCOC(=O)CCCCCCCCC(=O)OCC		1000130		110-40-7		Decanedioic acid, diethyl ester		258.36		1.98		2.72		4.33

		504		12103041		COS_X ester unreactive		CCOCCOC(=O)C		1000150		111-15-9		Ethanol, 2-ethoxy-, acetate		132.16		0.50		42.00		0.59

		505		12103041		COS_X ester unreactive		COC(=O)c1ccc(Cl)cc1		1000181		1126-46-1		Benzoic acid, 4-chloro-, methyl ester		170.60		1.19		11.00		2.47

		506		12103041		COS_X ester unreactive		COC(=O)c1ccc(C#N)cc1		1000184		1129-35-7		4-CYANObenzoic acid METHYLESTER		161.16		0.54		46.80		1.38

		507		12103041		COS_X ester unreactive		Oc1ccccc1C(=O)Oc2ccccc2		1000198		118-55-8		Benzoic acid, 2-hydroxy-, phenyl ester		214.22		2.26		1.18		3.82

		508		12103041		COS_X ester unreactive		CCOC(=O)c1ccccc1O		1000199		118-61-6		Benzoic acid, 2-hydroxy-, ethyl ester		166.18		0.92		20.20		3.09

		509		12103041		COS_X ester unreactive		CCCCCC(=O)OCC		1000237		123-66-0		Hexanoic acid, ethyl ester		144.21		1.21		8.90		2.83

		510		12103041		COS_X ester unreactive		CCCCOC(=O)C		1000239		123-86-4		Acetic acid, butyl ester		116.16		0.81		18.00		1.85

		511		12103041		COS_X ester unreactive		Nc1ccc(C(=O)Oc2ccccc2)c(O)c1		1000266		133-11-9		Phenyl-4-aminosalicylate		229.24		1.68		4.76		2.95

		512		12103041		COS_X ester unreactive		CCCCOC(=O)CCC(=O)OCCCC		1000282		141-03-7		Butanedioic acid, dibutyl ester		230.30		1.71		4.46		3.35

		513		12103041		COS_X ester unreactive		CCOC(=O)CCCCC(=O)OCC		1000283		141-28-6		Hexanedioic acid, diethyl ester		202.25		1.05		17.99		2.37

		514		12103041		COS_X ester unreactive		CCOC(=O)C		1000286		141-78-6		Acetic acid ethyl ester		88.11		-0.42		230.00		0.86

		515		12103041		COS_X ester unreactive		CCCCCCOC(=O)C		1000291		142-92-7		Acetic acid, hexyl ester		144.21		1.52		4.40		2.83

		516		12103041		COS_X ester unreactive		CCCCOC(=O)c1ccc(cc1)C(=O)OCCCC		1000349		1962-75-0		p-Dibutylphthalate		278.35		2.67		0.59		4.61

		517		12103041		COS_X ester unreactive		COC(=O)c1ccc(O)cc1O		1000366		2150-47-2		Benzoic acid, 2,4-dihydroxy-, methyl ester		168.15		0.56		45.80		2.12

		518		12103041		COS_X ester unreactive		COC(=O)c1cc(Cl)ccc1Cl		1000426		2905-69-3		Benzoic acid, 2,5-dichloro-, methyl ester		205.04		1.17		14.00		3.12

		519		12103041		COS_X ester unreactive		CCCCOC(=O)c1cccc(c1)C(=O)OCCCC		1000442		3126-90-7		1,3-Benzenedicarboxylic acid, dibutyl ester		278.35		2.49		0.90		4.61

		520		12103041		COS_X ester unreactive		COC(=O)c1ccc(Cl)cc1N(=O)=O		1000489		42087-80-9		METHYL-4-CHLOR-2-NITROBENZOAT		215.59		0.89		27.70		2.29

		521		12103041		COS_X ester unreactive		CCOC(=O)C(Cl)(Cl)Cl		1000530		515-84-4		Acetic acid, trichloro-, ethyl ester		191.44		0.64		44.00		2.22

		522		12103041		COS_X ester unreactive		COC(=O)c1ccc(C(=O)OC)c(c1)N(=O)=O		1000539		5292-45-5		1,4-Benzenedicarboxylic acid, 2-nitro-, dimethyl ester		239.18		1.56		6.52		1.48

		523		12103041		COS_X ester unreactive		COC(=O)c1ccc(C(=O)OC)c(N)c1		1000544		5372-81-6		1,4-Benzenedicarboxylic acid, 2-amino-, dimethyl ester		209.20		1.37		8.94		2.10

		524		12103041		COS_X ester unreactive		CC(=O)OC(C)(C)C		1000549		540-88-5		Acetic acid, 1,1-dimethylethyl ester		116.16		-0.45		327.00		1.74

		525		12103041		COS_X ester unreactive		CCOC(=O)C(Cc1ccccc1)C(=O)OCC		1000622		607-81-8		Benzylmalonic acid, diethyl ester		250.29		1.66		5.43		3.02

		526		12103041		COS_X ester unreactive		COC(=O)c1ccc(cc1)N(=O)=O		1000638		619-50-1		Benzoic acid, 4-nitro-, methyl ester		181.15		0.88		23.80		1.65

		527		12103041		COS_X ester unreactive		OC1=C(CC2=C(O)C3=CC=CC=C3OC2=O)C(=O)OC2=CC=CC=C12		1000677		66-76-2		2H-1-Benzopyran-2-one, 3,3'-methylenebis 4-hydroxy-		336.30		1.82		5.11		1.92

		528		12103041		COS_X ester unreactive		CCCCCCC1CCC(=O)O1		1000706		706-14-9		2(3H)-Furanone, 5-hexyldihydro-		170.25		0.98		18.00		2.57

		529		12103041		COS_X ester unreactive		COC(=O)C		1000773		79-20-9		Acetic acid, methyl ester		74.08		-0.68		357.00		0.37

		530		12103041		COS_X ester unreactive		CCOC(=O)c1ccccc1C(=O)OCC		1000803		84-66-2		1,2-Benzenedicarboxylic acid, diethyl ester		222.24		0.84		31.80		2.65

		531		12103041		COS_X ester unreactive		CC(C)COC(=O)c1ccccc1C(=O)OCC(C)C		1000804		84-69-5		1,2-Benzenedicarboxylic acid, bis(2-methylpropyl) ester		278.35		1.97		3.00		4.46

		532		12103041		COS_X ester unreactive		CCCCOC(=O)c1ccccc1C(=O)OCCCC		1000805		84-74-2		1,2-Benzenedicarboxylic acid, dibutyl ester		278.35		2.00		2.80		4.61

		533		12103041		COS_X ester unreactive		CCOC(=O)c1cccc(N)c1		1000833		886-86-2		Benzoic acid, 3-amino-, ethyl ester, methanesulfonate		165.19		0.32		79.00		1.80

		534		12103041		COS_X ester unreactive		CCOC(=O)c1ccc(N)cc1		1000881		94-09-7		Benzoic acid, 4-amino-, ethyl ester		165.19		0.67		35.70		1.80

		535		12103041		COS_X ester unreactive		CCC(CC)C(=O)OCCOCCOCCOC(=O)C(CC)CC		1000887		95-08-9		Butanoic acid, 2-ethyl-, 1,2-ethanediylbis(oxy-2,1-ethanediyl) ester		346.46		1.57		9.40		3.64

		536		12103041		COS_X ester unreactive		COC(=O)c1ccc(O)cc1		1000948		99-76-3		Benzoic acid, 4-hydroxy-, methyl ester		152.15		0.40		60.00		2.00

		537		12103141		COS_X methacrylate		CCOCCOC(=O)C(=C)C		1000384		2370-63-0		2-Propenoic acid, 2-methyl-, 2-ethoxyethyl ester		158.20		0.76		27.70		1.49

		538		12103141		COS_X methacrylate		CC(=C)C(=O)OCC1CCCO1		1000395		2455-24-5		2-Propenoic acid, 2-methyl-, (tetrahydro-2-furanyl)methyl ester		170.21		0.69		34.70		1.80

		539		12103141		COS_X methacrylate		CC(=C)C(=O)OCc1ccccc1		1000399		2495-37-6		2-Propenoic acid, 2-methyl-, phenylmethyl ester		176.22		1.58		4.67		2.98

		540		12103141		COS_X methacrylate		CC(C)OC(=O)C(=C)C		1000504		4655-34-9		2-Propenoic acid, 2-methyl-, 1-methylethyl ester		128.17		0.53		38.00		2.18

		541		12103141		COS_X methacrylate		CCCCC(CC)COC(=O)C(=C)C		1000693		688-84-6		2-Propenoic acid, 2-methyl-, 2-ethylhexyl ester		198.31		1.85		2.80		4.64

		542		12103141		COS_X methacrylate		CC(=C)C(=O)OCCO		1000815		868-77-9		2-Propenoic acid, 2-methyl-, 2-hydroxyethyl ester		130.14		-0.24		227.00		0.30

		543		12103141		COS_X methacrylate		CCCCOC(=O)C(=C)C		1000928		97-88-1		2-Propenoic acid, 2-methyl-, butyl ester		142.20		1.40		5.60		2.75

		544		12120341		C_X HC aliphatic w/o X		C=CC1CCC=CC1		1000008		100-40-3		Cyclohexene, 4-ethenyl-		108.18		1.37		4.60		3.73

		545		12120341		C_X HC aliphatic w/o X		CC1CCCCC1		1000100		108-87-2		Cyclohexane, methyl-		98.19		1.67		2.10		3.59

		546		12120341		C_X HC aliphatic w/o X		CCCCCC		1000133		110-54-3		Hexane		86.18		1.54		2.50		3.29

		547		12120341		C_X HC aliphatic w/o X		C1CCCCC1		1000140		110-82-7		Cyclohexane		84.16		1.27		4.53		3.18

		548		12120341		C_X HC aliphatic w/o X		C1CCC=CC1		1000141		110-83-8		Cyclohexene		82.15		1.15		5.80		2.96

		549		12120341		C_X HC aliphatic w/o X		CCCCCCCC		1000161		111-65-9		Octane		114.23		2.43		0.42		4.27

		550		12120341		C_X HC aliphatic w/o X		C(=CCCC=CC1)C1		1000166		111-78-4		1,5-Cyclooctadiene		108.18		0.92		13.00		3.73

		551		12120341		C_X HC aliphatic w/o X		CC(=CCCC(=C)C=C)C		1000234		123-35-3		1,6-Octadiene, 7-methyl-3-methylene-		136.24		2.17		0.92		4.88

		552		12120341		C_X HC aliphatic w/o X		CC(=C)C1CCC(=CC1)C		1000275		138-86-3		Cyclohexene, 1-methyl-4-(1-methylethenyl)-		136.24		2.09		1.10		4.83

		553		12120341		C_X HC aliphatic w/o X		CC=C1CC2CC1C=C2		1000320		16219-75-3		Bicyclo 2.2.1 hept-2-ene, 5-ethylidene-		120.20		1.23		7.00		3.67

		554		12120341		C_X HC aliphatic w/o X		C=CCCCCCCC=C		1000324		1647-16-1		1,9-Decadiene		138.25		2.68		0.29		4.98

		555		12120341		C_X HC aliphatic w/o X		CCC1CCCCC1		1000328		1678-91-7		Ethyl cyclohexane		112.22		2.18		0.75		4.08

		556		12120341		C_X HC aliphatic w/o X		C1C2CC3CC1CC(C2)C3		1000418		281-23-2		Tricyclo 3.3.1.13,7 decane		136.24		2.69		0.28		3.94

		557		12120341		C_X HC aliphatic w/o X		C1C=CC2CC=CCC12		1000438		3048-65-5		1H-Indene, 3a,4,7,7a-tetrahydro-		120.20		1.44		4.40		3.28

		558		12120341		C_X HC aliphatic w/o X		C1CC2CC1C=C2		1000517		498-66-8		Bicyclo 2.2.1 hept-2-ene		94.16		0.97		10.00		2.85

		559		12120341		C_X HC aliphatic w/o X		CC(=C)C(=C)C		1000528		513-81-5		1,3-Butadiene, 2,3-dimethyl-		82.15		1.08		6.91		3.13

		560		12120341		C_X HC aliphatic w/o X		CC=CC=CC		1000605		592-46-1		2,4-Hexadiene		82.15		0.61		20.00		2.86

		561		12120341		C_X HC aliphatic w/o X		CC(=CC=C(C)C)C		1000744		764-13-6		2,4-Hexadiene, 2,5-dimethyl-		110.20		1.63		2.60		3.95

		562		12120341		C_X HC aliphatic w/o X		CC(=C)C=C		1000759		78-79-5		1,3-Butadiene, 2-methyl-		68.12		0.66		15.00		2.58

		563		12120341		C_X HC aliphatic w/o X		C1CCC2CCCCC2C1		1000854		91-17-8		Naphthalene, decahydro-		138.25		2.57		0.37		4.20

		564		12120341		C_X HC aliphatic w/o X		CC(C)C1CCC(C)CC1		1000949		99-82-1		Cyclohexane, 1-methyl-4-(1-methylethyl)-		140.27		2.87		0.19		4.92

		565		12200241		amine unreactive NH2 >1		Nc1ccc(Cc2ccc(N)c(Cl)c2)cc1Cl		1000024		101-14-4		Benzenamine, 4,4'-methylenebis 2-chloro-		267.16		2.64		0.61		3.47

		566		12200241		amine unreactive NH2 >1		Nc1ccc(Cc2ccc(N)cc2)cc1		1000027		101-77-9		Benzenamine, 4,4'-methylenebis-		198.27		0.98		21.00		2.18

		567		12200241		amine unreactive NH2 >1		NCCN		1000080		107-15-3		1,2-Ethanediamine		60.10		-0.56		220.00		-1.62

		568		12200241		amine unreactive NH2 >1		NCCCN		1000118		109-76-2		1,3-Propanediamine		74.13		-1.21		1190.00		-1.13

		569		12200241		amine unreactive NH2 >1		Cc1cc(ccc1N)c2ccc(N)c(C)c2		1000206		119-93-7		1,1'-Biphenyl -4,4'-diamine, 3,3'-dimethyl-		212.30		1.21		13.00		3.02

		570		12200241		amine unreactive NH2 >1		NCCCCCCN		1000242		124-09-4		1,6-Hexanediamine		116.21		0.21		71.00		0.35

		571		12200241		amine unreactive NH2 >1		NCc1cccc(CN)c1		1000303		1477-55-0		1,3-Benzenedimethanamine		136.20		0.19		88.00		0.15

		572		12200241		amine unreactive NH2 >1		Nc1ccc(Oc2cccc(Oc3ccc(N)cc3)c2)cc1		1000398		2479-46-1		4,4'-(1,3-PHENYLENEBIS(OXY)BISBENZENAMINE)		292.34		2.19		1.90		4.27

		573		12200241		amine unreactive NH2 >1		CC1CC(CC2CCC(N)C(C)C2)CCC1N		1000692		6864-37-5		Cyclohexanamine, 4,4'-methylenebis 2-methyl-		238.42		1.04		22.00		4.10

		574		12200241		amine unreactive NH2 >1		NCCCN1CCN(CCCN)CC1		1000718		7209-38-3		1,4-Piperazinedipropanamine		200.33		-1.19		3100.00		-1.35

		575		12200241		amine unreactive NH2 >1		CC(N)CN		1000762		78-90-0		1,2-Propanediamine		74.13		-1.13		1010.00		-1.20

		576		12200241		amine unreactive NH2 >1		CC(C)(N)C1CCC(C)(N)CC1		1000785		80-52-4		Cyclohexanemethanamine, 4-amino-.alpha.,.alpha.,4-trimethyl-		170.30		0.42		65.30		1.90

		577		12200241		amine unreactive NH2 >1		Nc1ccc(cc1Cl)c2ccc(N)c(Cl)c2		1000864		91-94-1		1,1'-Biphenyl -4,4'-diamine, 3,3'-dichloro-		253.13		2.70		0.51		3.21

		578		12200641		CNOS_X basic aromatic n unreactive, excl. triazine		OCc1cccnc1		1000015		100-55-0		3-Pyridinemethanol		109.13		-0.93		930.00		-0.11

		579		12200641		CNOS_X basic aromatic n unreactive, excl. triazine		CCc1ccccn1		1000021		100-71-0		Pyridine, 2-ethyl-		107.16		-0.59		414.00		1.84

		580		12200641		CNOS_X basic aromatic n unreactive, excl. triazine		CCc1ccc(C)nc1		1000051		104-90-5		Pyridine, 5-ethyl-2-methyl-		121.18		0.17		81.10		2.39

		581		12200641		CNOS_X basic aromatic n unreactive, excl. triazine		C1CCc2ncccc2C1		1000053		10500-57-9		QUINOLINE, 5,6,7,8-TETRAHYDRO-		133.19		0.56		37.00		2.77

		582		12200641		CNOS_X basic aromatic n unreactive, excl. triazine		Cc1ccncc1		1000102		108-89-4		Pyridine, 4-methyl-		93.13		-0.64		403.00		1.35

		583		12200641		CNOS_X basic aromatic n unreactive, excl. triazine		Cc1cccnc1		1000109		108-99-6		Pyridine, 3-methyl-		93.13		-0.19		144.00		1.35

		584		12200641		CNOS_X basic aromatic n unreactive, excl. triazine		Cc1ccccn1		1000111		109-06-8		Pyridine, 2-methyl-		93.13		-0.98		897.00		1.35

		585		12200641		CNOS_X basic aromatic n unreactive, excl. triazine		c1cc[nH]c1		1000122		109-97-7		1H-Pyrrole		67.09		-0.50		210.00		0.88

		586		12200641		CNOS_X basic aromatic n unreactive, excl. triazine		c1ccncc1		1000143		110-86-1		Pyridine		79.10		-0.10		99.80		0.80

		587		12200641		CNOS_X basic aromatic n unreactive, excl. triazine		O=N(=O)c1ccc(Cc2ccccn2)c(c1)N(=O)=O		1000188		1151-97-9		Pyridine, 2- (2,4-dinitrophenyl)methyl -		259.22		1.05		23.00		2.70

		588		12200641		CNOS_X basic aromatic n unreactive, excl. triazine		Oc1cccnc1N(=O)=O		1000315		15128-82-2		2-NITRO-3-PYRIDINOL		140.10		-0.08		167.00		0.72

		589		12200641		CNOS_X basic aromatic n unreactive, excl. triazine		Oc1cccc(Cl)n1		1000329		16879-02-0		6-CHLOR-2-PYRIDINOL		129.55		-0.22		214.00		1.72

		590		12200641		CNOS_X basic aromatic n unreactive, excl. triazine		Cc1nnc(N)nc1C		1000336		17584-12-2		3-AMINO-5,6-DIMETHYL-1,2,4-TRIAZIN		124.15		-0.88		952.00		-0.05

		591		12200641		CNOS_X basic aromatic n unreactive, excl. triazine		Cc1cccc(Cl)n1		1000340		18368-63-3		6-Chloro-2-picoline		127.57		-0.26		232.00		2.00

		592		12200641		CNOS_X basic aromatic n unreactive, excl. triazine		Brc1nc(Br)c(Br)[nH]1		1000357		2034-22-2		2,4,5-Tribromoimidazole		306.78		1.70		6.12		2.73

		593		12200641		CNOS_X basic aromatic n unreactive, excl. triazine		Cc1nc(C)c(C)o1		1000359		20662-84-4		2,4,5-Trimethyloxazole		111.14		-0.61		449.00		1.86

		594		12200641		CNOS_X basic aromatic n unreactive, excl. triazine		Clc1nc(Cl)c(Cl)c(Cl)c1Cl		1000367		2176-62-7		Pyridine, pentachloro-		251.33		2.73		0.47		4.03

		595		12200641		CNOS_X basic aromatic n unreactive, excl. triazine		Cc1ccc(cc1)S(=O)(=O)n2ccnc2		1000373		2232-08-8		1-(P-tolueneSULFONYL)-IMIDAZOL		222.27		0.73		41.80		1.92

		596		12200641		CNOS_X basic aromatic n unreactive, excl. triazine		OCCCc1cccnc1		1000421		2859-67-8		3-Pyridinepropanol		137.18		-0.04		150.00		0.87

		597		12200641		CNOS_X basic aromatic n unreactive, excl. triazine		c1ccc(cc1)c2cccc(n2)c3ccccc3		1000464		3558-69-8		Pyridine, 2,6-diphenyl-		231.30		3.04		0.21		4.33

		598		12200641		CNOS_X basic aromatic n unreactive, excl. triazine		Oc1ccc(Cl)cn1		1000490		4214-79-3		5-CHLOR-2-PYRIDINOL		129.55		-0.94		1140.00		1.72

		599		12200641		CNOS_X basic aromatic n unreactive, excl. triazine		C(Cc1ccncc1)c2ccncc2		1000512		4916-57-8		1,2-BIS(4-PYRIDYL)-ETHAN		184.24		0.09		151.00		2.36

		600		12200641		CNOS_X basic aromatic n unreactive, excl. triazine		Sc1nc2cc(Cl)ccc2s1		1000541		5331-91-9		5-Chloro-2-benzothiazolethiol		202.71		1.80		3.21		3.51

		601		12200641		CNOS_X basic aromatic n unreactive, excl. triazine		Cc1cc(Cl)nc(N)n1		1000570		5600-21-5		2-AMINO-4-CHLOR-6-METHYLPYRIMIDIN		143.58		0.01		141.00		1.07

		602		12200641		CNOS_X basic aromatic n unreactive, excl. triazine		CN(C)c1ccccn1		1000578		5683-33-0		2-Dimethylaminopyridine		122.17		-0.02		127.00		1.62

		603		12200641		CNOS_X basic aromatic n unreactive, excl. triazine		Oc1cccnc1Br		1000674		6602-32-0		2-BROM-3-HYDROXYPYRIDIN		174.00		-0.43		469.00		1.21

		604		12200641		CNOS_X basic aromatic n unreactive, excl. triazine		Oc1cccnc1Cl		1000676		6636-78-8		2-CHLOR-3-PYRIDINOL		129.55		-0.68		622.00		0.97

		605		12200641		CNOS_X basic aromatic n unreactive, excl. triazine		Cc1cocn1		1000699		693-93-6		4-METHYLOXAZOL		83.09		-1.22		1390.00		0.76

		606		12200641		CNOS_X basic aromatic n unreactive, excl. triazine		Cc1ncc[nH]1		1000700		693-98-1		1H-Imidazole, 2-methyl-		84.12		-0.54		286.00		0.61

		607		12200641		CNOS_X basic aromatic n unreactive, excl. triazine		c1ccc(cc1)c2nc3ccccc3[nH]2		1000715		716-79-0		1H-Benzimidazole, 2-phenyl-		196.25		1.35		8.60		3.00

		608		12200641		CNOS_X basic aromatic n unreactive, excl. triazine		Cc1cc(C)c(C#N)c(O)n1		1000746		769-28-8		3-Cyano-4,6-dimethyl-2-hydroxypyridine		148.17		-0.03		157.00		2.27

		609		12200641		CNOS_X basic aromatic n unreactive, excl. triazine		Cc1c[nH]c(n1)c2ccccc2		1000794		827-43-0		1H-Imidazole, 4-methyl-2-phenyl-		160.22		0.55		45.00		2.37

		610		12200641		CNOS_X basic aromatic n unreactive, excl. triazine		Cc1c[nH]c2ccccc12		1000798		83-34-1		1H-Indole, 3-methyl-		131.18		1.17		8.84		2.60

		611		12200641		CNOS_X basic aromatic n unreactive, excl. triazine		c1ccc2ncccc2c1		1000856		91-22-5		Quinoline		129.16		0.29		67.00		2.14

		612		12200641		CNOS_X basic aromatic n unreactive, excl. triazine		c1ccc(cc1)c2ccncc2		1000880		939-23-1		Pyridine, 4-phenyl-		155.20		0.98		16.10		2.57

		613		12200641		CNOS_X basic aromatic n unreactive, excl. triazine		c1c([nH]c2ccccc12)c3ccccc3		1000885		948-65-2		1H-Indole, 2-phenyl-		193.25		2.85		0.27		3.82

		614		12200641		CNOS_X basic aromatic n unreactive, excl. triazine		c1nc2ccccc2s1		1000888		95-16-9		Benzothiazole		136.20		0.54		39.00		2.17

		615		12200641		CNOS_X basic aromatic n unreactive, excl. triazine		CC(C)(C)NSc1nc2ccccc2s1		1000889		95-31-8		2-Benzothiazolesulfenamide, N-(1,1-dimethylethyl)-		239.38		2.23		1.40		2.56

		616		12200641		CNOS_X basic aromatic n unreactive, excl. triazine		C1CCC(CC1)NSc2nc3ccccc3s2		1000891		95-33-0		2-Benzothiazolesulfenamide, N-cyclohexyl-		265.42		2.10		2.10		3.47

		617		12200841		amine unreactive NH2 =1 aliphatic		NCc1ccccc1		1000011		100-46-9		Benzenemethanamine		107.16		0.02		102.00		1.07

		618		12200841		amine unreactive NH2 =1 aliphatic		CCCN		1000077		107-10-8		1-Propanamine		59.11		-0.72		308.00		0.34

		619		12200841		amine unreactive NH2 =1 aliphatic		CC(C)(C)CC(C)(C)N		1000086		107-45-9		2-Pentanamine, 2,4,4-trimethyl-		129.25		0.72		24.60		2.58

		620		12200841		amine unreactive NH2 =1 aliphatic		NC1CCCCC1		1000104		108-91-8		Cyclohexanamine		99.18		0.48		33.00		1.63

		621		12200841		amine unreactive NH2 =1 aliphatic		CCCCN		1000116		109-73-9		1-Butanamine		73.14		-0.56		268.00		0.83

		622		12200841		amine unreactive NH2 =1 aliphatic		COCCN		1000120		109-85-3		Ethanamine, 2-methoxy-		75.11		-0.84		524.00		-0.91

		623		12200841		amine unreactive NH2 =1 aliphatic		CCCCCN		1000135		110-58-7		1-Pentanamine		87.17		-0.31		177.00		1.33

		624		12200841		amine unreactive NH2 =1 aliphatic		CCCCCCN		1000154		111-26-2		1-Hexanamine		101.19		0.25		56.60		1.82

		625		12200841		amine unreactive NH2 =1 aliphatic		CCCCCCCN		1000163		111-68-2		1-Heptanamine		115.22		0.72		21.80		2.31

		626		12200841		amine unreactive NH2 =1 aliphatic		CCCCCCCCN		1000170		111-86-4		1-Octanamine		129.25		1.40		5.19		2.80

		627		12200841		amine unreactive NH2 =1 aliphatic		CCCCCCCCCN		1000176		112-20-9		1-Nonanamine		143.27		1.82		2.16		3.29

		628		12200841		amine unreactive NH2 =1 aliphatic		CCCCCCCCCCCCN		1000243		124-22-1		1-Dodecanamine		185.36		3.26		0.10		4.76

		629		12200841		amine unreactive NH2 =1 aliphatic		NCCN1CCNCC1		1000278		140-31-8		1-Piperazineethanamine		129.21		-1.23		2190.00		-1.57

		630		12200841		amine unreactive NH2 =1 aliphatic		NCCO		1000285		141-43-5		Ethanol, 2-amino-		61.08		-1.53		2070.00		-1.61

		631		12200841		amine unreactive NH2 =1 aliphatic		CCCCCCCCCCN		1000355		2016-57-1		1-Decanamine		157.30		2.18		1.03		3.78

		632		12200841		amine unreactive NH2 =1 aliphatic		CCCCCCCCCCCCCN		1000424		2869-34-3		1-Tridecanamine		199.38		3.49		0.07		5.25

		633		12200841		amine unreactive NH2 =1 aliphatic		CCC(C)N		1000454		33966-50-6		(+-)-SEC-BUTYLAMINE		73.14		-0.58		275.00		0.76

		634		12200841		amine unreactive NH2 =1 aliphatic		CC(C)(C)CN		1000592		5813-64-9		2,2-DIMETHYL-1-PROPYLAMIN		87.17		-0.74		475.00		1.21

		635		12200841		amine unreactive NH2 =1 aliphatic		CC(C)C(C)N		1000610		598-74-3		3-Methyl-2-butanamine		87.17		-0.51		284.00		1.18

		636		12200841		amine unreactive NH2 =1 aliphatic		CC(N)Cc1ccccc1		1000617		60-13-9		AMPHETAMINE SULFATE		135.21		0.91		28.80		1.76

		637		12200841		amine unreactive NH2 =1 aliphatic		CCCCCCC(C)N		1000696		693-16-3		2-Octanamine		129.25		1.40		5.19		2.73

		638		12200841		amine unreactive NH2 =1 aliphatic		CCCCCCCCCCCN		1000721		7307-55-3		N-UNDECYLAMIN		171.33		2.91		0.21		4.27

		639		12200841		amine unreactive NH2 =1 aliphatic		NC1(CC2CC3CC(C2)C1)C3		1000745		768-94-5		Tricyclo 3.3.1.13,7 decan-1-amine		151.25		0.78		25.00		2.43

		640		12200841		amine unreactive NH2 =1 aliphatic		CC(O)CN		1000765		78-96-6		2-Propanol, 1-amino-		75.11		-1.53		2520.00		-1.19

		641		12200841		amine unreactive NH2 =1 aliphatic		NCc1cc(cc(c1)C(F)(F)F)C(F)(F)F		1000807		85068-29-7		3,5-bis(trifluoromethyl)benzylamine		243.15		1.34		11.00		3.00

		642		12201241		amine unreactive aromatic w/ NO2, SO2 w/o o-C		Nc1ccc(cc1)N(=O)=O		1000001		100-01-6		Benzenamine, 4-nitro-		138.13		0.04		85.00		1.47

		643		12201241		amine unreactive aromatic w/ NO2, SO2 w/o o-C		CCCCc1ccc(N)cc1		1000046		104-13-2		Benzenamine, 4-butyl-		149.24		1.17		10.20		3.10

		644		12201241		amine unreactive aromatic w/ NO2, SO2 w/o o-C		Nc1ccc(Br)cc1		1000060		106-40-1		Benzenamine, 4-bromo-		172.03		0.56		47.50		1.97

		645		12201241		amine unreactive aromatic w/ NO2, SO2 w/o o-C		Cc1ccc(N)cc1		1000068		106-49-0		Benzenamine, 4-methyl-		107.16		-0.05		120.00		1.62

		646		12201241		amine unreactive aromatic w/ NO2, SO2 w/o o-C		Cc1cc(C)cc(N)c1		1000097		108-69-0		Benzenamine, 3,5-dimethyl-		121.18		0.55		34.00		2.17

		647		12201241		amine unreactive aromatic w/ NO2, SO2 w/o o-C		Nc1ccc(cc1Cl)N(=O)=O		1000222		121-87-9		Benzenamine, 2-chloro-4-nitro-		172.57		0.93		20.10		2.12

		648		12201241		amine unreactive aromatic w/ NO2, SO2 w/o o-C		Nc1cccc(Oc2ccccc2)c1		1000307		1484-26-0		3-AMINO-DIPHENYLETHER		185.23		1.31		9.14		3.13

		649		12201241		amine unreactive aromatic w/ NO2, SO2 w/o o-C		CCCCCCCCc1ccc(N)cc1		1000321		16245-79-7		4-Octylaniline		205.35		3.23		0.12		5.06

		650		12201241		amine unreactive aromatic w/ NO2, SO2 w/o o-C		Nc1ccc(F)c(c1)C(F)(F)F		1000382		2357-47-3		A,A,A-4-TETRAFLUOR-M-TOLUIDIN		179.12		0.77		30.10		2.24

		651		12201241		amine unreactive aromatic w/ NO2, SO2 w/o o-C		CCCCCCOc1ccc(N)cc1		1000479		39905-57-2		Benzenamine, 4-(hexyloxy)-		193.29		1.81		3.01		3.61

		652		12201241		amine unreactive aromatic w/ NO2, SO2 w/o o-C		CCc1ccc(N)cc1		1000600		589-16-2		Benzenamine, 4-ethyl-		121.18		0.22		73.00		2.11

		653		12201241		amine unreactive aromatic w/ NO2, SO2 w/o o-C		Nc1ccc(N=Nc2ccccc2)cc1		1000616		60-09-3		Benzenamine, 4-(phenylazo)-		197.24		2.75		0.35		3.19

		654		12201241		amine unreactive aromatic w/ NO2, SO2 w/o o-C		CCOc1ccc(N)c(c1)N(=O)=O		1000634		616-86-4		Benzenamine, 4-ethoxy-2-nitro-		182.18		0.85		26.00		2.59

		655		12201241		amine unreactive aromatic w/ NO2, SO2 w/o o-C		CCC(=O)c1ccc(N)cc1		1000707		70-69-9		1-Propanone, 1-(4-aminophenyl)-		149.19		0.01		146.00		1.25

		656		12201241		amine unreactive aromatic w/ NO2, SO2 w/o o-C		CCOC(=O)c1cccc(N)c1		1000833		886-86-2		Benzoic acid, 3-amino-, ethyl ester, methanesulfonate		165.19		0.32		79.00		1.80

		657		12201241		amine unreactive aromatic w/ NO2, SO2 w/o o-C		O=N(=O)c(c(N)ccc1Cl)c1		1000837		89-63-4		Benzenamine, 4-chloro-2-nitro-		172.57		1.01		17.00		2.66

		658		12201241		amine unreactive aromatic w/ NO2, SO2 w/o o-C		CCOC(=O)c1ccc(N)cc1		1000881		94-09-7		Benzoic acid, 4-amino-, ethyl ester		165.19		0.67		35.70		1.80

		659		12201241		amine unreactive aromatic w/ NO2, SO2 w/o o-C		Nc1ccc(Cl)c(Cl)c1		1000904		95-76-1		Benzenamine, 3,4-dichloro-		162.02		1.17		11.00		2.37

		660		12201241		amine unreactive aromatic w/ NO2, SO2 w/o o-C		O=N(=O)c(c(N)ccc1OC)c1		1000923		96-96-8		Benzenamine, 4-methoxy-2-nitro-		168.15		0.61		41.00		2.10

		661		12201241		amine unreactive aromatic w/ NO2, SO2 w/o o-C		Nc1ccc(cc1N(=O)=O)N(=O)=O		1000925		97-02-9		Benzenamine, 2,4-dinitro-		183.12		1.09		14.80		1.84

		662		12201241		amine unreactive aromatic w/ NO2, SO2 w/o o-C		CC(=O)c1cccc(N)c1		1000941		99-03-6		Ethanone, 1-(3-aminophenyl)-		135.17		-0.45		382.00		0.76

		663		12201241		amine unreactive aromatic w/ NO2, SO2 w/o o-C		Nc1cccc(c1)N(=O)=O		1000944		99-09-2		Benzenamine, 3-nitro-		138.13		0.19		90.00		1.47

		664		12201241		amine unreactive aromatic w/ NO2, SO2 w/o o-C		CC(C)c1ccc(N)cc1		1000951		99-88-7		p-Isopropylaniline		135.21		0.47		46.00		2.53

		665		12201441		CNO_X amine NH2 reactive H (n, (OH, NH2) parent)		Nc1ccc(Cl)cc1		1000066		106-47-8		Benzenamine, 4-chloro-		127.57		1.34		5.80		1.72

		666		12201441		CNO_X amine NH2 reactive H (n, (OH, NH2) parent)		Nc1cccc(Cl)c1		1000094		108-42-9		Benzenamine, 3-chloro-		127.57		1.16		8.80		1.72

		667		12201441		CNO_X amine NH2 reactive H (n, (OH, NH2) parent)		Nc1ccc(C(=O)Oc2ccccc2)c(O)c1		1000266		133-11-9		Phenyl-4-aminosalicylate		229.24		1.68		4.76		2.95

		668		12201441		CNO_X amine NH2 reactive H (n, (OH, NH2) parent)		Nc1c(Cl)c(Cl)cc(Cl)c1Cl		1000459		3481-20-7		2,3,5,6-Tetrachloroaniline		230.91		2.93		0.27		3.65

		669		12201441		CNO_X amine NH2 reactive H (n, (OH, NH2) parent)		Nc1ccc(F)cc1		1000467		371-40-4		Benzenamine, 4-fluoro-		111.12		0.82		16.90		1.28

		670		12201441		CNO_X amine NH2 reactive H (n, (OH, NH2) parent)		O(CCN(c(c(OCC)cc(N)c1OCC)c1)C2)C2		1000532		51963-82-7		Benzenamine, 2,5-diethoxy-4-(4-morpholinyl)-		266.34		1.08		22.00		2.01

		671		12201441		CNO_X amine NH2 reactive H (n, (OH, NH2) parent)		Nc1cccc(O)c1		1000602		591-27-5		Phenol, 3-amino-		109.13		-0.04		120.00		0.24

		672		12201441		CNO_X amine NH2 reactive H (n, (OH, NH2) parent)		Nc1ccccc1		1000650		62-53-3		Benzenamine		93.13		0.54		27.00		1.08

		673		12201441		CNO_X amine NH2 reactive H (n, (OH, NH2) parent)		Nc1c(F)c(F)c(F)c(F)c1F		1000747		771-60-8		Benzenamine, 2,3,4,5,6-pentafluoro-		183.08		0.69		37.10		2.08

		674		12201441		CNO_X amine NH2 reactive H (n, (OH, NH2) parent)		Nc1ccc2ccccc2c1		1000859		91-59-8		2-Naphthalenamine		143.19		1.56		3.90		2.25

		675		12201441		CNO_X amine NH2 reactive H (n, (OH, NH2) parent)		Nc1ccccc1Cl		1000896		95-51-2		Benzenamine, 2-chloro-		127.57		1.24		7.30		1.72

		676		12201441		CNO_X amine NH2 reactive H (n, (OH, NH2) parent)		Nc1cc(Cl)ccc1Cl		1000908		95-82-9		Benzenamine, 2,5-dichloro-		162.02		1.87		2.20		2.37

		677		12202141		CN_X amine unreactive NH, N< aromatic		CNc1ccccc1		1000016		100-61-8		Benzenamine, N-methyl-		107.16		0.27		58.00		1.62

		678		12202141		CN_X amine unreactive NH, N< aromatic		CCNc1cccc(C)c1		1000034		102-27-2		Benzenamine, N-ethyl-3-methyl-		135.21		0.44		49.50		2.66

		679		12202141		CN_X amine unreactive NH, N< aromatic		CCNc1ccccc1		1000042		103-69-5		Benzenamine, N-ethyl-		121.18		0.18		80.00		2.11

		680		12202141		CN_X amine unreactive NH, N< aromatic		CN(C)c1ccccc1		1000219		121-69-7		Benzenamine, N,N-dimethyl-		121.18		0.28		64.10		2.17

		681		12202141		CN_X amine unreactive NH, N< aromatic		N(c1ccccc1)c2ccccc2		1000224		122-39-4		Benzenamine, N-phenyl-		169.23		1.41		6.60		3.29

		682		12202141		CN_X amine unreactive NH, N< aromatic		CN(C)c1ccc(cc1)C(=N)c2ccc(cc2)N(C)C		1000397		2465-27-2		C.I. Basic Yellow 2		267.38		1.65		6.00		2.98

		683		12202141		CN_X amine unreactive NH, N< aromatic		CNc1ccc(F)cc1		1000499		459-59-6		4-FLUOR-N-METHYLANILIN		125.15		0.51		38.40		1.82

		684		12202141		CN_X amine unreactive NH, N< aromatic		C=CCNc1ccccc1		1000599		589-09-3		N-ALLYL-ANILIN		133.19		0.57		35.90		2.47

		685		12202141		CN_X amine unreactive NH, N< aromatic		Cc1ccc(Nc2ccc(C)cc2)cc1		1000643		620-93-9		Benzenamine, 4-methyl-N-(4-methylphenyl)-		197.28		2.66		0.43		4.39

		686		12202141		CN_X amine unreactive NH, N< aromatic		N(c1ccccc1)c2cccc3ccccc23		1000849		90-30-2		1-Naphthalenamine, N-phenyl-		219.29		2.50		0.70		4.47

		687		12202141		CN_X amine unreactive NH, N< aromatic		CCN(CC)c1ccccc1		1000861		91-66-7		Benzenamine, N,N-diethyl-		149.24		0.96		26.00		3.15

		688		12202141		CN_X amine unreactive NH, N< aromatic		CN(C)c1ccc(C)cc1		1000955		99-97-8		Benzenamine, N,N,4-trimethyl-		135.21		0.44		48.90		2.72

		689		12202241		CN_X amine unreactive NH, N< aliphatic		C1CCC(CC1)NC2CCCCC2		1000030		101-83-7		Cyclohexanamine, N-cyclohexyl-		181.32		1.18		12.00		4.37

		690		12202241		CN_X amine unreactive NH, N< aliphatic		CCCN(CCC)CCC		1000035		102-69-2		1-Propanamine, N,N-dipropyl-		143.27		0.45		50.90		2.99

		691		12202241		CN_X amine unreactive NH, N< aliphatic		CN(C)Cc1ccccc1		1000044		103-83-3		Benzenemethanamine, N,N-dimethyl-		135.21		0.55		24.00		1.75

		692		12202241		CN_X amine unreactive NH, N< aliphatic		CN1CCNCC1		1000110		109-01-3		Piperazine, 1-methyl-		100.17		-1.36		2300.00		-0.59

		693		12202241		CN_X amine unreactive NH, N< aliphatic		CC1CNCCN1		1000112		109-07-9		Piperazine, 2-methyl-		100.17		-1.35		2240.00		-0.38

		694		12202241		CN_X amine unreactive NH, N< aliphatic		CCNCC		1000121		109-89-7		Ethanamine, N-ethyl-		73.14		0.43		27.00		0.81

		695		12202241		CN_X amine unreactive NH, N< aliphatic		CCN(CC)CC		1000218		121-44-8		Ethanamine, N,N-diethyl-		101.19		0.63		24.00		1.51

		696		12202241		CN_X amine unreactive NH, N< aliphatic		CCCCCCNCCCCCC		1000295		143-16-8		1-Hexanamine, N-hexyl-		185.36		2.38		0.78		4.74

		697		12202241		CN_X amine unreactive NH, N< aliphatic		CCNCc1ccccc1		1000297		14321-27-8		Benzenemethanamine, N-ethyl-		135.21		0.37		57.10		2.03

		698		12202241		CN_X amine unreactive NH, N< aliphatic		C(N1CCNCC1)c2ccccc2		1000414		2759-28-6		1-BENZYLPIPERAZIN		176.26		0.57		47.40		1.12

		699		12202241		CN_X amine unreactive NH, N< aliphatic		C1CN2CCN1CC2		1000417		280-57-9		1,4-Diazabicyclo 2.2.2 octane		112.18		-1.19		1730.00		-0.49

		700		12202241		CN_X amine unreactive NH, N< aliphatic		CN(C)CCCCl		1000548		5407-04-5		3-Chloro-N,N-dimethyl-1-propanamine, Hydrochloride		121.61		0.08		133.00		1.27

		701		12202241		CN_X amine unreactive NH, N< aliphatic		CN1CCCC1c2cccnc2		1000669		65-30-5		NICOTINE SULFATE		162.24		0.97		13.80		1.00

		702		12202241		CN_X amine unreactive NH, N< aliphatic		C#CCN(CC#C)CC#C		1000695		6921-29-5		Tripropynyl-amine		131.18		-0.35		296.00		0.67

		703		12202241		CN_X amine unreactive NH, N< aliphatic		ClCCN1CCCC1		1000720		7250-67-1		1-(2-CHLOROETHYL)PYRROLIDINE.HCL		133.62		-0.06		153.00		1.65

		704		12202241		CN_X amine unreactive NH, N< aliphatic		CCN(CC)C1CCCCC1		1000860		91-65-6		Cyclohexanamine, N,N-diethyl-		155.29		0.86		21.40		3.29

		705		12202341		CNO_X amine unreactive NH, N< aliphatic		CCN(CC)CCO		1000007		100-37-8		Ethanol, 2-(diethylamino)-		117.19		-1.18		1780.00		0.05

		706		12202341		CNO_X amine unreactive NH, N< aliphatic		OCCN(CCO)CCO		1000036		102-71-6		Ethanol, 2,2',2''-nitrilotris-		149.19		-1.90		11800.00		-2.48

		707		12202341		CNO_X amine unreactive NH, N< aliphatic		CCCCN(CCO)CCCC		1000038		102-81-8		Ethanol, 2-(dibutylamino)-		173.30		0.78		29.00		2.01

		708		12202341		CNO_X amine unreactive NH, N< aliphatic		OCCN1CCNCC1		1000043		103-76-4		1-Piperazineethanol		130.19		-1.69		6410.00		-1.56

		709		12202341		CNO_X amine unreactive NH, N< aliphatic		CCNCCO		1000139		110-73-6		Ethanol, 2-(ethylamino)-		89.14		-1.22		1480.00		-0.66

		710		12202341		CNO_X amine unreactive NH, N< aliphatic		OCCNCCO		1000157		111-42-2		Ethanol, 2,2'-iminobis-		105.14		-1.65		4710.00		-1.71

		711		12202341		CNO_X amine unreactive NH, N< aliphatic		OCCN(CCO)c1ccccc1		1000207		120-07-0		Ethanol, 2,2'-(phenylimino)bis-		181.24		-0.61		735.00		0.63

		712		12202341		CNO_X amine unreactive NH, N< aliphatic		CC1CNCC(C)O1		1000287		141-91-3		Morpholine, 2,6-dimethyl-		115.18		-0.53		387.00		0.28

		713		12202341		CNO_X amine unreactive NH, N< aliphatic		CCCCCCCCCCCCN(=O)(C)C		1000323		1643-20-5		1-Dodecanamine, N,N-dimethyl-, N-oxide		229.41		0.88		30.00		4.67

		714		12202341		CNO_X amine unreactive NH, N< aliphatic		COCCCNCc1cc(OC)c(OC)c(OC)c1		1000455		34274-04-9		N-(3-METHOXYPROPYL)-3,4,5-TRIMETHOXYBENZYLAMIN		269.34		0.30		136.00		1.26

		715		12202341		CNO_X amine unreactive NH, N< aliphatic		OCCN1CCOCC1		1000646		622-40-2		4-Morpholineethanol		131.18		-1.32		2710.00		-1.32

		716		12202341		CNO_X amine unreactive NH, N< aliphatic		CCOC(CN(C)CC(OCC)OCC)OCC		1000701		6948-86-3		N,N-BIS(2,2-DIETHOXYETHYL)-METHYLAMIN		263.38		-0.38		635.00		0.78

		717		12202341		CNO_X amine unreactive NH, N< aliphatic		O=NN(c1ccccc1)c2ccccc2		1000811		86-30-6		Benzenamine, N-nitroso-N-phenyl-		198.23		1.30		10.00		3.16

		718		12202341		CNO_X amine unreactive NH, N< aliphatic		CCOc1ccc2NC(C)(C)C=C(C)c2c1		1000857		91-53-2		Quinoline, 6-ethoxy-1,2-dihydro-2,2,4-trimethyl-		217.31		1.51		6.70		3.87

		719		12202341		CNO_X amine unreactive NH, N< aliphatic		CCN(CCO)c1cccc(C)c1		1000863		91-88-3		Ethanol, 2- ethyl(3-methylphenyl)amino -		179.26		0.53		52.90		2.24

		720		12202341		CNO_X amine unreactive NH, N< aliphatic		CC(C)N(CCO)C(C)C		1000922		96-80-0		Ethanol, 2- bis(1-methylethyl)amino -		145.25		-0.14		201.00		0.88

		721		12203141		CN_X amine NH, N< reactive (o-, p- N,OH)		N(c(ccc(NC(CC)C)c1)c1)C(CC)C		1000032		101-96-2		1,4-Benzenediamine, N,N'-bis(1-methylpropyl)-		220.36		2.77		0.37		3.50

		722		12203141		CN_X amine NH, N< reactive (o-, p- N,OH)		Nc1ccc(O)c(c1)N(=O)=O		1000203		119-34-6		Phenol, 4-amino-2-nitro-		154.13		0.63		36.20		0.64

		723		12203141		CN_X amine NH, N< reactive (o-, p- N,OH)		NC1=CC(Cl)=C(N)C=C1Cl		1000354		20103-09-7		2,5-dichloro-1,4-Benzenediamine		177.03		0.91		22.00		0.90

		724		12203141		CN_X amine NH, N< reactive (o-, p- N,OH)		Nc1cccc2c(N)cccc12		1000376		2243-62-1		1,5-Diaminonaphthalene		158.20		0.97		17.00		1.34

		725		12203141		CN_X amine NH, N< reactive (o-, p- N,OH)		O(CCN(c(c(OCC)cc(N)c1OCC)c1)C2)C2		1000532		51963-82-7		Benzenamine, 2,5-diethoxy-4-(4-morpholinyl)-		266.34		1.08		22.00		2.01

		726		12203141		CN_X amine NH, N< reactive (o-, p- N,OH)		Nc1ccc(N=Nc2ccccc2)cc1		1000616		60-09-3		Benzenamine, 4-(phenylazo)-		197.24		2.75		0.35		3.19

		727		12203141		CN_X amine NH, N< reactive (o-, p- N,OH)		CC(C)CC(C)Nc1ccc(Nc2ccccc2)cc1		1000774		793-24-8		1,4-Benzenediamine, N-(1,3-dimethylbutyl)-N'-phenyl-		268.40		3.97		0.03		4.68

		728		12205241		aldehyde aromatic general		CN(C)c1ccc(C=O)cc1		1000003		100-10-7		Benzaldehyde, 4-(dimethylamino)-		149.19		0.51		45.70		1.89

		729		12205241		aldehyde aromatic general		CCOc1ccc(C=O)cc1		1000006		10031-82-0		Benzaldehyde, 4-ethoxy-		150.18		0.73		28.10		2.28

		730		12205241		aldehyde aromatic general		O=Cc1ccccc1		1000013		100-52-7		Benzaldehyde		106.12		1.03		9.87		1.71

		731		12205241		aldehyde aromatic general		CCN(CC)c1ccc(C=O)cc1		1000208		120-21-8		Benzaldehyde, 4-(diethylamino)-		177.25		0.87		23.90		2.87

		732		12205241		aldehyde aromatic general		CCOc1cc(C=O)ccc1O		1000216		121-32-4		Benzaldehyde, 3-ethoxy-4-hydroxy-		166.18		0.28		87.60		1.55

		733		12205241		aldehyde aromatic general		COc1cc(C=O)ccc1O		1000217		121-33-5		Benzaldehyde, 4-hydroxy-3-methoxy-		152.15		0.26		83.80		1.05

		734		12205241		aldehyde aromatic general		CC(C)c1ccc(C=O)cc1		1000223		122-03-2		Benzaldehyde, 4-(1-methylethyl)-		148.21		1.35		6.62		3.17

		735		12205241		aldehyde aromatic general		COc1ccc(C=O)cc1		1000230		123-11-5		Benzaldehyde, 4-methoxy-		136.15		0.53		40.00		1.79

		736		12205241		aldehyde aromatic general		COc1cc(C=O)cc(Br)c1O		1000431		2973-76-4		Benzaldehyde, 3-bromo-4-hydroxy-5-methoxy-		231.05		0.59		59.70		1.94

		737		12205241		aldehyde aromatic general		Fc1cccc(Cl)c1C=O		1000472		387-45-1		Benzaldehyde, 2-chloro-6-fluoro-		158.56		1.23		9.41		2.56

		738		12205241		aldehyde aromatic general		COc1cc(OC)c(C=O)cc1OC		1000495		4460-86-0		Benzaldehyde, 2,4,5-trimethoxy-		196.20		0.60		49.50		1.44

		739		12205241		aldehyde aromatic general		Cc1cc(C)c(C=O)c(C)c1		1000510		487-68-3		Benzaldehyde, 2,4,6-trimethyl-		148.21		1.09		12.00		3.35

		740		12205241		aldehyde aromatic general		Cc1ccccc1C=O		1000538		529-20-4		2-Methylbenzaldehyde		120.15		0.36		52.90		2.26

		741		12205241		aldehyde aromatic general		CCCCCCOc1ccc(C=O)cc1OC		1000626		61096-84-2		4-(HEXYLOXY)-M-ANISALDEHYDE		236.31		1.95		2.67		3.81

		742		12205241		aldehyde aromatic general		COc1ccc(C=O)c(OC)c1		1000629		613-45-6		2,4-DIMETHOXYBENZALDEHYD		166.18		0.92		20.10		1.87

		743		12205241		aldehyde aromatic general		O=Cc1ccc(Oc2ccccc2)cc1		1000678		67-36-7		4-PHENOXY-BENZALDEHYD		198.22		1.63		4.60		3.77

		744		12205241		aldehyde aromatic general		CC(C)(C)c1ccc(Oc2cccc(C=O)c2)cc1		1000704		69770-23-6		3-(4-TERT.-BUTYLPHENOXY)-BENZALDEHYD		254.33		2.84		0.37		5.68

		745		12205241		aldehyde aromatic general		Clc1ccc(Oc2cccc(C=O)c2)cc1Cl		1000770		79124-76-8		3-(3,4-DICHLORPHENOXY)-BENZALDEHYD		267.11		2.95		0.30		5.06

		746		12205241		aldehyde aromatic general		Oc1ccc(C=O)c(O)c1		1000886		95-01-2		Benzaldehyde, 2,4-dihydroxy-		138.12		1.02		13.10		1.53

		747		12301241		CNO_X nitro mono unreactive		Nc1ccc(cc1)N(=O)=O		1000001		100-01-6		Benzenamine, 4-nitro-		138.13		0.04		85.00		1.47

		748		12301241		CNO_X nitro mono unreactive		Oc1ccc(cc1)N(=O)=O		1000002		100-02-7		Phenol, 4-nitro-		139.11		0.49		44.80		1.91

		749		12301241		CNO_X nitro mono unreactive		Clc1cccc(c1)N(=O)=O		1000220		121-73-3		Benzene, 1-chloro-3-nitro-		157.56		0.92		18.80		2.46

		750		12301241		CNO_X nitro mono unreactive		Nc1ccc(cc1Cl)N(=O)=O		1000222		121-87-9		Benzenamine, 2-chloro-4-nitro-		172.57		0.93		20.10		2.12

		751		12301241		CNO_X nitro mono unreactive		Oc1cccnc1N(=O)=O		1000315		15128-82-2		2-NITRO-3-PYRIDINOL		140.10		-0.08		167.00		0.72

		752		12301241		CNO_X nitro mono unreactive		Fc1ccc(cc1Cl)N(=O)=O		1000461		350-30-1		3-CHLOR-4-FLUOR-NITROBENZOL		175.55		1.94		2.00		2.66

		753		12301241		CNO_X nitro mono unreactive		Fc1ccc(cc1)N(=O)=O		1000462		350-46-9		Benzene, 1-fluoro-4-nitro-		141.10		0.70		28.40		2.01

		754		12301241		CNO_X nitro mono unreactive		Clc1ccccc1Oc2ccccc2N(=O)=O		1000473		39145-47-6		P-CHLOROPHENYL-O-NITROPHENYL ETHER		249.65		2.11		1.92		3.67

		755		12301241		CNO_X nitro mono unreactive		COC(=O)c1ccc(Cl)cc1N(=O)=O		1000489		42087-80-9		METHYL-4-CHLOR-2-NITROBENZOAT		215.59		0.89		27.70		2.29

		756		12301241		CNO_X nitro mono unreactive		Oc1ccc(N(=O)=O)c(C=O)c1		1000491		42454-06-8		5-HYDROXY-2-NITROBENZALDEHYD		167.12		0.60		41.90		1.63

		757		12301241		CNO_X nitro mono unreactive		O=Cc1ccccc1N(=O)=O		1000562		552-89-6		Benzaldehyde, 2-nitro-		151.12		1.02		14.40		1.53

		758		12301241		CNO_X nitro mono unreactive		COc1cccc(c1)N(=O)=O		1000565		555-03-3		Benzene, 1-methoxy-3-nitro-		153.14		0.41		59.00		1.89

		759		12301241		CNO_X nitro mono unreactive		CCOc1ccc(N)c(c1)N(=O)=O		1000634		616-86-4		Benzenamine, 4-ethoxy-2-nitro-		182.18		0.85		26.00		2.59

		760		12301241		CNO_X nitro mono unreactive		O=N(=O)c1cccc(C#N)c1		1000637		619-24-9		Benzonitrile, 3-nitro-		148.12		0.55		42.00		1.36

		761		12301241		CNO_X nitro mono unreactive		O=N(=O)c1ccc(Oc2ccccc2)cc1		1000641		620-88-2		4-Nitro diphenyl ether		215.21		1.91		2.65		3.87

		762		12301241		CNO_X nitro mono unreactive		Oc1ccc(N(=O)=O)c(c1)C(F)(F)F		1000830		88-30-2		4-Nitro-3-(trifluoromethyl)phenol		207.11		1.36		9.14		2.87

		763		12301241		CNO_X nitro mono unreactive		Oc1ccccc1N(=O)=O		1000834		88-75-5		Phenol, 2-nitro-		139.11		0.34		64.00		1.91

		764		12301241		CNO_X nitro mono unreactive		O=N(=O)c(c(N)ccc1Cl)c1		1000837		89-63-4		Benzenamine, 4-chloro-2-nitro-		172.57		1.01		17.00		2.66

		765		12301241		CNO_X nitro mono unreactive		O=N(=O)c(c(O)ccc1Cl)c1		1000838		89-64-5		Phenol, 4-chloro-2-nitro-		173.56		1.20		11.00		2.55

		766		12301241		CNO_X nitro mono unreactive		O=N(=O)c(c(N)ccc1OC)c1		1000923		96-96-8		Benzenamine, 4-methoxy-2-nitro-		168.15		0.61		41.00		2.10

		767		12301241		CNO_X nitro mono unreactive		COc1c(O)c(Br)cc(C=O)c1N(=O)(=O)		1000931		98434-34-5		5-BROMO-2-NITROVANILLIN		276.04		0.58		73.30		2.34

		768		12301241		CNO_X nitro mono unreactive		O=N(=O)c1ccccc1		1000940		98-95-3		Benzene, nitro-		123.11		0.01		119.00		1.81

		769		12301241		CNO_X nitro mono unreactive		Cc1cccc(c1)N(=O)=O		1000943		99-08-1		Benzene, 1-methyl-3-nitro-		137.14		0.73		25.60		2.36

		770		12301241		CNO_X nitro mono unreactive		Nc1cccc(c1)N(=O)=O		1000944		99-09-2		Benzenamine, 3-nitro-		138.13		0.19		90.00		1.47

		771		12301241		CNO_X nitro mono unreactive		Clc1ccc(cc1Cl)N(=O)=O		1000945		99-54-7		Benzene, 1,2-dichloro-4-nitro-		192.00		1.61		4.70		3.10

		772		12301241		CNO_X nitro mono unreactive		Cc1ccc(cc1)N(=O)=O		1000956		99-99-0		Benzene, 1-methyl-4-nitro-		137.14		0.57		37.00		2.36

		773		12302041		CNOS_X carbamate unreactive		CNC(=O)Oc1ccc(cc1)C(C)(C)C		1000409		2626-83-7		N-Me-4-t-butylphenylcarbamate		207.27		1.32		10.00		3.08

		774		12302041		CNOS_X carbamate unreactive		CCN(CC)C(=O)SCc1ccc(Cl)cc1		1000419		28249-77-6		Thiobencarb		257.78		2.30		1.30		3.90

		775		12302041		CNOS_X carbamate unreactive		ClCCOC(=O)NC1CCCCC1		1000444		31502-57-5		2-CHLOROETHYL-N-CYCLOHEXYL CARBAMATE		205.69		0.77		35.00		2.97

		776		12302041		CNOS_X carbamate unreactive		CCOC(=O)N(C(=O)OCC)C(=O)OCC		1000445		3206-31-3		TRIETHYL-NITRILOTRICARBOXYLATE		233.22		1.24		13.30		2.49

		777		12302041		CNOS_X carbamate unreactive		CCC(C)c1ccccc1OC(=O)NC		1000470		3766-81-2		Phenol, 2-(1-methylpropyl)-, methylcarbamate		207.27		1.33		9.80		2.86

		778		12302041		CNOS_X carbamate unreactive		CCOC(=O)N		1000531		51-79-6		Carbamic acid, ethyl ester		89.09		-1.77		5240.00		-0.02

		779		12302041		CNOS_X carbamate unreactive		CNC(=O)Oc1cccc2ccccc12		1000659		63-25-2		1-Naphthalenol, methylcarbamate		201.23		1.36		8.75		2.35

		780		12302041		CNOS_X carbamate unreactive		CCN(C(C)C(C)C)C(=O)SCc1ccccc1		1000810		85785-20-2		Esprocarb		265.42		2.31		1.30		4.58

		781		12303441		CNOS_X amine aromatic lesstoxic		CCCCc1ccc(N)cc1		1000046		104-13-2		Benzenamine, 4-butyl-		149.24		1.17		10.20		3.10

		782		12303441		CNOS_X amine aromatic lesstoxic		Cc1ccc(N)cc1		1000068		106-49-0		Benzenamine, 4-methyl-		107.16		-0.05		120.00		1.62

		783		12303441		CNOS_X amine aromatic lesstoxic		Cc1cc(C)cc(N)c1		1000097		108-69-0		Benzenamine, 3,5-dimethyl-		121.18		0.55		34.00		2.17

		784		12303441		CNOS_X amine aromatic lesstoxic		Nc1cccc(Oc2ccccc2)c1		1000307		1484-26-0		3-AMINO-DIPHENYLETHER		185.23		1.31		9.14		3.13

		785		12303441		CNOS_X amine aromatic lesstoxic		CCCCCCCCc1ccc(N)cc1		1000321		16245-79-7		4-Octylaniline		205.35		3.23		0.12		5.06

		786		12303441		CNOS_X amine aromatic lesstoxic		Nc1ccc(F)c(c1)C(F)(F)F		1000382		2357-47-3		A,A,A-4-TETRAFLUOR-M-TOLUIDIN		179.12		0.77		30.10		2.24

		787		12303441		CNOS_X amine aromatic lesstoxic		CC(C)c1cccc(C(C)C)c1N		1000394		24544-04-5		Benzenamine, 2,6-bis(1-methylethyl)-		177.29		1.06		15.30		3.99

		788		12303441		CNOS_X amine aromatic lesstoxic		Nc1ccc(F)cc1C(F)(F)F		1000475		393-39-5		A,A,A-4-TETRAFLUOR-O-TOLUIDIN		179.12		0.78		29.60		2.24

		789		12303441		CNOS_X amine aromatic lesstoxic		CCCCCCOc1ccc(N)cc1		1000479		39905-57-2		Benzenamine, 4-(hexyloxy)-		193.29		1.81		3.01		3.61

		790		12303441		CNOS_X amine aromatic lesstoxic		O(CCN(c(c(OCC)cc(N)c1OCC)c1)C2)C2		1000532		51963-82-7		Benzenamine, 2,5-diethoxy-4-(4-morpholinyl)-		266.34		1.08		22.00		2.01

		791		12303441		CNOS_X amine aromatic lesstoxic		CCc1ccc(N)cc1		1000600		589-16-2		Benzenamine, 4-ethyl-		121.18		0.22		73.00		2.11

		792		12303441		CNOS_X amine aromatic lesstoxic		Cc1ccc(N)c(Cl)c1		1000632		615-65-6		Benzenamine, 2-chloro-4-methyl-		141.60		0.60		35.90		2.27

		793		12303441		CNOS_X amine aromatic lesstoxic		CCOc1ccc(N)c(c1)N(=O)=O		1000634		616-86-4		Benzenamine, 4-ethoxy-2-nitro-		182.18		0.85		26.00		2.59

		794		12303441		CNOS_X amine aromatic lesstoxic		Nc(c(cc(c1)C)C)c1C		1000825		88-05-1		Benzenamine, 2,4,6-trimethyl-		135.21		0.39		55.00		2.72

		795		12303441		CNOS_X amine aromatic lesstoxic		COc1ccccc1N		1000842		90-04-0		Benzenamine, 2-methoxy-		123.16		-0.21		200.00		1.16

		796		12303441		CNOS_X amine aromatic lesstoxic		Cc1ccccc1N		1000898		95-53-4		Benzenamine, 2-methyl-		107.16		-0.15		150.00		1.62

		797		12303441		CNOS_X amine aromatic lesstoxic		Cc1ccc(Cl)c(N)c1		1000907		95-81-8		2-CHLOR-5-METHYL-ANILIN		141.60		1.11		11.00		2.27

		798		12303441		CNOS_X amine aromatic lesstoxic		O=N(=O)c(c(N)ccc1OC)c1		1000923		96-96-8		Benzenamine, 4-methoxy-2-nitro-		168.15		0.61		41.00		2.10

		799		12303441		CNOS_X amine aromatic lesstoxic		CC(C)c1ccc(N)cc1		1000951		99-88-7		p-Isopropylaniline		135.21		0.47		46.00		2.53

		800		12303541		CNOS_X amine aromatic slight toxic		Nc1ccc(cc1)N(=O)=O		1000001		100-01-6		Benzenamine, 4-nitro-		138.13		0.04		85.00		1.47

		801		12303541		CNOS_X amine aromatic slight toxic		Nc1ccc(Br)cc1		1000060		106-40-1		Benzenamine, 4-bromo-		172.03		0.56		47.50		1.97

		802		12303541		CNOS_X amine aromatic slight toxic		Nc1ccc(Cl)cc1		1000066		106-47-8		Benzenamine, 4-chloro-		127.57		1.34		5.80		1.72

		803		12303541		CNOS_X amine aromatic slight toxic		Nc1cccc(Cl)c1		1000094		108-42-9		Benzenamine, 3-chloro-		127.57		1.16		8.80		1.72

		804		12303541		CNOS_X amine aromatic slight toxic		Nc1ccc(cc1Cl)N(=O)=O		1000222		121-87-9		Benzenamine, 2-chloro-4-nitro-		172.57		0.93		20.10		2.12

		805		12303541		CNOS_X amine aromatic slight toxic		Nc1c(Cl)c(Cl)cc(Cl)c1Cl		1000459		3481-20-7		2,3,5,6-Tetrachloroaniline		230.91		2.93		0.27		3.65

		806		12303541		CNOS_X amine aromatic slight toxic		Nc1ccc(F)cc1		1000467		371-40-4		Benzenamine, 4-fluoro-		111.12		0.82		16.90		1.28

		807		12303541		CNOS_X amine aromatic slight toxic		Nc1ccc(Cl)cc1Cl		1000564		554-00-7		Benzenamine, 2,4-dichloro-		162.02		1.30		8.10		2.37

		808		12303541		CNOS_X amine aromatic slight toxic		Nc1cccc(O)c1		1000602		591-27-5		Phenol, 3-amino-		109.13		-0.04		120.00		0.24

		809		12303541		CNOS_X amine aromatic slight toxic		Nc1ccc(Cl)cc1C#N		1000604		5922-60-1		Benzonitrile, 2-amino-5-chloro-		152.58		0.73		28.60		1.82

		810		12303541		CNOS_X amine aromatic slight toxic		Nc1ccc(N=Nc2ccccc2)cc1		1000616		60-09-3		Benzenamine, 4-(phenylazo)-		197.24		2.75		0.35		3.19

		811		12303541		CNOS_X amine aromatic slight toxic		Nc1ccccc1		1000650		62-53-3		Benzenamine		93.13		0.54		27.00		1.08

		812		12303541		CNOS_X amine aromatic slight toxic		Nc1ccc(Cl)c(Cl)c1Cl		1000660		634-67-3		2,3,4-Trichloroaniline		196.46		1.73		3.64		3.01

		813		12303541		CNOS_X amine aromatic slight toxic		Nc1c(Cl)cc(Cl)cc1Cl		1000661		634-93-5		Benzenamine, 2,4,6-trichloro-		196.46		1.57		5.30		3.01

		814		12303541		CNOS_X amine aromatic slight toxic		Nc1c(F)c(F)c(F)c(F)c1F		1000747		771-60-8		Benzenamine, 2,3,4,5,6-pentafluoro-		183.08		0.69		37.10		2.08

		815		12303541		CNOS_X amine aromatic slight toxic		O=N(=O)c(c(N)ccc1Cl)c1		1000837		89-63-4		Benzenamine, 4-chloro-2-nitro-		172.57		1.01		17.00		2.66

		816		12303541		CNOS_X amine aromatic slight toxic		Nc1ccc2ccccc2c1		1000859		91-59-8		2-Naphthalenamine		143.19		1.56		3.90		2.25

		817		12303541		CNOS_X amine aromatic slight toxic		Nc1ccccc1Cl		1000896		95-51-2		Benzenamine, 2-chloro-		127.57		1.24		7.30		1.72

		818		12303541		CNOS_X amine aromatic slight toxic		Nc1ccc(Cl)c(Cl)c1		1000904		95-76-1		Benzenamine, 3,4-dichloro-		162.02		1.17		11.00		2.37

		819		12303541		CNOS_X amine aromatic slight toxic		Nc1cc(Cl)ccc1Cl		1000908		95-82-9		Benzenamine, 2,5-dichloro-		162.02		1.87		2.20		2.37

		820		12303541		CNOS_X amine aromatic slight toxic		Nc1ccc(cc1N(=O)=O)N(=O)=O		1000925		97-02-9		Benzenamine, 2,4-dinitro-		183.12		1.09		14.80		1.84

		821		12303541		CNOS_X amine aromatic slight toxic		Nc1cccc(c1)N(=O)=O		1000944		99-09-2		Benzenamine, 3-nitro-		138.13		0.19		90.00		1.47

		822		12304041		CNOS_X amine sec, aliphatic or aromatic w/o n		CNc1ccccc1		1000016		100-61-8		Benzenamine, N-methyl-		107.16		0.27		58.00		1.62

		823		12304041		CNOS_X amine sec, aliphatic or aromatic w/o n		C1CCC(CC1)NC2CCCCC2		1000030		101-83-7		Cyclohexanamine, N-cyclohexyl-		181.32		1.18		12.00		4.37

		824		12304041		CNOS_X amine sec, aliphatic or aromatic w/o n		CCNc1cccc(C)c1		1000034		102-27-2		Benzenamine, N-ethyl-3-methyl-		135.21		0.44		49.50		2.66

		825		12304041		CNOS_X amine sec, aliphatic or aromatic w/o n		CCNc1ccccc1		1000042		103-69-5		Benzenamine, N-ethyl-		121.18		0.18		80.00		2.11

		826		12304041		CNOS_X amine sec, aliphatic or aromatic w/o n		OCCN1CCNCC1		1000043		103-76-4		1-Piperazineethanol		130.19		-1.69		6410.00		-1.56

		827		12304041		CNOS_X amine sec, aliphatic or aromatic w/o n		CN1CCNCC1		1000110		109-01-3		Piperazine, 1-methyl-		100.17		-1.36		2300.00		-0.59

		828		12304041		CNOS_X amine sec, aliphatic or aromatic w/o n		CCNCC		1000121		109-89-7		Ethanamine, N-ethyl-		73.14		0.43		27.00		0.81

		829		12304041		CNOS_X amine sec, aliphatic or aromatic w/o n		CCNCCO		1000139		110-73-6		Ethanol, 2-(ethylamino)-		89.14		-1.22		1480.00		-0.66

		830		12304041		CNOS_X amine sec, aliphatic or aromatic w/o n		OCCNCCO		1000157		111-42-2		Ethanol, 2,2'-iminobis-		105.14		-1.65		4710.00		-1.71

		831		12304041		CNOS_X amine sec, aliphatic or aromatic w/o n		N(c1ccccc1)c2ccccc2		1000224		122-39-4		Benzenamine, N-phenyl-		169.23		1.41		6.60		3.29

		832		12304041		CNOS_X amine sec, aliphatic or aromatic w/o n		NCCN1CCNCC1		1000278		140-31-8		1-Piperazineethanamine		129.21		-1.23		2190.00		-1.57

		833		12304041		CNOS_X amine sec, aliphatic or aromatic w/o n		CC1CNCC(C)O1		1000287		141-91-3		Morpholine, 2,6-dimethyl-		115.18		-0.53		387.00		0.28

		834		12304041		CNOS_X amine sec, aliphatic or aromatic w/o n		CCCCCCNCCCCCC		1000295		143-16-8		1-Hexanamine, N-hexyl-		185.36		2.38		0.78		4.74

		835		12304041		CNOS_X amine sec, aliphatic or aromatic w/o n		CCNCc1ccccc1		1000297		14321-27-8		Benzenemethanamine, N-ethyl-		135.21		0.37		57.10		2.03

		836		12304041		CNOS_X amine sec, aliphatic or aromatic w/o n		C(N1CCNCC1)c2ccccc2		1000414		2759-28-6		1-BENZYLPIPERAZIN		176.26		0.57		47.40		1.12

		837		12304041		CNOS_X amine sec, aliphatic or aromatic w/o n		COCCCNCc1cc(OC)c(OC)c(OC)c1		1000455		34274-04-9		N-(3-METHOXYPROPYL)-3,4,5-TRIMETHOXYBENZYLAMIN		269.34		0.30		136.00		1.26

		838		12304041		CNOS_X amine sec, aliphatic or aromatic w/o n		CNc1ccc(F)cc1		1000499		459-59-6		4-FLUOR-N-METHYLANILIN		125.15		0.51		38.40		1.82

		839		12304041		CNOS_X amine sec, aliphatic or aromatic w/o n		C=CCNc1ccccc1		1000599		589-09-3		N-ALLYL-ANILIN		133.19		0.57		35.90		2.47

		840		12304041		CNOS_X amine sec, aliphatic or aromatic w/o n		Cc1ccc(Nc2ccc(C)cc2)cc1		1000643		620-93-9		Benzenamine, 4-methyl-N-(4-methylphenyl)-		197.28		2.66		0.43		4.39

		841		12304041		CNOS_X amine sec, aliphatic or aromatic w/o n		N(c1ccccc1)c2cccc3ccccc23		1000849		90-30-2		1-Naphthalenamine, N-phenyl-		219.29		2.50		0.70		4.47

		842		12304041		CNOS_X amine sec, aliphatic or aromatic w/o n		CCOc1ccc2NC(C)(C)C=C(C)c2c1		1000857		91-53-2		Quinoline, 6-ethoxy-1,2-dihydro-2,2,4-trimethyl-		217.31		1.51		6.70		3.87

		843		12305141		CNOS_X amine tert, unreactive w/ C=O		CN(C)c1ccc(C=O)cc1		1000003		100-10-7		Benzaldehyde, 4-(dimethylamino)-		149.19		0.51		45.70		1.89

		844		12305141		CNOS_X amine tert, unreactive w/ C=O		CCN(CC)CCCC(=O)C		1000054		105-14-6		1-DIETHYLAMINO-4-PENTANON		157.26		-0.33		336.00		0.94

		845		12305141		CNOS_X amine tert, unreactive w/ C=O		CCN(CC)c1ccc(C=O)cc1		1000208		120-21-8		Benzaldehyde, 4-(diethylamino)-		177.25		0.87		23.90		2.87

		846		12305141		CNOS_X amine tert, unreactive w/ C=O		CCN(CC)c1ccc(C=O)c(O)c1		1000338		17754-90-4		Benzaldehyde, 4-(diethylamino)-2-hydroxy-		193.25		1.56		5.36		2.82

		847		12305141		CNOS_X amine tert, unreactive w/ C=O		CC(=O)c1cccn1C		1000876		932-16-1		Ethanone, 1-(1-methyl-1H-pyrrol-2-yl)-		123.16		-0.11		157.00		1.11

		848		12306041		CN_X nitril unreactive aliphatic		CCC#N		1000078		107-12-0		Propanenitrile		55.08		-1.44		1520.00		0.35

		849		12306041		CN_X nitril unreactive aliphatic		C=CCC#N		1000117		109-75-1		3-Butenenitrile		67.09		-0.43		182.00		0.70

		850		12306041		CN_X nitril unreactive aliphatic		N#CCCCCC#N		1000164		111-69-3		Hexanedinitrile		108.14		-1.25		1930.00		0.35

		851		12306041		CN_X nitril unreactive aliphatic		CCCCCCCCC#N		1000375		2243-27-8		Nonanenitrile		139.24		1.42		5.25		3.29

		852		12306041		CN_X nitril unreactive aliphatic		CCCCCCCCCCCC#N		1000390		2437-25-4		Dodecanenitrile		181.32		2.63		0.84		4.77

		853		12306041		CN_X nitril unreactive aliphatic		N#CCCCCCCC#N		1000658		629-40-3		Octanedinitrile		136.20		-0.59		550.00		1.33

		854		12306041		CN_X nitril unreactive aliphatic		CC#N		1000724		75-05-8		Acetonitrile		41.05		-1.60		1644.00		-0.15

		855		12306541		CN_X nitril unreactive		N#Cc1ccccn1		1000020		100-70-9		2-Pyridinecarbonitrile		104.11		-0.84		726.00		0.35

		856		12306541		CN_X nitril unreactive		CCC#N		1000078		107-12-0		Propanenitrile		55.08		-1.44		1520.00		0.35

		857		12306541		CN_X nitril unreactive		C=CCC#N		1000117		109-75-1		3-Butenenitrile		67.09		-0.43		182.00		0.70

		858		12306541		CN_X nitril unreactive		N#CCCCCC#N		1000164		111-69-3		Hexanedinitrile		108.14		-1.25		1930.00		0.35

		859		12306541		CN_X nitril unreactive		CCCCCCCCC#N		1000375		2243-27-8		Nonanenitrile		139.24		1.42		5.25		3.29

		860		12306541		CN_X nitril unreactive		CCCCCCCCCCCC#N		1000390		2437-25-4		Dodecanenitrile		181.32		2.63		0.84		4.77

		861		12306541		CN_X nitril unreactive		FC(F)(F)c1cccc(C#N)c1		1000465		368-77-4		A,A,A-TRIFLUOR-M-TOLUNITRIL		171.12		0.55		47.70		2.50

		862		12306541		CN_X nitril unreactive		FC(F)(F)c1ccccc1C#N		1000497		447-60-9		A,A,A-TRIFLUOR-O-TOLUNITRIL		171.12		0.61		42.20		2.50

		863		12306541		CN_X nitril unreactive		Cc1ccccc1C#N		1000537		529-19-1		Benzonitrile, 2-methyl-		117.15		0.42		44.70		2.09

		864		12306541		CN_X nitril unreactive		Nc1ccc(Cl)cc1C#N		1000604		5922-60-1		Benzonitrile, 2-amino-5-chloro-		152.58		0.73		28.60		1.82

		865		12306541		CN_X nitril unreactive		N#CCCCCCCC#N		1000658		629-40-3		Octanedinitrile		136.20		-0.59		550.00		1.33

		866		12306541		CN_X nitril unreactive		Cc1cccc(Cl)c1C#N		1000673		6575-09-3		2-Chloro-6-methylbenzonitrile		151.60		1.00		15.10		2.73

		867		12306541		CN_X nitril unreactive		CC#N		1000724		75-05-8		Acetonitrile		41.05		-1.60		1644.00		-0.15

		868		12306541		CN_X nitril unreactive		N#Cc(c(ccc1)Cl)c1		1000818		873-32-5		Benzonitrile, 2-chloro-		137.57		0.57		37.00		2.18

		869		12306541		CN_X nitril unreactive		N#Cc1ccccc1C#N		1000853		91-15-6		1,2-Benzenedicarbonitrile		128.13		0.75		23.00		1.09

		870		12307041		CNOS_X amide unreactive		CC(=O)Nc1ccc(O)cc1		1000045		103-90-2		Acetamide, N-(4-hydroxyphenyl)-		151.17		-0.73		814.00		0.27

		871		12307041		CNOS_X amide unreactive		CCN(CC)C(=O)c1cccc(C)c1		1000268		134-62-3		Benzamide, N,N-diethyl-3-methyl-		191.27		0.24		110.00		2.26

		872		12307041		CNOS_X amide unreactive		NC(=O)c1c(Cl)cccc1Cl		1000353		2008-58-4		2,6-Dichlorobenzamide		190.03		-0.39		469.00		0.90

		873		12307041		CNOS_X amide unreactive		NC(=O)c1cccc(Br)c1		1000379		22726-00-7		m-Bromobenzamide		200.04		0.33		92.70		1.63

		874		12307041		CNOS_X amide unreactive		COc1ccccc1C(=O)N		1000392		2439-77-2		o-Methoxybenzamide		151.17		0.10		120.00		0.28

		875		12307041		CNOS_X amide unreactive		NC(=O)c1ccc(Cl)cc1Cl		1000393		2447-79-2		2,4-DICHLORBENZAMID		190.03		0.30		95.60		1.29

		876		12307041		CNOS_X amide unreactive		CCN(C(=O)C=CC)c1ccccc1C		1000509		483-63-6		N-ETHYL-N-(2-METHYLPHENYL)-2-BUTENAMIDE		203.29		0.43		75.00		2.73

		877		12307041		CNOS_X amide unreactive		NC(=O)c1ccccc1		1000559		55-21-0		Benzamide		121.14		-0.74		661.00		0.74

		878		12307041		CNOS_X amide unreactive		CC(C)(C)c1ccc(cc1)C(=O)N		1000571		56108-12-4		4-tert-Butylbenzamide		177.25		0.74		31.90		2.65

		879		12307041		CNOS_X amide unreactive		O=CN(c1ccccc1)c2ccccc2		1000621		607-00-1		Formamide, N,N-diphenyl-		197.24		0.81		30.40		1.91

		880		12307041		CNOS_X amide unreactive		NC(=O)c1ccc(cc1)N(=O)=O		1000639		619-80-7		Benzamide, 4-nitro-		166.14		0.10		133.00		0.56

		881		12307041		CNOS_X amide unreactive		CC(=O)Nc1cccc(O)c1		1000645		621-42-1		Acetamide, N-(3-hydroxyphenyl)-		151.17		-0.87		1130.00		0.27

		882		12307041		CNOS_X amide unreactive		NC(=O)c1ccccc1O		1000672		65-45-2		Benzamide, 2-hydroxy-		137.14		0.13		101.00		1.03

		883		12307041		CNOS_X amide unreactive		CCC(=O)Nc1ccc(Cl)c(Cl)c1		1000709		709-98-8		Propanil		218.08		1.40		8.60		2.88

		884		12307041		CNOS_X amide unreactive		Cc1c(Cl)cccc1NC=O		1000717		71862-02-7		3'-CHLORO-O-FORMOTOLUIDIDE		169.61		0.56		46.60		2.32

		885		12307041		CNOS_X amide unreactive		CCCCN(CCCC)C=O		1000741		761-65-9		Formamide, N,N-dibutyl-		157.26		0.25		89.30		2.01

		886		12307041		CNOS_X amide unreactive		Oc1ccccc1C(=O)Nc2ccccc2		1000816		87-17-2		Benzamide, 2-hydroxy-N-phenyl-		213.24		1.73		3.95		3.30

		887		12307041		CNOS_X amide unreactive		NC(=O)c1ccccc1N		1000832		88-68-6		Benzamide, 2-amino-		136.15		-0.46		395.00		0.44

		888		12307041		CNOS_X amide unreactive		CCCCCCCCC=CCCCCCCCC(=O)N(CCO)CCO		1000878		93-83-4		9-Octadecenamide, N,N-bis(2-hydroxyethyl)-, (Z)-		369.59		2.39		1.50		5.62

		889		12307041		CNOS_X amide unreactive		O=C(C=CC=Cc1ccc2OCOc2c1)N3CCCCC3		1000883		94-62-2		Piperidine, 1- 5-(1,3-benzodioxol-5-yl)-1-oxo-2,4-pentadienyl -, (E,E)-		285.34		1.56		7.84		3.69

		890		12307041		CNOS_X amide unreactive		O=C1CCCCCCCCCCCN1		1000884		947-04-6		Azacyclotridecan-2-one		197.32		0.55		55.00		3.61

		891		12403641		tentative CNOS_X halogen, unreactive		CC1(C)C2CCC1(C)C(=O)C2Br		1000039		10293-06-8		[1(R)-ENDO]-(+)-3-BROMOCAMPHER		231.13		0.53		68.50		3.31

		892		12403641		tentative CNOS_X halogen, unreactive		Cc1ccc(Cl)cc1		1000063		106-43-4		Benzene, 1-chloro-4-methyl-		126.59		1.32		6.10		3.18

		893		12403641		tentative CNOS_X halogen, unreactive		Clc1ccc(Cl)cc1		1000065		106-46-7		Benzene, 1,4-dichloro-		147.00		1.82		2.20		3.28

		894		12403641		tentative CNOS_X halogen, unreactive		CCCBr		1000073		106-94-5		Propane, 1-bromo-		122.99		0.26		67.30		2.16

		895		12403641		tentative CNOS_X halogen, unreactive		ClCCCl		1000075		107-06-2		Ethane, 1,2-dichloro-		98.96		-0.14		136.00		1.83

		896		12403641		tentative CNOS_X halogen, unreactive		OCCCl		1000076		107-07-3		Ethanol, 2-chloro-		80.51		0.18		53.70		0.11

		897		12403641		tentative CNOS_X halogen, unreactive		Nc1ccc(Br)cn1		1000083		1072-97-5		2-AMINO-5-BROM-PYRIDIN		173.01		-0.01		177.00		1.42

		898		12403641		tentative CNOS_X halogen, unreactive		Clc1cc(Cl)cc(Cl)c1		1000098		108-70-3		Benzene, 1,3,5-trichloro-		181.45		1.75		3.20		3.93

		899		12403641		tentative CNOS_X halogen, unreactive		Clc1ccccc1		1000103		108-90-7		Benzene, chloro-		112.56		1.23		6.60		2.64

		900		12403641		tentative CNOS_X halogen, unreactive		BrCCCBr		1000114		109-64-8		Propane, 1,3-dibromo-		201.89		1.41		7.80		2.50

		901		12403641		tentative CNOS_X halogen, unreactive		CCCCBr		1000115		109-65-9		Butane, 1-bromo-		137.02		0.57		36.70		2.65

		902		12403641		tentative CNOS_X halogen, unreactive		ClCCCCCl		1000134		110-56-5		Butane, 1,4-dichloro-		127.01		0.39		51.60		2.81

		903		12403641		tentative CNOS_X halogen, unreactive		CCCCCCBr		1000153		111-25-1		Hexane, 1-bromo-		165.07		1.68		3.45		3.63

		904		12403641		tentative CNOS_X halogen, unreactive		CCCCCCCCBr		1000168		111-83-1		Octane, 1-bromo-		193.13		2.36		0.84		4.61

		905		12403641		tentative CNOS_X halogen, unreactive		CCCCCCCCCl		1000169		111-85-3		Octane, 1-chloro-		148.68		2.38		0.62		4.52

		906		12403641		tentative CNOS_X halogen, unreactive		COC(=O)c1ccc(Cl)cc1		1000181		1126-46-1		Benzoic acid, 4-chloro-, methyl ester		170.60		1.19		11.00		2.47

		907		12403641		tentative CNOS_X halogen, unreactive		OCC(Cl)(Cl)Cl		1000189		115-20-8		Ethanol, 2,2,2-trichloro-		149.40		-0.30		299.00		1.21

		908		12403641		tentative CNOS_X halogen, unreactive		OC(c1ccc(Cl)cc1)(c2ccc(Cl)cc2)C(Cl)(Cl)Cl		1000190		115-32-2		Dicofol		370.49		3.12		0.28		5.81

		909		12403641		tentative CNOS_X halogen, unreactive		Cc1c(Cl)cccc1Cl		1000200		118-69-4		Benzene, 1,3-dichloro-2-methyl-		161.03		1.85		2.30		3.83

		910		12403641		tentative CNOS_X halogen, unreactive		Clc1ccc(Cl)c(Cl)c1		1000211		120-82-1		Benzene, 1,2,4-trichloro-		181.45		1.88		2.40		3.93

		911		12403641		tentative CNOS_X halogen, unreactive		ClC(Br)Br		1000244		124-48-1		Methane, dibromochloro-		208.28		0.42		79.00		1.70

		912		12403641		tentative CNOS_X halogen, unreactive		CC(O)CCl		1000250		127-00-4		2-Propanol, 1-chloro-		94.54		-0.41		245.00		0.53

		913		12403641		tentative CNOS_X halogen, unreactive		ClC(=C(Cl)Cl)Cl		1000251		127-18-4		Ethene, tetrachloro-		165.83		1.07		14.00		2.97

		914		12403641		tentative CNOS_X halogen, unreactive		ClC(COCC(Cl)C(Cl)(Cl)Cl)C(Cl)(Cl)Cl		1000253		127-90-2		1,1'-Oxybis[2,3,3,3-tetrachloropropane]		377.74		2.81		0.59		5.10

		915		12403641		tentative CNOS_X halogen, unreactive		BrC(Br)c1ccccc1C(Br)Br		1000261		13209-15-9		Benzene, 1,2-bis(dibromomethyl)-		421.75		2.98		0.44		4.31

		916		12403641		tentative CNOS_X halogen, unreactive		CC(=O)c1ccc(Cl)c(Cl)c1Cl		1000272		13608-87-2		2,3,4-TRICHLOR-ACETOPHENON		223.49		2.05		2.00		3.61

		917		12403641		tentative CNOS_X halogen, unreactive		ClCCCCl		1000289		142-28-9		Propane, 1,3-dichloro-		112.99		0.01		111.00		2.32

		918		12403641		tentative CNOS_X halogen, unreactive		Brc1ccc(cc1)C(=O)c2cccnc2		1000300		14548-45-9		4-BROMPHENYL-3-PYRIDYL-KETON		262.11		1.11		20.40		2.85

		919		12403641		tentative CNOS_X halogen, unreactive		ClC=CCl		1000318		156-59-2		Ethene, 1,2-dichloro-, (Z)-		96.94		0.16		67.00		1.98

		920		12403641		tentative CNOS_X halogen, unreactive		NC(=O)c1c(Cl)cccc1Cl		1000353		2008-58-4		2,6-Dichlorobenzamide		190.03		-0.39		469.00		0.90

		921		12403641		tentative CNOS_X halogen, unreactive		COc1c(Cl)cc(OC)cc1		1000361		2100-42-7		1,4-Dimethoxy-2-chlorobenzene		172.61		0.79		28.00		2.80

		922		12403641		tentative CNOS_X halogen, unreactive		CC(=O)c1ccc(Cl)cc1Cl		1000374		2234-16-4		Ethanone, 1-(2,4-dichlorophenyl)-		189.04		1.21		11.70		2.96

		923		12403641		tentative CNOS_X halogen, unreactive		NC(=O)c1cccc(Br)c1		1000379		22726-00-7		m-Bromobenzamide		200.04		0.33		92.70		1.63

		924		12403641		tentative CNOS_X halogen, unreactive		NC(=O)c1ccc(Cl)cc1Cl		1000393		2447-79-2		2,4-DICHLORBENZAMID		190.03		0.30		95.60		1.29

		925		12403641		tentative CNOS_X halogen, unreactive		CCN(CC)C(=O)SCc1ccc(Cl)cc1		1000419		28249-77-6		Thiobencarb		257.78		2.30		1.30		3.90

		926		12403641		tentative CNOS_X halogen, unreactive		COC(=O)c1cc(Cl)ccc1Cl		1000426		2905-69-3		Benzoic acid, 2,5-dichloro-, methyl ester		205.04		1.17		14.00		3.12

		927		12403641		tentative CNOS_X halogen, unreactive		CC(C)(O)C(F)(F)C(F)F		1000430		29553-26-2		2-Butanol, 3,3,4,4-tetrafluoro-2-methyl-		160.11		-0.56		582.00		1.50

		928		12403641		tentative CNOS_X halogen, unreactive		Cc1cc(OCC2CO2)cc(Br)c1Br		1000437		30171-80-3		DIBROMOCRESYL GLYCIDYLETHER (mixture)		321.99		2.37		1.30		3.94

		929		12403641		tentative CNOS_X halogen, unreactive		CCC(C)N1C(=O)NC(C)=C(Br)C1=O		1000443		314-40-9		Bromacil		261.12		0.15		186.00		1.68

		930		12403641		tentative CNOS_X halogen, unreactive		ClCCOC(=O)NC1CCCCC1		1000444		31502-57-5		2-CHLOROETHYL-N-CYCLOHEXYL CARBAMATE		205.69		0.77		35.00		2.97

		931		12403641		tentative CNOS_X halogen, unreactive		CN(C)C(=O)Nc1ccc(Cl)c(Cl)c1		1000449		330-54-1		Urea, N'-(3,4-dichlorophenyl)-N,N-dimethyl-		233.10		1.22		14.20		2.67

		932		12403641		tentative CNOS_X halogen, unreactive		Fc1ccc(Oc2ccc(F)cc2)cc1		1000450		330-93-8		DI-(P-FLUORPHENYL)-ETHER		206.19		2.26		1.13		4.45

		933		12403641		tentative CNOS_X halogen, unreactive		BrCC1CCCCO1		1000458		34723-82-5		2-(BROMMETHYL)-TETRAHYDRO-2H-PYRAN		179.06		-0.06		205.00		2.19

		934		12403641		tentative CNOS_X halogen, unreactive		Fc1ccc(Br)cc1F		1000460		348-61-8		4-bromo-1,2-difluorobenzene		192.99		1.39		7.80		3.28

		935		12403641		tentative CNOS_X halogen, unreactive		FC(F)(F)c1cccc(C#N)c1		1000465		368-77-4		A,A,A-TRIFLUOR-M-TOLUNITRIL		171.12		0.55		47.70		2.50

		936		12403641		tentative CNOS_X halogen, unreactive		FC(F)(F)c1ccccc1C#N		1000497		447-60-9		A,A,A-TRIFLUOR-O-TOLUNITRIL		171.12		0.61		42.20		2.50

		937		12403641		tentative CNOS_X halogen, unreactive		CNc1ccc(F)cc1		1000499		459-59-6		4-FLUOR-N-METHYLANILIN		125.15		0.51		38.40		1.82

		938		12403641		tentative CNOS_X halogen, unreactive		CCOC(=O)C(Cl)(Cl)Cl		1000530		515-84-4		Acetic acid, trichloro-, ethyl ester		191.44		0.64		44.00		2.22

		939		12403641		tentative CNOS_X halogen, unreactive		Sc1nc2cc(Cl)ccc2s1		1000541		5331-91-9		5-Chloro-2-benzothiazolethiol		202.71		1.80		3.21		3.51

		940		12403641		tentative CNOS_X halogen, unreactive		BrCCCCN1C(=O)c2ccccc2C1=O		1000546		5394-18-3		N-(4-bromobutyl)phthalimide		282.14		1.66		6.20		3.33

		941		12403641		tentative CNOS_X halogen, unreactive		CN(C)CCCCl		1000548		5407-04-5		3-Chloro-N,N-dimethyl-1-propanamine, Hydrochloride		121.61		0.08		133.00		1.27

		942		12403641		tentative CNOS_X halogen, unreactive		Clc1cccc(Cl)c1		1000550		541-73-1		Benzene, 1,3-dichloro-		147.00		1.41		5.70		3.28

		943		12403641		tentative CNOS_X halogen, unreactive		ClC(Cl)(Cl)Cl		1000572		56-23-5		Methane, tetrachloro-		153.82		1.31		7.60		2.44

		944		12403641		tentative CNOS_X halogen, unreactive		Brc1ccccc1Br		1000597		583-53-9		Benzene, 1,2-dibromo-		235.91		1.77		4.05		3.77

		945		12403641		tentative CNOS_X halogen, unreactive		CC(C)(O)C(Cl)(Cl)Cl		1000614		6001-64-5		1,1,1-TRICHLOR-2-METHYL-2-PROPANOL		177.46		0.12		135.00		2.09

		946		12403641		tentative CNOS_X halogen, unreactive		ClCCCCCCl		1000655		628-76-2		Pentane, 1,5-dichloro-		141.04		0.75		25.30		3.30

		947		12403641		tentative CNOS_X halogen, unreactive		CCCCCCCBr		1000656		629-04-9		Heptane, 1-bromo-		179.10		2.09		1.47		4.12

		948		12403641		tentative CNOS_X halogen, unreactive		Cc1cccc(Cl)c1C#N		1000673		6575-09-3		2-Chloro-6-methylbenzonitrile		151.60		1.00		15.10		2.73

		949		12403641		tentative CNOS_X halogen, unreactive		ClC(Cl)Cl		1000684		67-66-3		Methane, trichloro-		119.38		0.23		70.70		1.52

		950		12403641		tentative CNOS_X halogen, unreactive		ClC(Cl)(Cl)C(Cl)(Cl)Cl		1000686		67-72-1		Ethane, hexachloro-		236.74		2.22		1.42		4.03

		951		12403641		tentative CNOS_X halogen, unreactive		CCC(=O)Nc1ccc(Cl)c(Cl)c1		1000709		709-98-8		Propanil		218.08		1.40		8.60		2.88

		952		12403641		tentative CNOS_X halogen, unreactive		CC(Cl)(Cl)Cl		1000714		71-55-6		Ethane, 1,1,1-trichloro-		133.41		0.45		47.30		2.68

		953		12403641		tentative CNOS_X halogen, unreactive		Cc1c(Cl)cccc1NC=O		1000717		71862-02-7		3'-CHLORO-O-FORMOTOLUIDIDE		169.61		0.56		46.60		2.32

		954		12403641		tentative CNOS_X halogen, unreactive		ClCCN1CCCC1		1000720		7250-67-1		1-(2-CHLOROETHYL)PYRROLIDINE.HCL		133.62		-0.06		153.00		1.65

		955		12403641		tentative CNOS_X halogen, unreactive		ClCCl		1000727		75-09-2		Methane, dichloro-		84.93		-0.59		330.00		1.34

		956		12403641		tentative CNOS_X halogen, unreactive		ClC(Cl)Br		1000730		75-27-4		Methane, bromodichloro-		163.83		0.77		28.00		1.61

		957		12403641		tentative CNOS_X halogen, unreactive		ClC(=C)Cl		1000732		75-35-4		Ethene, 1,1-dichloro-		96.94		0.33		45.00		2.12

		958		12403641		tentative CNOS_X halogen, unreactive		IC(I)I		1000733		75-47-8		Methane, triiodo-		393.75		2.13		2.92		3.03

		959		12403641		tentative CNOS_X halogen, unreactive		OCC(F)(F)F		1000736		75-89-8		Ethanol, 2,2,2-trifluoro-		100.04		-0.08		119.00		0.27

		960		12403641		tentative CNOS_X halogen, unreactive		ClC(Cl)C(Cl)(Cl)Cl		1000738		76-01-7		Ethane, pentachloro-		202.30		1.43		7.53		3.11

		961		12403641		tentative CNOS_X halogen, unreactive		FC(F)(Cl)C(F)(Cl)Cl		1000740		76-13-1		Ethane, 1,1,2-trichloro-1,2,2-trifluoro-		187.38		0.99		19.00		3.09

		962		12403641		tentative CNOS_X halogen, unreactive		OCCC(=C)Br		1000742		76334-36-6		3-bromo-3-butene-1-ol		151.00		0.55		43.00		1.10

		963		12403641		tentative CNOS_X halogen, unreactive		Clc1ccccc1NNc2ccccc2Cl		1000754		782-74-1		Hydrazine, 1,2-bis(2-chlorophenyl)-		253.13		3.40		0.10		4.34

		964		12403641		tentative CNOS_X halogen, unreactive		CC(Cl)CCl		1000761		78-87-5		Propane, 1,2-dichloro-		112.99		-0.15		160.00		2.25

		965		12403641		tentative CNOS_X halogen, unreactive		ClCC(Cl)Cl		1000766		79-00-5		Ethane, 1,1,2-trichloro-		133.41		0.21		81.60		2.01

		966		12403641		tentative CNOS_X halogen, unreactive		ClC=C(Cl)Cl		1000767		79-01-6		Ethene, trichloro-		131.39		0.54		38.00		2.47

		967		12403641		tentative CNOS_X halogen, unreactive		ClC(Cl)C(Cl)Cl		1000775		79-34-5		Ethane, 1,1,2,2-tetrachloro-		167.85		0.92		20.30		2.19

		968		12403641		tentative CNOS_X halogen, unreactive		ClC(Cl)c1c(Cl)cccc1Cl		1000787		81-19-6		Benzene, 1,3-dichloro-2-(dichloromethyl)-		229.92		2.37		0.97		4.26

		969		12403641		tentative CNOS_X halogen, unreactive		ClC1CCCCC1Cl		1000792		822-86-6		1,2-Dichlorohexane-trans		153.05		0.92		18.40		3.54

		970		12403641		tentative CNOS_X halogen, unreactive		NCc1cc(cc(c1)C(F)(F)F)C(F)(F)F		1000807		85068-29-7		3,5-bis(trifluoromethyl)benzylamine		243.15		1.34		11.00		3.00

		971		12403641		tentative CNOS_X halogen, unreactive		Brc1ccsc1		1000817		872-31-1		Thiophene, 3-bromo-		164.04		1.42		6.19		2.70

		972		12403641		tentative CNOS_X halogen, unreactive		N#Cc(c(ccc1)Cl)c1		1000818		873-32-5		Benzonitrile, 2-chloro-		137.57		0.57		37.00		2.18

		973		12403641		tentative CNOS_X halogen, unreactive		Clc1cccc(Cl)c1Cl		1000821		87-61-6		Benzene, 1,2,3-trichloro-		181.45		1.75		3.20		3.93

		974		12403641		tentative CNOS_X halogen, unreactive		Clc1cccc2ccccc12		1000845		90-13-1		Naphthalene, 1-chloro-		162.62		1.98		1.70		3.81

		975		12403641		tentative CNOS_X halogen, unreactive		OC(C(F)(F)F)C(F)(F)F		1000865		920-66-1		2-Propanol, 1,1,1,3,3,3-hexafluoro-		168.04		-0.16		244.00		1.11

		976		12403641		tentative CNOS_X halogen, unreactive		Cc1ccccc1Cl		1000894		95-49-8		Benzene, 1-chloro-2-methyl-		126.59		1.22		7.70		3.18

		977		12403641		tentative CNOS_X halogen, unreactive		Clc1ccccc1Cl		1000895		95-50-1		Benzene, 1,2-dichloro-		147.00		1.59		3.80		3.28

		978		12403641		tentative CNOS_X halogen, unreactive		Cc1ccccc1F		1000897		95-52-3		Benzene, 1-fluoro-2-methyl-		110.13		0.75		19.40		2.74

		979		12403641		tentative CNOS_X halogen, unreactive		Cc1ccc(Cl)c(Cl)c1		1000903		95-75-0		Benzene, 1,2-dichloro-4-methyl-		161.03		1.74		4.30		3.83

		980		12403641		tentative CNOS_X halogen, unreactive		ClCC(Br)CBr		1000913		96-12-8		Propane, 1,2-dibromo-3-chloro-		236.33		0.78		39.00		2.68

		981		12403641		tentative CNOS_X halogen, unreactive		OCC(Br)CBr		1000914		96-13-9		1-Propanol, 2,3-dibromo-		217.89		0.49		71.00		0.96

		982		12403641		tentative CNOS_X halogen, unreactive		ClCC(Cl)CCl		1000916		96-18-4		Propane, 1,2,3-trichloro-		147.43		0.41		57.70		2.50

		983		12403641		tentative CNOS_X halogen, unreactive		FC(F)(F)c1ccccc1		1000930		98-08-8		Benzene, (trifluoromethyl)-		146.11		0.89		19.00		2.96

		984		12403641		tentative CNOS_X halogen, unreactive		ClC(Cl)c1ccccc1		1000939		98-87-3		Benzene, (dichloromethyl)-		161.03		0.85		23.00		2.97

		985		12404041		CNOSP_X phosphorus unreactive (no IRAC, HRAC, reactive alcohol)		CCOP(=O)(Cc1ccccc1)OCC		1000089		1080-32-6		Phosphonic acid, (phenylmethyl)-, diethyl ester		228.23		-0.17		336.00		1.56

		986		12404041		CNOSP_X phosphorus unreactive (no IRAC, HRAC, reactive alcohol)		O=P(Oc1ccccc1)(Oc2ccccc2)Oc3ccccc3		1000192		115-86-6		Phosphoric acid, triphenyl ester		326.29		2.40		1.30		4.70

		987		12404041		CNOSP_X phosphorus unreactive (no IRAC, HRAC, reactive alcohol)		CCCCOP(=O)(OCCCC)OCCCC		1000247		126-73-8		Phosphoric acid tributyl ester		266.32		1.28		14.00		3.82

		988		12404041		CNOSP_X phosphorus unreactive (no IRAC, HRAC, reactive alcohol)		CCOP(=S)(S)OCC		1000433		298-06-6		Phosphorodithioic acid, O,O-diethyl ester		186.23		0.45		66.00		2.24

		989		12404041		CNOSP_X phosphorus unreactive (no IRAC, HRAC, reactive alcohol)		CCCCOCCOP(=O)(OCCOCCCC)OCCOCCCC		1000755		78-51-3		Ethanol, 2-butoxy-, phosphate (3:1)		398.48		1.28		21.00		3.00

		990		12404041		CNOSP_X phosphorus unreactive (no IRAC, HRAC, reactive alcohol)		O=P(c1ccccc1)(c2ccccc2)c3ccccc3		1000771		791-28-6		Phosphine oxide, triphenyl-		278.29		0.71		53.70		2.87

		991		12501041		CNOS_X acid general		CCCCCCC(=O)O		1000149		111-14-8		Heptanoic acid		130.19		0.24		75.00		2.54

		992		12501041		CNOS_X acid general		CCCCCCCCC(=O)O		1000174		112-05-0		Nonanoic acid		158.24		0.18		104.00		3.52

		993		12501041		CNOS_X acid general		CCC(=O)O		1000273		137-40-6		Sodium propionate		74.08		-1.70		4790.00		0.58

		994		12501041		CNOS_X acid general		CCCCCC(=O)O		1000290		142-62-1		Hexanoic acid		116.16		-0.44		320.00		2.05

		995		12501041		CNOS_X acid general		CCCCCCCCCCCC(=O)O		1000293		143-07-7		Dodecanoic acid		200.32		1.60		5.00		5.00

		996		12501041		CNOS_X acid general		CCCCCCCCCCCCc1ccc(cc1)S(=O)(=O)O		1000411		27176-87-0		Benzenesulfonic acid, dodecyl-		326.50		1.86		4.50		4.78

		997		12501041		CNOS_X acid general		OC(=O)c1cccc(n1)C(=O)O		1000518		499-83-2		2,6-Pyridinedicarboxylic acid		167.12		-0.28		322.00		0.57

		998		12501041		CNOS_X acid general		OC(=O)c1ccccc1		1000540		532-32-1		Sodium benzoate		122.12		-0.53		484.00		1.87

		999		12501041		CNOS_X acid general		OC(=O)c1ccccc1O		1000703		69-72-7		Benzoic acid, 2-hydroxy-		138.12		0.55		39.00		2.24

		1000		12501041		CNOS_X acid general		CCC(CC)C(=O)O		1000827		88-09-5		Butanoic acid, 2-ethyl-		116.16		0.14		85.00		1.98

		1001		12501041		CNOS_X acid general		Cc1cccc(c1)C(=O)O		1000942		99-04-7		Benzoic acid, 3-methyl-		136.15		0.22		82.00		2.42

		1002		12501041		CNOS_X acid general		Cc1ccc(cc1)C(=O)O		1000952		99-94-5		Benzoic acid, 4-methyl-		136.15		0.33		64.00		2.42

		1003		12501041		CNOS_X acid general		OC(=O)c1ccc(O)cc1		1000954		99-96-7		Benzoic acid, 4-hydroxy-		138.12		0.17		93.00		1.39

		1004		12899941		narcotic group (Fish acute)		C=CC1CCC=CC1		1000008		100-40-3		Cyclohexene, 4-ethenyl-		108.18		1.37		4.60		3.73

		1005		12899941		narcotic group (Fish acute)		CCc1ccccc1		1000009		100-41-4		Benzene, ethyl-		106.17		1.00		10.50		3.03

		1006		12899941		narcotic group (Fish acute)		CC1(C)OCC(CO)O1		1000022		100-79-8		1,3-Dioxolane-4-methanol, 2,2-dimethyl-		132.16		-2.10		16700.00		1.07

		1007		12899941		narcotic group (Fish acute)		CC(C)(O)CCc1ccccc1		1000040		103-05-9		Benzenepropanol, .alpha.,.alpha.-dimethyl-		164.25		0.39		66.40		2.93

		1008		12899941		narcotic group (Fish acute)		CCCCc1ccccc1		1000048		104-51-8		Benzene, butyl-		134.22		1.61		3.30		4.01

		1009		12899941		narcotic group (Fish acute)		CCCCC(CC)CO		1000049		104-76-7		1-Hexanol, 2-ethyl-		130.23		0.66		28.20		2.73

		1010		12899941		narcotic group (Fish acute)		Cc1ccc(C)cc1		1000062		106-42-3		Benzene, 1,4-dimethyl-		106.17		0.98		11.00		3.09

		1011		12899941		narcotic group (Fish acute)		Cc1ccc(Cl)cc1		1000063		106-43-4		Benzene, 1-chloro-4-methyl-		126.59		1.32		6.10		3.18

		1012		12899941		narcotic group (Fish acute)		Clc1ccc(Cl)cc1		1000065		106-46-7		Benzene, 1,4-dichloro-		147.00		1.82		2.20		3.28

		1013		12899941		narcotic group (Fish acute)		CCCBr		1000073		106-94-5		Propane, 1-bromo-		122.99		0.26		67.30		2.16

		1014		12899941		narcotic group (Fish acute)		ClCCCl		1000075		107-06-2		Ethane, 1,2-dichloro-		98.96		-0.14		136.00		1.83

		1015		12899941		narcotic group (Fish acute)		CC(O)CC(C)(C)O		1000085		107-41-5		2,4-Pentanediol, 2-methyl-		118.18		-1.96		10700.00		0.58

		1016		12899941		narcotic group (Fish acute)		Cc1cccc(C)c1		1000093		108-38-3		Benzene, 1,3-dimethyl-		106.17		0.75		19.00		3.09

		1017		12899941		narcotic group (Fish acute)		Clc1cc(Cl)cc(Cl)c1		1000098		108-70-3		Benzene, 1,3,5-trichloro-		181.45		1.75		3.20		3.93

		1018		12899941		narcotic group (Fish acute)		CC1CCCCC1		1000100		108-87-2		Cyclohexane, methyl-		98.19		1.67		2.10		3.59

		1019		12899941		narcotic group (Fish acute)		Cc1ccccc1		1000101		108-88-3		Benzene, methyl-		92.14		0.57		25.00		2.54

		1020		12899941		narcotic group (Fish acute)		Clc1ccccc1		1000103		108-90-7		Benzene, chloro-		112.56		1.23		6.60		2.64

		1021		12899941		narcotic group (Fish acute)		OC1CCCCC1		1000105		108-93-0		Cyclohexanol		100.16		-0.85		704.00		1.64

		1022		12899941		narcotic group (Fish acute)		CCCCBr		1000115		109-65-9		Butane, 1-bromo-		137.02		0.57		36.70		2.65

		1023		12899941		narcotic group (Fish acute)		CCCCCC		1000133		110-54-3		Hexane		86.18		1.54		2.50		3.29

		1024		12899941		narcotic group (Fish acute)		ClCCCCCl		1000134		110-56-5		Butane, 1,4-dichloro-		127.01		0.39		51.60		2.81

		1025		12899941		narcotic group (Fish acute)		C1CCCCC1		1000140		110-82-7		Cyclohexane		84.16		1.27		4.53		3.18

		1026		12899941		narcotic group (Fish acute)		C1CCC=CC1		1000141		110-83-8		Cyclohexene		82.15		1.15		5.80		2.96

		1027		12899941		narcotic group (Fish acute)		CCCCCCBr		1000153		111-25-1		Hexane, 1-bromo-		165.07		1.68		3.45		3.63

		1028		12899941		narcotic group (Fish acute)		CCCCCCO		1000155		111-27-3		1-Hexanol		102.18		0.02		97.70		1.82

		1029		12899941		narcotic group (Fish acute)		CCCCCCCC		1000161		111-65-9		Octane		114.23		2.43		0.42		4.27

		1030		12899941		narcotic group (Fish acute)		CCCCCCCO		1000165		111-70-6		1-Heptanol		116.20		0.81		18.00		2.31

		1031		12899941		narcotic group (Fish acute)		C(=CCCC=CC1)C1		1000166		111-78-4		1,5-Cyclooctadiene		108.18		0.92		13.00		3.73

		1032		12899941		narcotic group (Fish acute)		CCCCCCCCBr		1000168		111-83-1		Octane, 1-bromo-		193.13		2.36		0.84		4.61

		1033		12899941		narcotic group (Fish acute)		CCCCCCCCCl		1000169		111-85-3		Octane, 1-chloro-		148.68		2.38		0.62		4.52

		1034		12899941		narcotic group (Fish acute)		CCCCCCCCO		1000171		111-87-5		1-Octanol		130.23		0.98		13.50		2.81

		1035		12899941		narcotic group (Fish acute)		CCCCCCCCCCO		1000179		112-30-1		1-Decanol		158.29		1.75		2.80		3.79

		1036		12899941		narcotic group (Fish acute)		CCCCCCCCCCCCCO		1000183		112-70-9		1-Tridecanol		200.37		2.07		1.70		5.26

		1037		12899941		narcotic group (Fish acute)		CC(C)(O)C#C		1000187		115-19-5		3-Butyn-2-ol, 2-methyl-		84.12		-1.59		3290.00		0.45

		1038		12899941		narcotic group (Fish acute)		OCC(Cl)(Cl)Cl		1000189		115-20-8		Ethanol, 2,2,2-trichloro-		149.40		-0.30		299.00		1.21

		1039		12899941		narcotic group (Fish acute)		OC(c1ccc(Cl)cc1)(c2ccc(Cl)cc2)C(Cl)(Cl)Cl		1000190		115-32-2		Dicofol		370.49		3.12		0.28		5.81

		1040		12899941		narcotic group (Fish acute)		Cc1c(Cl)cccc1Cl		1000200		118-69-4		Benzene, 1,3-dichloro-2-methyl-		161.03		1.85		2.30		3.83

		1041		12899941		narcotic group (Fish acute)		Clc1ccc(Cl)c(Cl)c1		1000211		120-82-1		Benzene, 1,2,4-trichloro-		181.45		1.88		2.40		3.93

		1042		12899941		narcotic group (Fish acute)		CC(=CCCC(=C)C=C)C		1000234		123-35-3		1,6-Octadiene, 7-methyl-3-methylene-		136.24		2.17		0.92		4.88

		1043		12899941		narcotic group (Fish acute)		ClC(Br)Br		1000244		124-48-1		Methane, dibromochloro-		208.28		0.42		79.00		1.70

		1044		12899941		narcotic group (Fish acute)		ClC(=C(Cl)Cl)Cl		1000251		127-18-4		Ethene, tetrachloro-		165.83		1.07		14.00		2.97

		1045		12899941		narcotic group (Fish acute)		CC(O)(C#C)c1ccccc1		1000252		127-66-2		Benzenemethanol, .alpha.-ethynyl-.alpha.-methyl-		146.19		0.11		113.00		1.67

		1046		12899941		narcotic group (Fish acute)		BrC(Br)c1ccccc1C(Br)Br		1000261		13209-15-9		Benzene, 1,2-bis(dibromomethyl)-		421.75		2.98		0.44		4.31

		1047		12899941		narcotic group (Fish acute)		C=Cc1ccccc1C=C		1000262		1321-74-0		Benzene, diethenyl-		130.19		1.49		4.20		3.80

		1048		12899941		narcotic group (Fish acute)		OCc1cccc(Oc2ccccc2)c1		1000274		13826-35-2		Benzenemethanol, 3-phenoxy-		200.24		1.72		3.80		3.13

		1049		12899941		narcotic group (Fish acute)		CC(=C)C1CCC(=CC1)C		1000275		138-86-3		Cyclohexene, 1-methyl-4-(1-methylethenyl)-		136.24		2.09		1.10		4.83

		1050		12899941		narcotic group (Fish acute)		CCc1cccc(CC)c1		1000288		141-93-5		Benzene, 1,3-diethyl-		134.22		1.51		4.15		4.07

		1051		12899941		narcotic group (Fish acute)		ClCCCCl		1000289		142-28-9		Propane, 1,3-dichloro-		112.99		0.01		111.00		2.32

		1052		12899941		narcotic group (Fish acute)		CCCCCCCCCO		1000294		143-08-8		1-Nonanol		144.26		1.65		3.20		3.30

		1053		12899941		narcotic group (Fish acute)		CC(C)C(C)(O)C#C		1000304		1482-15-1		1-PENTYN-3-OL, 3,4-DIMETHYL-		112.17		-0.26		205.00		1.36

		1054		12899941		narcotic group (Fish acute)		ClC=CCl		1000318		156-59-2		Ethene, 1,2-dichloro-, (Z)-		96.94		0.16		67.00		1.98

		1055		12899941		narcotic group (Fish acute)		CC=C1CC2CC1C=C2		1000320		16219-75-3		Bicyclo 2.2.1 hept-2-ene, 5-ethylidene-		120.20		1.23		7.00		3.67

		1056		12899941		narcotic group (Fish acute)		C=CCCCCCCC=C		1000324		1647-16-1		1,9-Decadiene		138.25		2.68		0.29		4.98

		1057		12899941		narcotic group (Fish acute)		CCC1CCCCC1		1000328		1678-91-7		Ethyl cyclohexane		112.22		2.18		0.75		4.08

		1058		12899941		narcotic group (Fish acute)		CC(C)(C)c1ccc(C=C)cc1		1000335		1746-23-2		Benzene, 1-(1,1-dimethylethyl)-4-ethenyl-		160.26		2.51		0.49		4.80

		1059		12899941		narcotic group (Fish acute)		CC(C)CCC(C)(O)C#C		1000348		19549-98-5		3,6-DIMETHYL-1-HEPTIN-3-OL		140.23		0.46		49.00		2.34

		1060		12899941		narcotic group (Fish acute)		CC(C)C1CCC(C)CC1O		1000370		2216-51-5		Cyclohexanol, 5-methyl-2-(1-methylethyl)-, 1R-(1.alpha.,2.beta.,5.alpha.) -		156.27		0.92		18.90		3.38

		1061		12899941		narcotic group (Fish acute)		OC1CCCCC1c2ccccc2		1000383		2362-61-0		TRANS-2-PHENYL-1-CYCLOHEXANOL		176.26		0.60		44.40		3.27

		1062		12899941		narcotic group (Fish acute)		CC(C)c1ccccc1C(C)C		1000404		25321-09-9		Diisopropyl benzene		162.28		2.25		0.91		4.90

		1063		12899941		narcotic group (Fish acute)		CC(C)CCCCCCCO		1000405		25339-17-7		Isodecanol		158.29		1.43		5.90		3.71

		1064		12899941		narcotic group (Fish acute)		CC(O)c1ccccc1C		1000407		25675-28-9		1-(2-Methylphenyl)ethanol		136.19		-0.10		170.00		2.04

		1065		12899941		narcotic group (Fish acute)		C1C2CC3CC1CC(C2)C3		1000418		281-23-2		Tricyclo 3.3.1.13,7 decane		136.24		2.69		0.28		3.94

		1066		12899941		narcotic group (Fish acute)		CC(C)c1cccc2ccccc12		1000429		29253-36-9		Naphthalene, (1-methylethyl)-		170.26		2.36		0.74		4.63

		1067		12899941		narcotic group (Fish acute)		CC(C)(O)C(F)(F)C(F)F		1000430		29553-26-2		2-Butanol, 3,3,4,4-tetrafluoro-2-methyl-		160.11		-0.56		582.00		1.50

		1068		12899941		narcotic group (Fish acute)		CCCCC(CC)C(=O)OOC(C)(C)C		1000436		3006-82-4		Hexaneperoxoic acid, 2-ethyl-, 1,1-dimethylethyl ester		216.32		1.67		4.60		4.31

		1069		12899941		narcotic group (Fish acute)		C1C=CC2CC=CCC12		1000438		3048-65-5		1H-Indene, 3a,4,7,7a-tetrahydro-		120.20		1.44		4.40		3.28

		1070		12899941		narcotic group (Fish acute)		CC(CCO)CC(C)(C)C		1000457		3452-97-9		1-Hexanol, 3,5,5-trimethyl-		144.26		0.71		28.00		3.11

		1071		12899941		narcotic group (Fish acute)		Fc1ccc(Br)cc1F		1000460		348-61-8		4-bromo-1,2-difluorobenzene		192.99		1.39		7.80		3.28

		1072		12899941		narcotic group (Fish acute)		OC(C#C)(c1ccccc1)c2ccccc2		1000474		3923-52-2		1,1-DIPHENYL-2-PROPYN-1-OL		208.26		1.27		11.10		2.88

		1073		12899941		narcotic group (Fish acute)		CC1(C)C2CCC1(C)C(O)C2		1000501		464-45-9		Bicyclo 2.2.1 heptan-2-ol, 1,7,7-trimethyl-, (1S-endo)-		154.25		0.39		63.20		2.85

		1074		12899941		narcotic group (Fish acute)		OC1CC2CCC1C2		1000516		497-37-0		Bicyclo 2.2.1 heptan-2-ol, exo-		112.17		-0.31		228.00		1.53

		1075		12899941		narcotic group (Fish acute)		C1CC2CC1C=C2		1000517		498-66-8		Bicyclo 2.2.1 hept-2-ene		94.16		0.97		10.00		2.85

		1076		12899941		narcotic group (Fish acute)		CC(=C)C(=C)C		1000528		513-81-5		1,3-Butadiene, 2,3-dimethyl-		82.15		1.08		6.91		3.13

		1077		12899941		narcotic group (Fish acute)		CCCCCc1ccccc1		1000545		538-68-1		Benzene, pentyl-		148.25		1.94		1.71		4.50

		1078		12899941		narcotic group (Fish acute)		Clc1cccc(Cl)c1		1000550		541-73-1		Benzene, 1,3-dichloro-		147.00		1.41		5.70		3.28

		1079		12899941		narcotic group (Fish acute)		ClC(Cl)(Cl)Cl		1000572		56-23-5		Methane, tetrachloro-		153.82		1.31		7.60		2.44

		1080		12899941		narcotic group (Fish acute)		CCc1ccc(cc1)c2ccccc2		1000580		5707-44-8		4-ETHYL-1,1'-BIPHENYL		182.27		2.48		0.60		4.80

		1081		12899941		narcotic group (Fish acute)		Cc1ccc2ccccc2c1C		1000585		573-98-8		1,2-Dimethylnaphthalene		156.23		1.83		2.30		4.26

		1082		12899941		narcotic group (Fish acute)		Cc1cc(C)c2ccccc2c1		1000588		575-41-7		1,3-Dimethylnaphthalene		156.23		1.94		1.80		4.26

		1083		12899941		narcotic group (Fish acute)		Cc1ccc2ccc(C)cc2c1		1000594		582-16-1		NAPHTHALENE, 2,7-DIMETHYL-		156.23		1.94		1.80		4.26

		1084		12899941		narcotic group (Fish acute)		Brc1ccccc1Br		1000597		583-53-9		Benzene, 1,2-dibromo-		235.91		1.77		4.05		3.77

		1085		12899941		narcotic group (Fish acute)		CC=CC=CC		1000605		592-46-1		2,4-Hexadiene		82.15		0.61		20.00		2.86

		1086		12899941		narcotic group (Fish acute)		CC(C)(O)C(Cl)(Cl)Cl		1000614		6001-64-5		1,1,1-TRICHLOR-2-METHYL-2-PROPANOL		177.46		0.12		135.00		2.09

		1087		12899941		narcotic group (Fish acute)		CC(C)C(O)C(C)C		1000615		600-36-2		3-Pentanol, 2,4-dimethyl-		116.20		-0.15		163.00		2.09

		1088		12899941		narcotic group (Fish acute)		CC(c1ccccc1)c2cc(C)ccc2C		1000633		6165-51-1		Benzene, 1,4-dimethyl-2-(1-phenylethyl)-		210.32		2.83		0.31		5.24

		1089		12899941		narcotic group (Fish acute)		ClCCCCCCl		1000655		628-76-2		Pentane, 1,5-dichloro-		141.04		0.75		25.30		3.30

		1090		12899941		narcotic group (Fish acute)		CCCCCCCBr		1000656		629-04-9		Heptane, 1-bromo-		179.10		2.09		1.47		4.12

		1091		12899941		narcotic group (Fish acute)		CCO		1000667		64-17-5		Ethanol		46.07		-2.50		14700.00		-0.14

		1092		12899941		narcotic group (Fish acute)		CO		1000681		67-56-1		Methanol		32.04		-2.96		29400.00		-0.63

		1093		12899941		narcotic group (Fish acute)		CC(C)O		1000682		67-63-0		2-Propanol		60.10		-2.16		8680.00		0.28

		1094		12899941		narcotic group (Fish acute)		ClC(Cl)Cl		1000684		67-66-3		Methane, trichloro-		119.38		0.23		70.70		1.52

		1095		12899941		narcotic group (Fish acute)		ClC(Cl)(Cl)C(Cl)(Cl)Cl		1000686		67-72-1		Ethane, hexachloro-		236.74		2.22		1.42		4.03

		1096		12899941		narcotic group (Fish acute)		CCCO		1000710		71-23-8		1-Propanol		60.10		-1.88		4550.00		0.35

		1097		12899941		narcotic group (Fish acute)		CCCCO		1000711		71-36-3		1-Butanol		74.12		-1.37		1730.00		0.84

		1098		12899941		narcotic group (Fish acute)		CCCCCO		1000712		71-41-0		1-Pentanol		88.15		-0.73		472.00		1.33

		1099		12899941		narcotic group (Fish acute)		c1ccccc1		1000713		71-43-2		Benzene		78.11		0.65		17.50		1.99

		1100		12899941		narcotic group (Fish acute)		CC(Cl)(Cl)Cl		1000714		71-55-6		Ethane, 1,1,1-trichloro-		133.41		0.45		47.30		2.68

		1101		12899941		narcotic group (Fish acute)		CC(=CCCC(=CCCC(C)(O)C=C)C)C		1000719		7212-44-4		1,6,10-Dodecatrien-3-ol, 3,7,11-trimethyl-		222.37		2.19		1.43		5.68

		1102		12899941		narcotic group (Fish acute)		ClCCl		1000727		75-09-2		Methane, dichloro-		84.93		-0.59		330.00		1.34

		1103		12899941		narcotic group (Fish acute)		ClC(Cl)Br		1000730		75-27-4		Methane, bromodichloro-		163.83		0.77		28.00		1.61

		1104		12899941		narcotic group (Fish acute)		ClC(=C)Cl		1000732		75-35-4		Ethene, 1,1-dichloro-		96.94		0.33		45.00		2.12

		1105		12899941		narcotic group (Fish acute)		IC(I)I		1000733		75-47-8		Methane, triiodo-		393.75		2.13		2.92		3.03

		1106		12899941		narcotic group (Fish acute)		CC(C)(C)O		1000735		75-65-0		2-Propanol, 2-methyl-		74.12		-1.94		6410.00		0.73

		1107		12899941		narcotic group (Fish acute)		ClC(Cl)C(Cl)(Cl)Cl		1000738		76-01-7		Ethane, pentachloro-		202.30		1.43		7.53		3.11

		1108		12899941		narcotic group (Fish acute)		FC(F)(Cl)C(F)(Cl)Cl		1000740		76-13-1		Ethane, 1,1,2-trichloro-1,2,2-trifluoro-		187.38		0.99		19.00		3.09

		1109		12899941		narcotic group (Fish acute)		CC(=CC=C(C)C)C		1000744		764-13-6		2,4-Hexadiene, 2,5-dimethyl-		110.20		1.63		2.60		3.95

		1110		12899941		narcotic group (Fish acute)		CCC(C)(O)CC		1000750		77-74-7		3-Pentanol, 3-methyl-		102.18		-0.82		672.00		1.71

		1111		12899941		narcotic group (Fish acute)		CCC(C)(O)C#C		1000751		77-75-8		1-Pentyn-3-ol, 3-methyl-		98.15		-1.09		1220.00		0.94

		1112		12899941		narcotic group (Fish acute)		OC1(CCCCC1)C#C		1000753		78-27-3		Cyclohexanol, 1-ethynyl-		124.18		-0.31		256.00		1.81

		1113		12899941		narcotic group (Fish acute)		CC(=CCCC(C)(O)C=C)C		1000758		78-70-6		1,6-Octadien-3-ol, 3,7-dimethyl-		154.25		0.60		39.00		3.38

		1114		12899941		narcotic group (Fish acute)		CC(=C)C=C		1000759		78-79-5		1,3-Butadiene, 2-methyl-		68.12		0.66		15.00		2.58

		1115		12899941		narcotic group (Fish acute)		CC(C)CO		1000760		78-83-1		1-Propanol, 2-methyl-		74.12		-1.29		1430.00		0.77

		1116		12899941		narcotic group (Fish acute)		CC(Cl)CCl		1000761		78-87-5		Propane, 1,2-dichloro-		112.99		-0.15		160.00		2.25

		1117		12899941		narcotic group (Fish acute)		CCC(C)O		1000763		78-92-2		2-Butanol		74.12		-1.69		3670.00		0.77

		1118		12899941		narcotic group (Fish acute)		ClCC(Cl)Cl		1000766		79-00-5		Ethane, 1,1,2-trichloro-		133.41		0.21		81.60		2.01

		1119		12899941		narcotic group (Fish acute)		ClC=C(Cl)Cl		1000767		79-01-6		Ethene, trichloro-		131.39		0.54		38.00		2.47

		1120		12899941		narcotic group (Fish acute)		ClC(Cl)C(Cl)Cl		1000775		79-34-5		Ethane, 1,1,2,2-tetrachloro-		167.85		0.92		20.30		2.19

		1121		12899941		narcotic group (Fish acute)		CC(C)(OOC(C)(C)c1ccccc1)c2ccccc2		1000782		80-43-3		Peroxide, bis(1-methyl-1-phenylethyl)		270.37		2.76		0.47		5.88

		1122		12899941		narcotic group (Fish acute)		ClC(Cl)c1c(Cl)cccc1Cl		1000787		81-19-6		Benzene, 1,3-dichloro-2-(dichloromethyl)-		229.92		2.37		0.97		4.26

		1123		12899941		narcotic group (Fish acute)		ClC1CCCCC1Cl		1000792		822-86-6		1,2-Dichlorohexane-trans		153.05		0.92		18.40		3.54

		1124		12899941		narcotic group (Fish acute)		C1CCC(CC1)c2ccccc2		1000795		827-52-1		Benzene, cyclohexyl-		160.26		2.13		1.20		4.81

		1125		12899941		narcotic group (Fish acute)		C1Cc2cccc3cccc1c23		1000797		83-32-9		Acenaphthylene, 1,2-dihydro-		154.21		1.95		1.73		4.15

		1126		12899941		narcotic group (Fish acute)		c1ccc(cc1)c2ccccc2c3ccccc3		1000800		84-15-1		1,1':2',1''-Terphenyl		230.31		3.28		0.12		5.52

		1127		12899941		narcotic group (Fish acute)		c1ccc2c(c1)ccc3ccccc32		1000806		85-01-8		Phenanthrene		178.23		2.10		1.40		4.35

		1128		12899941		narcotic group (Fish acute)		Clc1cccc(Cl)c1Cl		1000821		87-61-6		Benzene, 1,2,3-trichloro-		181.45		1.75		3.20		3.93

		1129		12899941		narcotic group (Fish acute)		Cc1cccc2ccccc12		1000844		90-12-0		Naphthalene, 1-methyl-		142.20		1.40		5.70		3.72

		1130		12899941		narcotic group (Fish acute)		Clc1cccc2ccccc12		1000845		90-13-1		Naphthalene, 1-chloro-		162.62		1.98		1.70		3.81

		1131		12899941		narcotic group (Fish acute)		C1CCC2CCCCC2C1		1000854		91-17-8		Naphthalene, decahydro-		138.25		2.57		0.37		4.20

		1132		12899941		narcotic group (Fish acute)		c1ccc2ccccc2c1		1000855		91-20-3		Naphthalene		128.17		1.32		6.14		3.17

		1133		12899941		narcotic group (Fish acute)		Cc1ccc2ccccc2c1		1000858		91-57-6		Naphthalene, 2-methyl-		142.20		1.87		1.90		3.72

		1134		12899941		narcotic group (Fish acute)		c1ccc(cc1)c2cccc(c2)c3ccccc3		1000866		92-06-8		m-terphenyl		230.31		1.87		3.10		5.52

		1135		12899941		narcotic group (Fish acute)		c1ccc(cc1)c2ccccc2		1000868		92-52-4		1,1'-Biphenyl		154.21		1.60		3.90		3.76

		1136		12899941		narcotic group (Fish acute)		CCC=CCCO		1000873		928-96-1		3-Hexen-1-ol, (Z)-		100.16		-0.58		381.00		1.61

		1137		12899941		narcotic group (Fish acute)		CCC=CCCO		1000874		928-97-2		3-Hexen-1-ol, (E)-		100.16		-0.43		271.00		1.61

		1138		12899941		narcotic group (Fish acute)		Cc1ccccc1C		1000892		95-47-6		Benzene, 1,2-dimethyl-		106.17		1.16		7.40		3.09

		1139		12899941		narcotic group (Fish acute)		Cc1ccccc1Cl		1000894		95-49-8		Benzene, 1-chloro-2-methyl-		126.59		1.22		7.70		3.18

		1140		12899941		narcotic group (Fish acute)		Clc1ccccc1Cl		1000895		95-50-1		Benzene, 1,2-dichloro-		147.00		1.59		3.80		3.28

		1141		12899941		narcotic group (Fish acute)		Cc1ccccc1F		1000897		95-52-3		Benzene, 1-fluoro-2-methyl-		110.13		0.75		19.40		2.74

		1142		12899941		narcotic group (Fish acute)		Cc1ccc(C)c(C)c1		1000901		95-63-6		Benzene, 1,2,4-trimethyl-		120.20		1.19		7.72		3.63

		1143		12899941		narcotic group (Fish acute)		Cc1ccc(Cl)c(Cl)c1		1000903		95-75-0		Benzene, 1,2-dichloro-4-methyl-		161.03		1.74		4.30		3.83

		1144		12899941		narcotic group (Fish acute)		ClCC(Br)CBr		1000913		96-12-8		Propane, 1,2-dibromo-3-chloro-		236.33		0.78		39.00		2.68

		1145		12899941		narcotic group (Fish acute)		ClCC(Cl)CCl		1000916		96-18-4		Propane, 1,2,3-trichloro-		147.43		0.41		57.70		2.50

		1146		12899941		narcotic group (Fish acute)		FC(F)(F)c1ccccc1		1000930		98-08-8		Benzene, (trifluoromethyl)-		146.11		0.89		19.00		2.96

		1147		12899941		narcotic group (Fish acute)		Cc1ccc(cc1)C(C)(C)C		1000932		98-51-1		Benzene, 1-(1,1-dimethylethyl)-4-methyl-		148.25		1.94		1.70		4.45

		1148		12899941		narcotic group (Fish acute)		CC(C)c1ccccc1		1000936		98-82-8		Benzene, (1-methylethyl)-		120.20		1.28		6.32		3.45

		1149		12899941		narcotic group (Fish acute)		CC(=C)c1ccccc1		1000937		98-83-9		Benzene, (1-methylethenyl)-		118.18		1.21		7.30		3.44

		1150		12899941		narcotic group (Fish acute)		ClC(Cl)c1ccccc1		1000939		98-87-3		Benzene, (dichloromethyl)-		161.03		0.85		23.00		2.97

		1151		12899941		narcotic group (Fish acute)		CC(C)C1CCC(C)CC1		1000949		99-82-1		Cyclohexane, 1-methyl-4-(1-methylethyl)-		140.27		2.87		0.19		4.92

		1152		12899941		narcotic group (Fish acute)		CC(C)c1ccc(C)cc1		1000950		99-87-6		Benzene, 1-methyl-4-(1-methylethyl)-		134.22		1.83		2.00		4.00

		1153		14000041		Unclassified Fish acute		CC=NO		1000084		107-29-9		Acetaldehyde, oxime		59.07		-0.11		76.00		-0.21

		1154		14000041		Unclassified Fish acute		CCOC(=O)CC(SP(=S)(OC)OC)C(=O)OCC		1000221		121-75-5		Malathion		330.36		1.37		14.10		2.29

		1155		14000041		Unclassified Fish acute		CCOP(=S)(OCC)SCSC(C)(C)C		1000258		13071-79-9		Terbufos		288.43		4.34		0.01		4.49

		1156		14000041		Unclassified Fish acute		CC(C)OP(=O)(OC(C)C)SCc1ccccc1		1000408		26087-47-8		IBP		288.35		1.93		3.40		3.57

		1157		14000041		Unclassified Fish acute		CCOP(=S)(OCC)SCCSCC		1000432		298-04-4		Disulfoton		274.40		2.00		2.73		4.07

		1158		14000041		Unclassified Fish acute		CC(C)OC(=O)C(=C1SCCS1)C(=O)OC(C)C		1000524		50512-35-1		IPT (Isoprothiolane)		290.40		1.49		9.30		2.79

		1159		14000041		Unclassified Fish acute		CN1C=NC2N(C)C(=O)N(C)C(=O)C1=2		1000591		58-08-2		Caffeine		194.19		0.11		151.00		0.16

		1160		14000041		Unclassified Fish acute		CCOP(=S)(OCC)SCSc1ccc(Cl)cc1		1000757		786-19-6		Carbophenthion		342.87		3.16		0.24		5.44

		1161		14000041		Unclassified Fish acute		O=C(Oc1ccccc1)c2ccccc2C(=O)Oc3ccccc3		1000802		84-62-8		1,2-Benzenedicarboxylic acid, diphenyl ester		318.33		3.60		0.08		4.10

		1162		18001441		Cnos_X unreactive fish, daphnid		CCc1ccccn1		1000021		100-71-0		Pyridine, 2-ethyl-		107.16		-0.59		414.00		1.84

		1163		18001441		Cnos_X unreactive fish, daphnid		CCc1ccc(C)nc1		1000051		104-90-5		Pyridine, 5-ethyl-2-methyl-		121.18		0.17		81.10		2.39

		1164		18001441		Cnos_X unreactive fish, daphnid		C1CCc2ncccc2C1		1000053		10500-57-9		QUINOLINE, 5,6,7,8-TETRAHYDRO-		133.19		0.56		37.00		2.77

		1165		18001441		Cnos_X unreactive fish, daphnid		Cc1ccncc1		1000102		108-89-4		Pyridine, 4-methyl-		93.13		-0.64		403.00		1.35

		1166		18001441		Cnos_X unreactive fish, daphnid		Cc1cccnc1		1000109		108-99-6		Pyridine, 3-methyl-		93.13		-0.19		144.00		1.35

		1167		18001441		Cnos_X unreactive fish, daphnid		Cc1ccccn1		1000111		109-06-8		Pyridine, 2-methyl-		93.13		-0.98		897.00		1.35

		1168		18001441		Cnos_X unreactive fish, daphnid		c1ccoc1		1000124		110-00-9		Furan		68.08		0.05		61.00		1.36

		1169		18001441		Cnos_X unreactive fish, daphnid		c1ccsc1		1000125		110-02-1		Thiophene		85.15		0.43		31.00		1.81

		1170		18001441		Cnos_X unreactive fish, daphnid		c1ccncc1		1000143		110-86-1		Pyridine		79.10		-0.10		99.80		0.80

		1171		18001441		Cnos_X unreactive fish, daphnid		c1ccc2c(c1)oc3ccccc32		1000264		132-64-9		Dibenzofuran		168.20		2.05		1.51		3.71

		1172		18001441		Cnos_X unreactive fish, daphnid		c1ccc2c(c1)sc3ccccc32		1000265		132-65-0		Dibenzothiophene		185.27		2.12		1.40		4.17

		1173		18001441		Cnos_X unreactive fish, daphnid		Cc1nc(C)c(C)o1		1000359		20662-84-4		2,4,5-Trimethyloxazole		111.14		-0.61		449.00		1.86

		1174		18001441		Cnos_X unreactive fish, daphnid		c1cc2ccccc2o1		1000412		271-89-6		Benzofuran		118.14		0.93		14.00		2.54

		1175		18001441		Cnos_X unreactive fish, daphnid		c1ccc(cc1)c2cccc(n2)c3ccccc3		1000464		3558-69-8		Pyridine, 2,6-diphenyl-		231.30		3.04		0.21		4.33

		1176		18001441		Cnos_X unreactive fish, daphnid		C(Cc1ccncc1)c2ccncc2		1000512		4916-57-8		1,2-BIS(4-PYRIDYL)-ETHAN		184.24		0.09		151.00		2.36

		1177		18001441		Cnos_X unreactive fish, daphnid		Cc1ccc(C)o1		1000652		625-86-5		Furan, 2,5-dimethyl-		96.13		0.13		71.10		2.46

		1178		18001441		Cnos_X unreactive fish, daphnid		Cc1cocn1		1000699		693-93-6		4-METHYLOXAZOL		83.09		-1.22		1390.00		0.76

		1179		18001441		Cnos_X unreactive fish, daphnid		Brc1ccsc1		1000817		872-31-1		Thiophene, 3-bromo-		164.04		1.42		6.19		2.70

		1180		18001441		Cnos_X unreactive fish, daphnid		c1ccc2ncccc2c1		1000856		91-22-5		Quinoline		129.16		0.29		67.00		2.14

		1181		18001441		Cnos_X unreactive fish, daphnid		c1ccc(cc1)c2ccncc2		1000880		939-23-1		Pyridine, 4-phenyl-		155.20		0.98		16.10		2.57

		1182		18001441		Cnos_X unreactive fish, daphnid		c1nc2ccccc2s1		1000888		95-16-9		Benzothiazole		136.20		0.54		39.00		2.17






substructure_def

		FragID		SubstructureClassName		SMARTS

		3000		elements other than CNOSPSiAsSnXNa,K		[!#6;!#7;!#8;!#15;!#16;!#14;!#33;!#50;!#9;!#17;!#35;!#53;!#11;!#19]

		3001		elements other than CX		[!#6;!#9;!#17;!#35;!#53]

		3002		elements other than CNX		[!#6;!#7;!#9;!#17;!#35;!#53]

		3003		elements other than COX		[!#6;!#8;!#9;!#17;!#35;!#53]

		3004		elements other than CSX		[!#6;!#16;!#9;!#17;!#35;!#53]

		3006		elements other than CNOX		[!#6;!#7;!#8;!#9;!#17;!#35;!#53]

		3008		elements other than CNPX		[!#6;!#7;!#15;!#9;!#17;!#35;!#53]

		3009		elements other than COSX		[!#6;!#8;!#16;!#9;!#17;!#35;!#53]

		3010		elements other than COPX		[!#6;!#8;!#15;!#9;!#17;!#35;!#53]

		3011		elements other than COns		[!#6;!F;!Cl;!Br;!I;!n;!s;!o;!O]

		3012		elements other than COSPnX		[!#6;!#8;!#16;!#15;!#9;!#17;!#35;!#53;!n]

		3013		elements other than CNOSX		[!#6;!#7;!#8;!#16;!#9;!#17;!#35;!#53]

		3014		elements other than CnosX		[$([!#6;!F;!Cl;!Br;!I;!n;!s;!o]),$([n+])]

		3015		elements other than CNOSPX		[!#6;!#7;!#8;!#15;!#16;!#9;!#17;!#35;!#53]

		3016		elements other than COSnosX		[!#6;!#8;!#16;!#9;!#17;!#35;!#53;!n]

		3020		tautomer M=Q-ZH (-> HM-Q=Z)		[*;!H0;#7v3,#8v2,#16v2,#34v2,#52v2][#6,#7,#15,#33,#16,#34,#52]=[#7v3,#8v2,#16v2,#34v2,#52v2]

		3021		tautomer HC-Q=Z (-> C=Q-ZH)		[*;!H0;#6X4][#6,#7,#15,#33,#16,#34,#52]=[#7v3,#8v2,#16v2,#34v2,#52v2]

		3022		Carbon		[#6]

		3030		carbonyl C=O		[#6;$([#6](=[#8]))]

		3031		ketone CC(=O)C		[#6;$([#6](=[#8])([#6])[#6])]

		3032		ester CC(=O)OC		[#6;$([#6](=[#8])([#6])[#8][#6]);!$([#6](=[#8])([#6])[#8][#6]=[O,S,N])]

		3033		carbonate COC(=O)OC		[#6;$([#6](=[#8])([#8][#6])[#8][#6])]

		3034		carboxylic acid C(=O)O		[#6;$([#6](=[#8])([#6])[#8H1])]

		3035		peroxy OO, general		[#6;$([#6][#8][#8])]

		3036		aldehyde		[#6H1;$([#6](=[#8])[#6])]

		3037		acid halide		[#6;$([#6](=[#8])[#9,#17,#35,#53])]

		3038		anhydride		[#6;$([#6](=[#8])[#8][#6](=[#8])[#6])]

		3039		fused aromatic cR3		[cR3;!$([cR3]([cR2][CR])[cR2][CR])]

		3040		fused aromatic c!R1		[c!R1;$([c!R1]@[c!R1])]

		3041		carbamate general NC(=O,S)O,S		[#7v3X3;$([#7][#6R0](=[O,S])[O,S])]

		3044		ether general		[#8H0;!$([#8]C=[O,N,S]);!$([#8]C[#8]);$([#8]([#6])[#6])]

		3045		ether COC		[#8H0!r3;$([#8]([#6])[#6]);!$([#8][#6](=[#8,#7,S]));!$([#8][#6][#6]=[#6H2]);!$([#8][#6][#6r3][#8r3])]

		3046		alcohol COH		[#6;$([#6][#8;H]);!X3;v4]

		3047		phenol cOH		[OX2H][cX3;$(c1ccccc1)]

		3049		epoxide general		[#8r3;$([#8]1[#6][#6]1)]

		3050		o-,p-unshared pairs of electrons		[$([#8H1,#7H2]cc[#8H1,#7H2]),$([#8H1,#7H2]cccc[#8H1,#7H2])]

		3051		alkenyl,alkynyl,2-hanogeno pri-,sec O		[$([#8X2][#6H1,#6H2][#6]=,#[#6]),$([#8X2][#6H1,#6H2][#6H1,#6H2][#6]=[#6H2]),$([#8X2][#6H1,#6H2][#6H1,#6H2][#6]#[#6]),$([#8X2][#6H1,#6H2][#6H1,#6H2][Cl,Br,I]),$([#8X2][#6H1,#6H2][#6][F])]

		3052		alkenyl,alkynyl,2-hanogeno pri-,sec O,pinacol		[$([#8X2][#6H1,#6H2][#6]=,#[#6]),$([#8X2][#6H1,#6H2][#6H1,#6H2][#6]=[#6H2]),$([#8X2][#6H1,#6H2][#6H1,#6H2][#6]#[#6]),$([#8X2H1][#6X4]([#6X3])([#6X3])[#6X4]([#6X3])([#6X3])[#8X2H1])]

		3053		carbonyl a-halo, ab-unsaturated		[$([#6R0](=O)[#6H1,#6H2][Cl,Br,I,F]),$([#6](=O)[#6]=[#6;H2]),$([#6](=O)[#6]=[#6;H1][a]),$([a][#6](=O)[#6]=[#6][#6](=O)[a]),$([#6R0](=O)[#6H2][#6R0](=O))]

		3054		O-alkenyl,alkynyl,halogen, ketene		[$([#8X2](C=O)[#6]=,#[#6]),$([#8X2][#6H1,#6H2][#6]=,#[#6]),$([#8X2][#6H1,#6H2][#6H1,#6H2][#6]=[#6H2]),$([#8X2][#6H1,#6H2][#6H1,#6H2][#6]#[#6]),$([#8X2][#6H1,#6H2][#6H1,#6H2][Cl,Br,I]),$([#8X2][#6H1,#6H2][#6][F]),$([#8X2][#6H1,#6H2][#6r3][Or3])]

		3055		CH2=CHC(=O)O		[$([#6H2]=[#6H1][#6](=O)[OH]),$([#6H2]=[#6H1][#6](=O)[O][#6])]

		3056		CH2=CC(=O)O		[$([#6H2]=[#6H0][#6](=O)[OH]),$([#6H2]=[#6H0][#6](=O)[O][#6])]

		3057		a-X, a-O,b-O,a,b-C=C acid		[$([#6](=O)([OH])[#6](=[C])),$([#6](=O)([OH])[#6](-,=[O,S,Cl,Br,I,F])),$([#6](=O)([OH])[#6][#6](-,=[O,S]));!$([#6](=O)([OH])[#6][#6](O)[#6][CX4H0])]

		3058		oxyethlene		[O;$(O[CR0][CR0]O[#6])]

		3059		C=O w/o electron donated o-, p-Nv3X3		[C;$(C=O);!$(C(=O)c1c([Nv3X3])cccc1);!$(C(=O)c1ccc([Nv3X3])cc1)]

		3061		-O-alkenyl, alkynyl OCC=,#C		[$([#8X2][#6H1,#6H2][#6]=,#[#6])]

		3062		ERROR:#NAME?		[$([#8X2][#6H1,#6H2][#6H1,#6H2][#6]=[#6H2])]

		3063		-O-alkenyl, alkynyl OCCC#C		[$([#8X2][#6H1,#6H2][#6H1,#6H2][#6]#[#6])]

		3064		-O-halogen OCCC[C,Br,I] pro-OCc=C		[$([#8X2][#6H1,#6H2][#6H1,#6H2][Cl,Br,I])]

		3065		ERROR:#NAME?		[$([#8X2][#6H1,#6H2][#6][F])]

		3066		pinacol C(OH)C(OH)		[$([#8X2H1][#6X4]([#6X3])([#6X3])[#6X4]([#6X3])([#6X3])[#8X2H1])]

		3096		nitro halogen or CF3 =>4		[N;$(N(=O)=O);!$(Nc[cH][cH]);!$(Nc[cH]c[cH]);!$(Nc[cH]cc[cH])]c1[cH,$(c[F,Cl,Br,I]),$(cC(F)(F)F)][cH,$(c[F,Cl,Br,I]),$(cC(F)(F)F)][cH,$(c[F,Cl,Br,I]),$(cC(F)(F)F)][cH,$(c[F,Cl,Br,I]),$(cC(F)(F)F)][cH,$(c[F,Cl,Br,I]),$(cC(F)(F)F)]1

		3097		nitro o-C(=O,Cl,Br,I)		[NX3v5;$(N(=O)(=O)ccC(~[OX1,Cl,Br,I]))]

		3098		nitro m-C(=O,Cl,Br,I)		[NX3v5;$(N(=O)(=O)cccC(~[OX1,Cl,Br,I]))]

		3099		nitro p-C(=O,Cl,Br,I)		[NX3v5;$(N(=O)(=O)ccccC(~[OX1,Cl,Br,I]))]

		3100		amine CNH2		[#7X3H2;!$([#7][*v6]);!$(N[#6](~[#7,#8,#16]))]

		3101		amine aromatic alkylated C.cNH2		[#7X3H2;!$([#7][#7]);$(Ncc[CX4,OH0]),$(Nccc[CX4,OH0]),$(Ncccc[CX4,OH0])]

		3102		ammonium N+		[#7v4;+]

		3103		carbamate NC(=O)O		[Nv3X3;$(NC(=[O,S])[O,S]);!$([N]([C]=O)([C]=O)([C]=O))]

		3104		nitril C#N		[N;$([#7X1]#[#6X2])]

		3105		hydrazine N-N		[Nv3X3;!$(NC=[*;!#6]);!$(N[*;v6])][Nv3X3;!$(NC=[*;!#6]);!$(N[*;v6])]

		3106		azo N=N		[NX2;$(N=N)]

		3107		N3		[NX1;$(N~N~N)]

		3108		imino C=N-, guanidine		[#7v3X2;$(N=[Cv4X3]);!$(N[N,O,S])]

		3109		urea NC(=O)N		[#6X3;$([#6X3](=[O,S])(N)N);!$([#6X3](=[O,S])NN)]

		3110		amine CNH1		[#7v3X3H1;!$([#7][!#6]);!$([#7][*v6]);!$([#7][#6](~[#7,#8,#16]));!$([#7r5H1](a)a)]

		3111		guanidine NC(=N)N		[#6X3;$([#6X3](=[N])(N)N)]

		3112		enemine NC=C		[NX3;$(NC=C)]

		3113		ntroso amine, imine N-N=O		[#7v3;$(N-N=O)]

		3114		hydrazine N-NH2		[Nv3H2;$([Nv3H2]-[Nv3X3]);!$(NN(C=*)(C=*))]

		3115		NH0 amide, imide		[#7v3X3H0;!$([#7][#7,#8,#16]);!$([#7]C(=[CH2]));$(N[#6](~[#7,#8,#16]))]

		3116		Nv3-hetero atom (O,S,Si,P)		[#7v3;$([#7][#8,#14,#15,#16]);!$([#7][#7]);!$([#7H0R][#8R,#14R,#15R,#16R]);!$([#7]([#8,#14,#15,#16])[#8,#14,#15,#16]);!$([#7][#8,#14,#15,#16][#7][#8,#14,#15,#16])]

		3117		aldoxime CH=N-O		[#7v3;$([#7]([#8])=[#6H1][#6]),$([#7]([#8])=[#6H2])]

		3118		reactive halogen  XC=@[N,n,O,S], X-[N,O,S]		[F,Cl,Br,I;$(*[#6]=,@[#7,#8,#16]),$(*[#7,#8,#16])]

		3119		unreactive pyridine		[n;$(n:c[OH]),$(n:[c;R1]([!N]):c[OH]),$(n:[c;R1]([!N]):[c;R1]:c[OH])]

		3120		amine CNH0		[#7v3X3H0;!$([#7][!#6]);!$([#7][*v6]);!$([#7][#6](~[#7,#8,#16]))]

		3121		amine Nv3 not hindered		[#7v3X3;!$([NR0][CR1][CR1]([CX4R0])[CX4R1]);!$([NR1](C)C(C)(C)C);!$([#7][#7]);!$(NC(=[CH2]));!$(N[#6](~[#7,#8,#16]))]

		3122		amine hindered		[#7v3X3;$([NR0][CR1][CR1]([CX4R0])[CX4R1]),$([NR1](C)C(C)(C)C);!$([#7][#7]);!$(NC(=[CH2]));!$(N[#6](~[#7,#8,#16]))]

		3123		amide		[#7v3X3;$([#7][C](=O)[!N;!S;!O;!P]),$([#7][CH1](=O));!$(N~[N,S,O]);!$(N(C=[N,O,S])C=O)]

		3125		cO reactive 12,13,14 O,N		[Ov2X2;$(Occ[Nv3,O]),$(Occc[Nv3,O]),$(Occcc[Nv3,O])]

		3126		halomethane, tri, tetra		[C;$([CH1]([Cl,Br,I])([Cl,Br,I])([Cl,Br,I])),$(C([F,Cl,Br,I])([Cl,Br,I])([Cl,Br,I])([Cl,Br,I]))]

		3127		amine reactive 12,13,14 wo H0		[N;H2;$(Ncc[NH2,NH1,OH1]),$(Nccc[NH2,NH1,OH1]),$(Ncccc[NH2,NH1,OH1])]

		3128		amine reactive 12,13,14 w H0		[N;H2;$(Ncc[Nv3X3,OH1]),$(Nccc[Nv3X3,OH1]),$(Ncccc[Nv3X3,OH1])]

		3129		amine Nv3 reactive 12,13,14 Nv3,O		[Nv3X3;$(Ncc[Nv3,O]),$(Nccc[Nv3,O]),$(Ncccc[Nv3,O])]

		3130		nitro N(=O)=O		[$(N(=O)=O),$([N+](=O)[O-])]

		3131		nitrated benzene carbonyl		[NX3v5;$(N(=O)(=O)ccC(~[OX1,Cl,Br,I])),$(N(=O)(=O)cccC(~[OX1,Cl,Br,I])),$(N(=O)(=O)ccccC(~[OX1,Cl,Br,I]))]

		3132		carbamate reactive		[N;$([N;!H2][#6X3](=[O,S])[O][C,N]),$([N;!H2][#6X3](=[O,S])[O]cc[O,N]),$([N;!H2][#6X3](=[O,S])[O]cccc[O,N]);!$([NR0]([C]=O)([C]=O)([C]=O));!$([NH1][C][CR1])]

		3133		carbamete NH2		[#6X3;$([#6X3](=[O,S])([O,S])[N;H2])]

		3134		NH2, 2,5-halo		[#7X3H2;$([#7]c1c([F,Cl,Br,I])ccc([F,Cl,Br,I])c1)]

		3135		NH2, hetero aromatic 3-, 4- n		[NH2;$([NH2v3][c]1[c][c,n][c,n][c,n][c]1);!$([NH2v3][c]1[c][c][c][c][c]1)]

		3136		NH2, mono-halo or unsubstututed		[NH2;$(Nc1[cH,cR2][cH,cR2][cH,cR2][cH,cR2][cH,cR2]1),$(Nc1[cH,cR2][cH,cR2][c;$(c[F,Cl])][cH,cR2][cH,cR2]1),$(Nc1[c;$(c[F,Cl])][cH,cR2][cH,cR2][cH,cR2][cH,cR2]1),$(Nc1[cH,cR2][c;$(c[F,Cl])][cH,cR2][cH,cR2][cH,cR2]1)]

		3137		amine reactive Nv3 o-(Nv3, O)		[Nv3X3;$(Ncc[Nv3,O])]

		3140		P-SC,c (reactive P ester alcohol)		[#15;$([#15]-[#16][#6])]

		3141		barbital		[C;$(C1NC(=O)[CX4]C(=O)N1)]

		3142		nitril unreactive		[N;$([#7X1]#[#6X2]);!$(N#C[CH2;R0]C#N);!$(N#C[CR0]=[CR0]);!$(N#CC[Cl,Br,I,OH1]);!$(N#CccC#N)]

		3143		nitril reactive		[N;$(N#C[CH2;R0]C#N),$(N#C[CH1R0]=[CR0]),$(N#CC[Cl,Br,I,OH1]),$(N#Cc(n)c(C#N)n),$(N#Cc(cCl)c(C#N)(cCl))]

		3144		amine oxide		[#7;$([#7v5X4](=[#8])([#6])([#6])[#6])]

		3145		acetal		[#6X4;$([#6]([#8])[#8])]

		3150		pyrrol		[#7r5v3X3;!$([#7][*v6]);!$([#7][#6](~[AR0;#7,#8,#16]));$([#7](a)a)]

		3151		aldehyde CH=C		[#6;$([CH](=O)[C;H1]=[CH2]),$([CH](=O)[C;H1]=[CH][CX4])]

		3152		aldehyde CF2X		[#6;$([CH](=O)CC[O,Sv2X2,Cl,Br,I])]

		3153		aldehyde CC[S,Cl,Br,I]		[#6;$([CH](=O)CC[O,Sv2X2,Cl,Br,I])]

		3160		aldehyde o-OH		[#6;$([CH](=O)cc[OH]);!$([C](=O)cc([OH])cc[OH])]

		3161		aldehyde o-F,Cl		[#6;$([CH](=O)c([cH1])c[F,Cl])]

		3162		aldehyde p-F,Cl		[#6;$([CH](=O)cccc[F,Cl])]

		3163		aldehyde m-CF3		[#6;$([CH](=O)cccC(F)(F)F)]

		3164		aldehyde p-CF3		[#6;$([CH](=O)ccccC(F)(F)F)]

		3165		aldehyde o-nitro		[#6;$([CH](=O)ccN(=O)(=O))]

		3166		aldehyde m-nitro		[#6;$([CH](=O)cccN(=O)(=O))]

		3167		aldehyde p-nitro		[#6;$([CH](=O)ccccN(=O)(=O))]

		3168		aldehyde 2-n		[#6;$([CH](=O)cn)]

		3169		aldehyde 3-n		[#6;$([CH](=O)ccn)]

		3170		aldehyde 4-n		[#6;$([CH](=O)cccn)]

		3171		carbonyl CH(X)		[$([#6R0](=O)[#6H1,#6H2][Cl,Br,I,F])]

		3172		carbonyl C=CH2		[$([#6](=O)[#6]=[#6;H2])]

		3173		carbonyl C=CH-a		[$([#6](=O)[#6]=[#6;H1][a])]

		3174		carbonyl a-C=O C=CC(=O)-a		[$([#6v4X3][#6](=O)[#6]=[#6][#6](=O)[#6v4X3])]

		3175		carbonyl CH2C=O		[$([#6R0](=O)[#6H2][#6R0](=O))]

		3176		carbonyl C=[N,O,S]		[#6;$([C](=O)[C]=[O,S,NR0])]

		3181		a-C=[O,C] acid		[#6;$(C=[O,C])][C,S](=O)

		3182		a-[~#7+,O,S,Cl,Br,I] acid		[#6;$(C([O,Sv2X2,Cl,Br,I]))][C,S](=O)

		3183		a-CNC[C,S=O]OH acid (nitrilo acetic acid)		[#6;$([CX4][NX3][CX4]C(=O)O)][C,S](=O)

		3184		a-[#7+,H0] acid		[#6;$([#6][#7+;H0])][C,S](=O)

		3185		b-[#7+,H0] acid		[#6;$([#6][#6][#7+;H0])][C,S](=O)

		3186		r-[#7+,H0] acid		[#6;$([#6][#6][#6][#7+;H0])][C,S](=O)

		3190		OC(=O)C=,#C		[$([#8X2](C=O)[#6]=,#[#6])]

		3191		OCHC=,#C		[$([#8X2][#6H1,#6H2][#6]=,#[#6])]

		3192		OCHCHC=CH2		[$([#8X2][#6H1,#6H2][#6H1,#6H2][#6]=[#6H2])]

		3193		OCHCHC#C		[$([#8X2][#6H1,#6H2][#6H1,#6H2][#6]#[#6])]

		3194		OCHCH[Cl,Br,I]		[$([#8X2][#6H1,#6H2][#6H1,#6H2][Cl,Br,I])]

		3195		O,S-C(F)(F)C(F)F		[$([#8X2,#16][CX4]([F])([F])[CX4]([F])[F])]

		3196		OCC1OC1		[$([#8X2][#6H1,#6H2][#6r3][Or3])]

		3200		carbamate NC(=O,S)O[C,N]		[N;$([N;!H2][#6X3](=[O,S])[O][C,N]);!$([NR0]([C]=O)([C]=O)([C]=O));!$([NH1][C][CR1])]

		3201		carbamate NC(=O,S)Occ[O,N]		[N;$([N;!H2][#6X3](=[O,S])[O]cc[O,N]);!$([NR0]([C]=O)([C]=O)([C]=O));!$([NH1][C][CR1])]

		3202		carbamate NC(=O,S)Occcc[O,N]		[N;$([N;!H2][#6X3](=[O,S])[O]cccc[O,N]);!$([NR0]([C]=O)([C]=O)([C]=O));!$([NH1][C][CR1])]

		3203		carbamate NC(=O,S)Occ(CC)cc		[N;$([N;!H2][#6X3](=[O,S])[O]cc(CC)cc);!$([NR0]([C]=O)([C]=O)([C]=O));!$([NH1][C][CR1])]

		3210		NN, hydrazine general, not in ring		[Nv3X3R0;$([N][Nv3X3])]

		3234		SH thiophenol		[Sv2X2H1;$(Sc1ccccc1)]

		3235		SH mercaptan, not hindered		[$([Sv2X2H1][CX4v4]);!$([Sv2X2H1]C(CC)(CC)CC)]

		3236		SH general		[$([#16v2X2H1][#6])]

		3501		sterically hindered ortho O,S,N,P		[O,S,N,P;$([*][#6;X3;R1][#6;X3;R1][#6;X4;R0]([#6X4R0])([#6X4R0]))]

		3502		sterically hindered ortho C=O, C=S		[C;$([C,P](=[O,S,N])[#6;X3;R1][#6;X3;R1][#6;X4;R0]([#6;X4;R0])([#6;X4;R0]))]

		3535		disulfide exception		[#16v2X2H0;$([S]([#6X4H3,c])[Sv2X2H0][#6X4H2,c])]

		3536		disulfide general		[#16v2X2H0;$([S]([#6X4,c])[Sv2X2H0][#6X4,c])]

		3537		2-mercapto-thiazol		[#16v2X2H1;$(S[cr5]([sr5,or5])[nr5])]

		3539		aromatic n=c-thiol		nc-[SH1]

		3550		sulfonylurea		[c,N,O]S(=O)(=O)N~C(~O)~N

		3600		organo-tin		[Sn;$([Sn;v4][#6])]

		4034		carboxylic acid C(=O)(C,c)OH, hindered		[#6;$([#6](=[#8])([#6R][#6R0])[#8H1])]

		4119		n+, N+ alkyl chain <6		[$([N,n;+]);!$([N+]CCCCCC)]

		4120		n+, N+ alkyl chain >=6		[$([N,n;+]);$([N+]CCCCCC)]

		4149		-C#N[$Aliphatic]		[NX1]#C[$([A;!P;!N;!S;!Se]);!$(C=N)]

		4150		-C#N[$aromatic]		[NX1]#[C][a]

		4168		-C(=O)O[$aromatic]		[a]C(=O)[OD2][!Na;!K;!Li]

		4199		-CL[$aromatic]		[a;!n][Cl]

		4204		-COOH[$Aliphatic]		[A][CD3](=[OX1])[OH1]

		4205		-COOH[$aromatic]		[a][CX3](=[OX1])[OH1]

		4207		-F[$aromatic]		[a][F]

		4227		-N[$an aromatic]		[N;$([Nv3X3][a]);!$([Nv3X3]([a])[a]);!$([Nv3X3]([a])([a])[a]);!$([Nv3X3]-[P]);!$([Nv3X3]([CX3]=[C])[CX3]=[C])]

		4228		-N-[$two aromatic]		[N;$([Nv3X3]([a])[a]);!$([Nv3X3]-[P])]

		4259		-NO2[$aromatic]		[N;$(N([a])(=O)=O),$([N+]([a])(=O)[O-])]

		4315		-S-[$two aromatic]		[a][Sv2X2][a]

		4320		-S(=O)-[$aromatic]		[a][Sv4!H](=[OX1])[A;!O;!N]

		4321		-S(=O)-[$Aliphatic]		S(=O)A

		4322		-S(=O)-[$two aromatic]		[a][Sv4!H](=[OX1])[a]

		4501		aromatic ring (sPilot1)		[c;R]

		4504		>C=O or >C=S (sPilot4)		[CX3]=[OX1,SX1]

		4507		halogen		[F,Cl,Br,I]

		4510		aromatic NH2		c-[N;H2]

		4511		heteroaromatic-C=C		[n,c;R;$([n,c]C=C);!$(c1ccccc1)]

		4515		o-disubstitued pix2, pi-n-pi		cOC(=O)[c;R][c;R]C(=O)Oc

		4519		X-CC=/#		[C;X4;$(C[Cl,Br,I]);!$(C([F,Cl,Br,I])([F,Cl,Br,I])([F,Cl,Br,I]))][C,c]=,#[C,c,O,S,N]

		4520		halogen(Cl,Br,I) a- to pi electron		[$([Cl,Br,I]CC=C),$([Cl,Br,I]Cc);!$([Cl,Br,I]C([Cl,Br,I])c)]

		4521		b-halogen(Cl,Br,I) to lone pair (b-atom) XCC(O,N,S..)		[Cl,Br,I][C;$([C;X4;H1]),$([C;X4;H2])][CX4;$(C[OH]),$(C[NH]),$(C[SH])]

		4523		perfluoro ethylene -CF2CF2-		[C;$(C(F)(F))][C;$(C(F)(F))]

		4525		acidic -C(=O)CH2-C(=O)- or N#C-CH2-C#N		[CH2;R0;$(C(C(=O))C(=O)),$(C(C#N)C#N)]

		4526		a,b-unsaturated C=,#(Het)		C=[C;H1;$(CC=O),$(CC#N)]

		4527		-C=C(C)C(=O,#N)-		C=[C;H0;$(CC=O),$(CC#N)]

		4528		XCCCX 1,3-Halogen		[Br,I][C,X4][C,X4][C,X4][Br,I]

		4529		PRE:aldehyde ar-CX2		c[CH]([Cl,Br,I])[Cl,Br,I]

		4532		n+ or N+ or P+ or S+		[n,N,P,S;+;!$([#7v4+][O-])]

		4534		LAS NP surfactant		CCC[C;$(c1ccccc1)]

		4535		disulfide not ph-S or CH3-S		[#16X2H0;$([S][C,c]);!$(S[C;H3]);!$(S[cccccc])][#16X2H0;$([S][C,c]);!$(S[C;H3]);!$(S[cccccc])]

		4536		PRE:b-diketone (diketene)		C(=O)CC([O;r4])=C

		4537		PRE:aldehyde (Vinyl ester)		C(=O)O[C;H1]=C

		4538		thiol, mercaptane		[S;X2;H1][C;!$(C=[O,S,N,P]);$(C[C,c])]

		4539		thiophenol		c[S;X2;H1;!$(Scn)]

		4540		phenol		[O;H1][c;$(c1ccccc1);!$(ccN(=O)(=O));!$(cc[C;H1]=O);!$(cc[C](=O)O);!$(cccN(=O)(=O));!$(ccc[C;H1]=O);!$(ccc[C](=O)O);!$(ccccN(=O)(=O));!$(cccc[C;H1]=O);!$(cccc[C](=O)O)]

		4541		epoxide monocyclic		[#8r3;$([#8]1[#6R1][#6R1])]

		4542		epoxide dicyclic (poor Sn2)		[#8r3;$([#8]1[#6R2][#6R2])]

		4543		MF:not C,c,O,F		[!C;!c;!O;!F]

		4544		aromatic nucleophilic substitution (dinitrobenzene)		[$([Cl,Br,I]c1c([Nv5X3])cc([Nv5X3])cc1),$([Cl,Br,I]c1c([Nv5X3])cccc1([Nv5X3]))]

		4545		PRE:HS-C-X (e.g. thioacetal)		[P,C](=[O,S])S[C,H2][S,N,O]

		4546		hetero aromatic m6, n>0		[n;r6]

		4554		peroxy OO, not hindered (OO-t-C, OO-ring-o-C,c)		[#8;$([#8][#8]);!$([#8][#6]([#6])[#6]);!$([#8]([#6R1][#6R1][#6R0])([#6R1][#6R1][#6R0]));!$([#8][#6]=[#8])]

		4555		imide 5 membered ring		[C;!$(C(=O)[O,S,Cl,Br,I,F])](=O)[N;X3;r5;!$(C(=O)[O,S,Cl,Br,I,F])][C;!$(C(=O)[O,S,Cl,Br,I,F])](=O)

		4556		imide 6 membered ring		[C;!$(C(=O)[O,S,Cl,Br,I,F])](=O)[N;X3;r6;!$(C(=O)[O,S,Cl,Br,I,F])][C;!$(C(=O)[O,S,Cl,Br,I,F])](=O)

		4557		alkyl surfactant		OS(=O)(=O)[C;X4][C&X4,C&$(C(=O))][OX2,CX4][C;X4][C;X4][C;X4]

		4560		indole alkaloid		c1ccc2[C,c](CCN)[C,c][N,n]c2c1

		4700		o-non substituted aniline NH2		[N;H2;$(Nc([c;H1])[c;H1]ccc)]

		4702		-C(=O)H aldehyde, formyl-, -carbaldehyde, -al		[CX3H1](=O)[#6]

		4704		-C(=O)OH, carboxylic acid, carboxy-, -oic acid		[CX3](=O)[OX2H1]

		4705		-C(=O)O-, ester, oxycarbonyl, -carboxylate (not O-vinyl)		[#6;$([#6;R0](=O)([O;R0])[#6]);!$(CccN(=O)=O);!$(CC=[CH2,CH1])](=[OX1])O[#6;!$(C=O);!$(C=S);!$(C=N);!$(C=[CH2]);!$(CC=[CH2])]

		4708		a-halocarbonyl		[C;$(C[F,Cl,Br,I])]C=O

		4711		aliphatic-NH2		[N;H2;v3;X3;!$(NC=[S,N,O]);!$(NCC(=O)O)][C]

		4712		aromatic(Ho)-NH2		[N;H2][a;R;$(cccccc)]

		4713		aromatic(He)-NH2		[N;H2][a;R;!$(cccccc)]

		4714		o- or p-OH, NH2 substituted aromatic-NH2		[NH2,OH1;$([OH1,NH2]aa[OH1,NH2]),$([OH1,NH2]aaaa[OH1,NH2]),$([OH1,NH2]a[aR2]a[OH1,NH2])]

		4715		o- or p-OH substituted aromatic-OH		[OH1,OH1;$([OH1,OH1]aa[OH1,OH1]),$([OH1,OH1]aaaa[OH1,OH1])]

		4716		CH2=CC(=O)O		[C;H2]=CC(=O)O[C,c;!$(C=C);!$(CC1CO1)]

		4718		aliphatic ketone (use MF:CHO)		[C;H0;$(C(=O)([C])[C]);!$(C(=O)C[Cl,Br,I,F])!$(C(=O)C=Cc)]

		4719		C[H0,1] b-diketone		[C,c]C(=O)[C;X4;!$(C[F,Cl,Br,I]),H1,H0]([C,c])C(=O)[C,c]

		4720		o-substituted-aniline (for daphnid)		[N;H2;$(Nc([cH])c[C,OH0])]

		4721		cyclic b-diketone		[C;R]C(=O)[C;X4;H2;R]C(=O)[C;R]

		4722		ar-C(=O)-C		[c;$(cC(=O)C);!$(cC(=O)[C;H2]C(=O));!$(cC(=O)C[F,Cl,Br,I]);!$(cC(=O)C=C);!$(cC(=O)C[F,Cl,Br,I]);!$(c[O;H1]);!$(cc[O;H1]);!$(ccc[O;H1]);!$(c[n,N]);!$(cc[n,N]);!$(ccc[n,N]);!$(ccOCC=C);!$(cccOCC=C);!$(ccccOCC=C)]

		4723		ar-C(=O)-ar		[c;r5,r6;$(c[c,n,s,o]),$(cc[c,n,s,o]),$(ccc[c,n,s,o])]C(=O)[c;r5,r6;$(c[c,n,s,o]),$(cc[c,n,s,o]),$(ccc[c,n,s,o])]

		4724		>NH		[N;H1;v3;X3;$(N(C)C);!$(NC=[S,N,O])]

		4725		>N- unreactive		[N;H0;v3;X3;$(N(C)(C)C);!$(N(C)(C)C[CH2][OH1]);!$(N(C)(C)CC(=O)[O]);!$(NC=[S,N,O])]

		4726		ArNH(Cc)		[N;H1;v3;!$(NC(=O));!$(N([#6;X3;R2])[#6;X3;R2]);!$(NccccN)]([#6])[$(cccccc)]

		4727		ArN(Cc)2		[N;H0;v3;!$(NC(=O));!$(Nc1ccc([N,O,S])cc1)]([C,c&$(c1ccccc1)])([C,c&$(c1ccccc1)])[c;$(c1ccccc1)]

		4728		1,4-N-HoAr		[N;H2;$(Ncc[NH2,OH1]),$(Ncccc[NH2,OH1]),$(Nc[cR2]c[NH2,OH1]);!$(Ncc[Nv5X3,Cl]);!$(Nccc[Nv5X3,Cl]);!$(Ncccc[Nv5X3,Cl])]

		4731		oxine chelate		cnc([c;H0])[c;H0][O;H1]

		4732		nitrophenol count N		[c;$(c1ccccc1)][Nv5X3;$(Ncc[O;H1]),$(Nccc[O;H1]),$(Ncccc[O;H1])]

		4733		bisphenol		[C,O;$([C,O](cccc([O;H1])cc)cccc([O;H1])cc)]

		4734		halophenol		[O;H1][$(cc[Cl,Br,I]),$(ccc[Cl,Br,I]),$(cccc[Cl,Br,I]);!$(cn);!$(ccn);!$(cccn);!$(cc[OH1])]

		4735		nitrophenol		[c;$(c1ccccc1)][O;H1;$(Occ[Nv5X3]),$(Occc[Nv5X3]),$(Occcc[Nv5X3])]

		4736		ether C-O-C		[O;X2;H0;$(O(C)C);!r3;!$(OC[N,S,O,P]);!$(OC=[N,S,O,P])]

		4745		PO4 HC		[C,c,O][P](=O)([C,c,O][C,c])[C,c,O]

		4760		-SO3H, Sulfonic Acid, sulfo-, -sulfonic acid		[C,c,O]S(=O)(=O)[O;$([OH1]),$(O[Na,Li,K])]

		4765		test: amide not reactive test		[N;$(N[C](=O)[!N;!S;!O;!P]),$(N[C;H1](=O));!$(N[N,S,O]);!$(N(C=[O,S])C=O)]

		4766		test: amide reactive test		[N;$(NC(=O)C=[O,N,S]),$(N(C=O)ccO),$(NC(=O)C=[C;H2]);!$(N[N,S,O]);!$(N(C=[O,S])C=O)]

		4770		alcohol primary		[O;H1][C;H2;X4;$(C[C,c])][C;X4;!$(C[S,N,F,Cl,Br,I,Si,P])]

		4771		alcohol secondary		[O;H1][C;H1;X4;$(C[C,c])][C;X4;!$(C[S,N,F,Cl,Br,I,Si,P])]

		4772		alcohol tertiary		[O;H1][C;H0;X4;$(C[C,c])][C,c]

		4773		O-CC=C alcohol		[O;H1][C;H1,H2]C=C

		4774		O-CC#C		O[C;H1,H2]C#C

		4775		O-CCC=C		O[C;H1,H2]CC=C

		4776		O-CCC#C		O[C;H1,H2]CC#C

		4778		alcohol C1 (methanol)		[C;H3][O;H1]

		4781		carbamate or thiocarbamate (not NH2)		[N;X3;H0,H1;!$(N(C=[O,S])(C=[O,S]))][C](=[O,S])[O,S][N,c]

		4782		aldehyde reactive		[$(C[CH]=C),$(CC(F)(F)[F,Cl,Br,I]),$(CCC[O,S,Cl,Br,I]);$([C;H1](=O))][C]

		4786		P-Pest		[$([N,S,O][C,c])][P;!$(P(O)(O)(O)(=O))](=[O,S])[$([O,S,c][C,c])]

		4787		acid reactive		[#6;$(C=[O,C]),$(C(~[#7+,O,S,Cl,Br,I])[C,S]=O),$([CX4][NX3][CX4]C(=O)O),$([#6][#7+;H0]),$([#6][#6][#7+;H0]),$([#6][#6][#6][#7+;H0])][C,S](=O)[O;H1]

		4788		acid aliphatic		[C;X4;!$(C[F,Cl,Br,I,N,S,O,P]);$(C[CX4,c]),$([C;H3]),$(C1CCCCC1)]C(=O)[O;H1]

		4789		MF:Ccos		[!C;!c;!o;!s]

		4791		Pro: a,b-unsaturated C=O (amine elimination)		[C;X4;$([CH2][N;X3]),$([CH2][OH;X2,SH;X2]),$([CH2][Cl,Br,I])][C;X4;$([C;H1]),$([C;H2])][C;R0]=O

		4797		acid reactive		[C;$(C=[O,C]),$(C[#7+,O,S,Cl,Br,I]),$([C][N]CC(=O)O)]C(=O)[O;H1]

		4806		[C]		[C]

		4813		aromatic(Hetero)-NH2. excl. triazine		[N;H2][a;R;!$(c1ccccc1);!$(c1n[c,n][c,n]cn1)]

		4814		triazine N,n general		[#7;$([#7]1[#6][#7][#6][#7][#6]1)]

		4815		triazine n general		[n;$(n1cncnc1)]

		4847		MF:NOS_X, not oxazole, not CF2		[N,n,O,S,F,Cl,Br,I;!$(ncocc);!$(ncscc);!$(ncncc);!$(N#Cc);!$(FCF);!$(Clc);!$(Fc);!$(ncccc),$(nC=C),$(ncC=C),$(nccC=C),$(ncccC=C),$(nc-cc),$([n+])]

		4849		stable delocalized cation		ncc[C;H1][N;!$(C=O)]

		4886		terphenyl type		[c;r6]-[c;r6;$(cc(-[c;r6])),$(cac(-[c;r6])),$(caac(-[c;r6]))]

		4892		MF: not CHO  (kPilotO)		[!C;!c;!O]

		4893		MF: not CHOP		[!C;!c;!O;!P]

		4900		CC(C)(C)CC(C)(C)c1ccc(OCCO)cc1		CC(C)(C)CC(C)(C)c1ccc(OCCO)cc1

		4901		Aliphatic N NO		[Nv3]

		4904		Aliphatic P		[P]

		4907		thiol, reactive, not hindered		[$([#16v2X2H1][#6]);!$([#16v2X2H1][#6]=[#6,#7,#8,#16]);!$(Sc[n,s,o]);!$(SC(CC)(CC)CC);!$(Sc(cCC)c(CC))]

		4908		aromatic thiol => 341, 2447		[a][Sv2X2H1]

		4910		aromatic		[a]

		4911		aromatic n		[n]

		4912		aromatic o		[o]

		4913		aromatic s		[s]

		4914		aniline (compound, C6H7N)		[cH]1[cH][cH][cH][cH][c]1[NH2v3]

		4915		aromatic carbon-halogen (Cl, Br, I)		[c][Cl,Br,I]

		4916		aromativ SH general		[c][SH]

		4917		aromatic OH general		[c][OH]

		4918		aniline NH2 general		[NH2]c(ccc1)cc1

		4926		CO (Aliphatic aldehyde)		[CH](=O)[C]

		4927		CO (aromatic aldehyde)		[CH](=O)[c]

		4940		COC(Aliphatic ether)		[O;$(O([CX4])[CX4]);!$(OC[O,S,N])]

		4941		cO(C,c) (aromatic ether)		[O;$([O;R0]([c;R1]([!N])[c;R1]([!N])[c;R1]([!N]))[CX4,c;R1]([!N])[CX4,c;R1]([!N])[CX4,c;R1]([!N])[CX4,c;R1]([!N]))]

		4942		sulfide (C,c)S(C,c) not CX,O,S,N,P		[Sv2X2;$(S([Cv4X4,c])[Cv4X4,c]);!$(SC~[N,O,P,S,F,Cl,Br,I])]

		4946		sulfoxide		[S;$(S([Cv4X4,c])([Cv4X4,c])=[O]);!$(SC~[N,O,P,S,F,Cl,Br,I])]

		4955		Aliphatic & aromatic amide		[#6]C(=O)[Nv3X3;!$(N[C](=[N,S]))]

		4972		O=C-N		C(=O)[N;v3]

		4982		aromatic aldehyde reactice		[$(Ccc[OH]),$(Ccc[F,Cl]),$(Ccccc[F,Cl]),$(CcccC(F)(F)F),$(CccccC(F)(F)F),$(CccN(=O)(=O)),$(CcccN(=O)(=O)),$(CccccN(=O)(=O)),$(Ccn),$(Cccn),$(Ccccn);C;$([C;H1](=O))][c]

		4983		CX unreactive		[C;$([C;X3,C;X4]([F,Cl,Br,I]));!$(CC=,#[*]);!$([C;X4]c);!$([C;X4]C[O;H1])]

		6002		acrylate		[CX3]=[CX3H1][CD3](=O)[OD2;!$(O(C=O)(C=[!#6]))]

		6015		1,4-diaminobenzene		[c]1[c][c]([c][c][c]1[Nv3;!$([N]C(=O))])[Nv3;!$([N]C(=O))]

		6016		amine Nv3X3 o-, p-(Nv3, OH) w/o parent		[#7v3X3;!$([#7][*v6]);!$(N[#6](~[#7,#8,#16]));!$([NH2][c]1[cH][cH][c]([NH2,OH])[cH][cH]1);!$([NH2][c]1[c]([NH2,OH])[cH][cH][cH][cH]1);$(Ncc[Nv3,OH1]),$(Ncccc[Nv3,OH1])]

		6022		dinitroaniline(not  include amide)		[NX3;H2,H1,H0;!$(NC=O);!$(N=O)][cX3][$(c([#7](=O)(=O))c([#7](=O)(=O))),$(c([#7](=O)(=O))cc([#7](=O)(=O))),$(c([#7](=O)(=O))ccc([#7](=O)(=O))),$(c([#7](=O)(=O))cccc([#7](=O)(=O))),$(c([#7](=O)(=O))ccccc([#7](=O)(=O))),$(cc([#7](=O)(=O))c([#7](=O)(=O))),$(cc([#7](=O)(=O))cc([#7](=O)(=O)))]

		6025		dinitrobenzene		[N;$(N(=O)(=O)acN(=O)(=O)),$(N(=O)(=O)aacN(=O)(=O)),$(N(=O)(=O)aaacN(=O)(=O))]c1aaaaa1

		6030		epoxide		[C;R1]1[C;R1][#8]1

		6040		phenol reactive (o-,m-,p- OH, #7)		[c;$(c1ccc([#7,OH])cc1),$(c1cc([#7,OH])ccc1),$(c1c([#7,OH])cccc1)][OH]

		6041		phenol o-formyl		[#6H1;$([#6](=[#8])[#6][#6][OH])]

		6042		CH=N o-OH reactive (aldehyde analog)		[#6H1;$([#6](=[#7])[#6][#6][OH])]

		6046		thiocyanate		[#7!D1]=[C]=[#16]

		6050		sulfone amide		cS(=O)(=O)N

		6065		vinyl N		[#6][#7]C=[CX3H2]

		6099		hydrazine(NN, any)		[NX3v3R0;$([NX3v3][NX3v3]);!$([N;H2][#7;r5,r6][#6;r5,r6](=O))]

		6105		a-halo-CN		N#CC[I,Br,Cl]

		6108		o-di-CN-aromatic		N#C[a][a]C#N

		6109		pyrethroid		cOcccCO[C,NX2]Cc

		6110		pyrethroids-a1		C=CC1C(C(OC[c,N])=O)C1

		6111		pyrethroids-a2		[C&r3&$(CC(=O)OCC=C),C&r3&$(CC(=O)OCa)]

		6112		pyrethroids-b		aa(a)[C,O]aaaCOC(=O)C

		6213		carbamate4		[A]NC(=O)[O][a,N]

		6518		4-O-phenol		[OH]aaaa[OH]

		6568		1-N-2-OH-Ar OH free, include oxine		[#7v3][aR2]a[OH]

		6600		amine?edetic acid		[#7v3X3;$([#7](CC(=O)O)CC(=O)O),$([#7](CC(=O)O)CCNCC(=O)O)]

		6631		cCH=CH2 (unreactive)		[C;H2]=[C;H1]c

		6930		(C,c)-SO2-O-(H,Na,K,Li)		[C,c,O]S(=O)(=O)[OH,$(O[Na,K,Li])]

		6933		C1=NN=CC(=O)N1N		C1=[N;v3][N;v3]=CC(=O)[N;v3]1[N;v3]

		6950		anti-microbial (irgasan)		[O;H1]ccOccCl

		6961		naphthalene		c1ccc2ccccc2c1

		6963		triazine		[S,Cl,O]c1nc(N)nc(N)n1

		6969		benzo-aromatic n,s,o ring (unreactive)		[n,s,o;R1;$([n,s,o][c;R2]),$([n,s,o]c[c;R2]),$([n,s,o]cc[c;R2])]

		6978		pyridine NH2		[N;H2;$(Nc1ncccc1),$(Nc1cnccc1),$(Nc1ccncc1)]

		6981		pyridine 3-NH2 (reactive)		[N;H2;$(Nc1cnccc1)]

		6982		C(Cl,Br,I)(C=O)OH (reactive)		[Cl,Br,I]CC(=O)[O;H1]

		6983		pyridine (measured)		[n;$(n[c;H1][c;H1][c;H1][c;H1][c;H1]),$(n[c;H1][c]([C;H3])[c;H1][c;H1][c;H1])]

		6984		biphenyl (parent, p-C)		[c;$([c;H1]1[c;H1][c;H1][c]([c;H1][c;H1]1)[c]2[c;H1][c;H1][c;H1,H0][c;H1][c;H1]2)]

		6985		Cl2C=CCl2 (measured)		[C;$(C(Cl)(Cl)=C(Cl)Cl)]

		6986		1,2-dichloro CHCl-CHCl		[C;$([C;R0;H1,H2](Cl)[C;R0;H1,H2]Cl)]

		6987		gem-Cl C(H)(Cl)(Cl)CH		[C;$([C;H1](Cl)(Cl)[C;H1,H2,H3])]

		6988		ClC=CCH2Cl		[C;H2;$(C(Cl)C=CCl)]

		6989		1-NO2 4-NO2, halogen		[Nv5X3;$(N(=O)(~O)c1ccc([F,Cl,Br,I,Nv5X3])cc1);!$(Ncc[Nv3,O,S]);!$(Nccc[O,S,Nv3])]

		6990		ether reactive O-C=CH2		[#8H0;!$([#8]C=[O,N,S]);$([#8][#6]=[#6H2])]

		7999		n r6 OH not reactive		[n;$(n:c[OH]),$(n:[c;R1]([!N]):c[OH]),$(n:[c;R1]([!N]):[c;R1]:c[OH])]





substruction_def_for_AD

		FragID		SubstructureClassName		SMARTS

		5001		Lithium [Li]		[#3]

		5002		Sodium [Na]		[#11]

		5003		Boron [B]		[#5]

		5004		NH 5 menbered aromatic		[#7r5H1;$([#7](a)(a))]

		5006		Silicon [Si]		[#14]

		5007		Nitrogen [N,n]		[#7]

		5008		Oxygen [O,o]		[#8]

		5012		Arsenic [As]		[#33]

		5013		Selenium [Se]		[#34]

		5014		Potassium [K]		[#19]

		5016		Sulfur [S]		[#16]

		5017		Tin [Sn]		[#50]

		5018		Phosphorus [P]		[#15]

		5019		halogen C-[Cl,Br,I]>2 CF2>3		[F,Cl,Br,I;$([Cl,Br,I]C[Cl,Br,I]),$(FC(F)C(F)(F)C(F)(F))]

		5020		Mechanism=SNAr 1		c1([F,Cl,Br,I,$(N(=O)~O)])c([F,Cl,Br,I,$(N(=O)~O),$(C#N),$(C=O),$(C(F)(F)F),$(S=O)])cc([F,Cl,Br,I,$(N(=O)~O),$(C#N),$(C=O),$(C(F)(F)F),$(S=O)])cc1

		5021		Mechanism=SNAr 2		c1([F,Cl,Br,I,$(N(=O)~O)])c([F,Cl,Br,I,$(N(=O)~O),$(C#N),$(C=O),$(C(F)(F)F),$(S=O)])cccc1([F,Cl,Br,I,$(N(=O)~O),$(C#N),$(C=O),$(C(F)(F)F),$(S=O)])

		5022		Mechanism=SNAr 3		c1([F,Cl,Br,I,$(N(=O)~O)])ncc([F,Cl,Br,I,$(N(=O)~O),$(C#N),$(C=O),$(C(F)(F)F),$(S=O)])cc1

		5023		Mechanism=SNAr 4		c1([F,Cl,Br,I,$(N(=O)=O)])ncccc1([F,Cl,Br,I,$(N(=O)=O),$(C#N),$(C=O),$(C(F)(F)F),$(S=O)])

		5024		Mechanism=SNAr 5		c1([F,Cl,Br,I,$(N(=O)=O)])ncccn1

		5025		Mechanism=SNAr 6		c1([F,Cl,Br,I,$(N(=O)=O)])ncncc1

		5026		Mechanism=SNAr 7		c1([F,Cl,Br,I,$(N(=O)=O)])ncc([F,Cl,Br,I,$(N(=O)=O),$(C#N),$(C=O),$(C(F)(F)F),$(S=O)])nc1

		5027		Mechanism=SNAr 8		c1nc([F,Cl,Br,I,$(N(=O)=O)])ncn1

		5028		Mechanism=SNAr 9		[F,Cl,Br,I,$(N(=O)(=O))]c1c([$(C(F)(F)(F)),$(S=O),F,Cl,Br,I,$(N(=O)(=O)),$(C#N),$(C=O)])cncc1

		5029		Mechanism=SB 1 modified		[CH2]=[O,SX2]

		5030		Mechanism=SB 2 modified		[CX4][CH]=[O,SX2]

		5031		Mechanism=SB 3 not use		[a][CH]=O

		5032		Mechanism=SB 4 modified		C(C)(C)=CC=[O,SX2]

		5033		Mechanism=SB 5		[C;!r5]([C;!r5])=[C;!r5](C)[C;!r5]=[O,SX2;!r5]

		5034		Mechanism=SB 6		[#6]C(=[O,SX2])C(=[O,SX2])[#6]

		5035		Mechanism=SB 7		[#6]C(=[O,SX2])[CX4]C(=[O,SX2])[#6]

		5036		Mechanism=SB 8		[#6][$([NX2]=O),$(N=C=O),$(OC#N),$(SC#N),$(N=C=S)]

		5037		Mechanism=pro-SB 1		[CH2][NH2]

		5038		Mechanism=pro-SB 2		[CH2]N([CH3])[CH3]

		5039		Mechanism=pro-SB 3		CC(C)=[CH][CH2][OH]

		5040		Mechanism=pro-SB 4		CC=C(C)[CH2][OH]

		5041		Mechanism=Michael 1		[CH2,CH]=[CH][$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5042		Mechanism=Michael 2		[CH2]=C[$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5043		Mechanism=Michael 3		aC=C[$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5044		Mechanism=Michael 4		C#C[$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5045		Mechanism=Michael 5		[CH2,CH]=[CH]C=C[$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5046		Mechanism=Michael 6		[CHR]=[CR][$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5047		Mechanism=Michael 7		C=C([F,Cl,Br,I])[F,Cl,Br,I]

		5048		Mechanism=Michael 8		c1c(=[O,NH2,NH])c(=[O,NH2,NH])ccc1

		5049		Mechanism=Michael 9		c1c(=[O,NH2,NH])ccc(=[O,NH2,NH])c1

		5050		Mechanism=Michael 10		C1=[C,N][$(S(=O)(=O)),$(C=[N,O]),$(S=O)][C,N]=C1c2ccccc2

		5051		Mechanism=Michael 11		[CH2,CH]=C1C(=[O,SX2])**C1

		5052		Mechanism=proMichael 1		c1c([OH,NH2,NH])c([OH,NH2,NH,$(N=N),$(N(C)C)])ccc1

		5053		Mechanism=proMichael 2		c1c([OH,NH2,NH])ccc([OH,NH2,NH,$(N=N),$(N(C)C)])c1

		5054		Mechanism=proMichael 3		c1([OH])c(O[CH3])cccc1

		5055		Mechanism=proMichael 4		c1([OH])ccc(O[CH3])cc1

		5056		Mechanism=proMichael 5		c1c([OH])ccc(C=C[CH3])c1

		5057		Mechanism=proMichael 6		c1c([OH,NH2,NH])cc([OH,NH2,NH,$(N(C)C)])cc1

		5058		Mechanism=proMichael 7		C([F,Cl,Br,I])[CH2,CH][$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5059		Mechanism=proMichael 8		[$([CH]=[CH2,CH]),$(C(C)=[CH2,CH]),$(C#C);!$(C(C)=CC)][CH2][OH]

		5060		Mechanism=proMichael 9		c1([OH])ccc([CH2][CH]=[CH2])cc1

		5061		Mechanism=proMichael 10		c1(O[CH3])ccc([CH2][CH]=[CH2])cc1

		5062		Mechanism=proMichael 11		[OH]c1cccc2ccccc12

		5063		Mechanism=proMichael 12		F[CH2,CH]C(F)[$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5064		Mechanism=proMichael 13		Cl[CH2,CH]C(Cl)[$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5065		Mechanism=proMichael 14		Br[CH2,CH]C(Br)[$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5066		Mechanism=proMichael 15		I[CH2,CH]C(I)[$(N(=O)~O),$(C=O),$(C#N),$(S=O),$(C(=O)N),$(a)]

		5067		Mechanism=SN2 1		[CH,CH2,CH3;!$([CH2]CC=[O,S])][F,Cl,Br,I,$(OS(=O)(=O)[#6,#1]),$(OS(=O)(=O)O[#6,#1])]

		5068		Mechanism=SN2 2		[#6]1[O,N,SX2][#6]1

		5069		Mechanism=SN2 3		C1C(=[O,S])[O,S][CH2,CH]1

		5070		Mechanism=SN2 4		[$(C=C),$(C#C),a][CH2,CH][O,S][$([CH]=O),$([CH]=S),$(C(C)=O),$(C(C)=S),a]

		5071		Mechanism=sulphurSN2 1		[#6]1=,:[#6]C(=[O,SX1])N[SX2]1

		5072		Mechanism=sulphurSN2 2		[#6][O,SX2,N][O,SX2,N][$([CH]=O),$([CH]=S),$(C(C)=O),$(C(C)=S),a]

		5073		Mechanism=oxophilicSN2 1		[CH2,CH3][NX3][NX2]=[O,S]

		5074		Mechanism=pro-SN2 1		c1ccc2cc3ccccc3cc2c1

		5075		Mechanism=pro-SN2 2		c1ccc2c(c1)ccc3ccccc23

		5076		Mechanism=acylating 1		[!$(C=C);!$(C#C)]C(=[O,SX1,N])[F,Cl,Br,I]

		5077		Mechanism=acylating 2		[!$(C=C);!$(C#C)]C(=[O,SX1,N])[O,S,N][a]

		5078		Mechanism=acylating 3		[!$(C=C);!$(C#C)]C(=[O,SX1,N])[O,S,N]C(=[O,SX1,N])

		5079		Mechanism=acylating 4		[!$(C=C);!$(C#C)]C(=[O,S,N])[O,S][$(C=C),$(C=N),$(C#C),$(C#N)]

		5080		Mechanism=acylating 5		[#6]1C(=[O,S])[O,N,S][#6]1

		5081		Mechanism=acylating 6		[C,N,O,S,a]c1[n,o,s]c2ccccc2[n,o,s]1

		5082		Mechanism=acylating 7		[#6]1[#6](=[N,O,S])[#7,#8,#16][#6][#7,#8,#16]1

		5083		Mechanism=acylating 8		[C,O]=[#6]1[#7,#8,#16][#6](=[O,N,SX1])c2ccccc12

		5084		Mechanism=acylating 9		[!$(C=C);!$(C#C)]C(=[O,SX1,N])[O,S,N][CX4,O,S][$(C=O),a,$(C=C),$(C#C),$(C=N),$(C#N)]

		5085		Mechanism=pro-SN2 KATE		cC(=O)C[O;H1]

		5086		CFCFCF		C([F,Cl,Br,I])([F,Cl,Br,I])C([F,Cl,Br,I])([F,Cl,Br,I])C([F,Cl,Br,I])([F,Cl,Br,I])

		5087		CFCF attached not to Cc		C(F)(F)C(F)(F)[!$([#6])]

		5088		HRAC Aa		[C;$(C(O[c;r6][c;r6][c;r6][c;r6]Oc)(C)C(=O)[O,N])]

		5089		HRAC Ab		[C;$(C(=NOC)(C)[C;r6](C=O)C=O),$(C(=NOC)(C)[C;r6](=C[O;H1])C=O)]

		5090		HRAC Ba		[S;$(S(=O)(=O)[N]~C([O;H1,H0])~N~[#6](~[#7])~[#7])]

		5091		HRAC Bb		[C;$([C;r5](=[N;r5][C;r5](=O))([N;r5])cc)]

		5092		HRAC Bc		[S;$(S(=O)(=O)(Nc)c(n)(n)),$(S(=O)(=O)(c)Nc(n)(n))]

		5093		HRAC Bd,f		[c;$([c;r6]([O,S,C]c)(nc(OC))nc(OC))]

		5094		HRAC Be		[S;$(S(=O)(=O)(c)~N~C(~O)[#7;r5])]

		5095		HRAC C1a		[c;$([c;r6]([Cl,S,O])(~[#7;r6]~[#6;r6](~N)~[#7;r6]~[#6;r6](~N)))]

		5096		HRAC C1b		[N;$([N;H2][#7;r5,r6][#6;r5,r6](=O))]

		5097		HRAC C2a		[N;$(N(~c)C(=O)N([C,O])),$(N(c)~C([O;H1])~N([C,O]))]

		5098		HRAC C2b		[N;$(N(C(=O)C)[c;r6][c;r6][c;r6][Cl,Br]),$(N(=C([O;H1])C)[c;r6][c;r6][c;r6][Cl,Br])]

		5099		HRAC C3a		[O;H1;$(Oc(c([Br,I,Cl])c)c([Br,I,Cl])ccC#N),$(Oc(c([Br,I,Cl])c)c([Br,I,Cl])ccC=NO)]

		5100		HRAC Na		[C;$(C(N(C)(C))(=O)SC)]

		5101		HRAC Nd		[C;$(C([Cl,F])C(=O)[O;H1])]

		5102		HRAC Nc		[O]c1cc2c(OC[C;X4]2)cc1

		5103		HRAC K1a		[N;$(N(C)c(c(N(=O)(=O)))cN(=O)(=O));!$(NC=[O,S]);H0,H1]

		5104		HRAC K3b		[N;$(N(C(=O)CCl)[c]),$(N(C(=O)CCl)C=C)]

		5105		HRAC K3d		[N;$(NC(=O)C([C,c])[O,c]),$(N=C([O;H1])C([C,c])[O,c])]

		5106		HRAC K3e,d, Oa chomeprop		[N;$(NC(=O)C[O,c]c),$(N=C([O;H1])C[O,c]c)]

		5107		HRAC Oa		[O;$(O(c1c([Cl,CH3])cc([Cl,CH3])cc1)CC(=O)[OH]),$(O(c1c([Cl,CH3])cc([Cl,CH3])cc1)CCCC(=O)[OH])]

		5108		HRAC Ob,c		[C;$(C(c1c(Cl)ccc(Cl)[c,n]1)(=O)[OH])]

		5109		HRAC Oc		[O;$(O(c1c(Cl)cc(Cl)cn1)CC(=O)[OH])]

		5110		HRAC M		[O;H1;$(Occ(N(=O)(=O))cc(N(=O)(=O))cc)]

		5111		FRAC 29a		[O;H0;$(Occ(N(=O)(=O))cc(N(=O)(=O))cc)]

		5112		HRAC C3a		[O;$(Oc1c([I,Br,Cl])cc(C#N)cc([I,Br,Cl])1)]

		5113		HRAC Pa		[N;$(N=CccC(=O)[O]),$(NC(=O)ccC(=O)[O])]

		5114		HRAC C1d		[#7;$([#7;r6]~[#6;r6]([O;H1])~[#7;r6]([C;H0,H1])~[#6,r6](=O)~[#6,r6]),$([#7;r6]~[#6;r6](=O)~[#7;r6]([C;H0,H1])~[#6,r6](=O)~[#6,r6])]

		5115		HRAC Ea		[O;$(O(c)c1c(Cl)cc(Cl)cc1),$(O(c)c1c(Cl)cc(C(F)(F)F)cc1)]

		5116		HRAC Ec,d		c1([Cl,F])c([O,S,C&$(C=O)])cc([N,n,c&$(cn)])c([Cl,F])c1

		5117		HRAC La		[N;$(N#Cc1c(Cl)cccc(Cl)1),$([N;H1]=C([S,O])c1c(Cl)cccc(Cl)1)]

		5118		HRAC F1b		n1[c;$(cOc),$(cC(=O)Nc),$(cC([O;H1])=Nc)][c;$([c;H1]),$(cC(=O)Nc),$(cC([O;H1])=Nc)]cc[c;$([c;H1])$(cC(=O)Nc),$(cC([O;H1])=Nc)]1

		5119		HRAC Da		[n;+;$([n;+]cc[n;+]),$([n;+]cccccc[n;+])]

		5120		HRAC Lb		[N;$(N(c)C(=O)(c)),$(N(c)=C([O;H1])c)]

		5121		HRAC Ld,Od		O=C([O;H1])c1cccc2cccnc21

		5122		HRAC K2a		[N;$(N(c)=C([O;H1])OC),$(N(c)C(=O)OC)]

		5123		HRAC K1c		n1[c;$(cC(F))][c;$(cC(=[O,N])[O,S]C)]cc[c;$(cCF)]1

		5124		HRAC K3h		[S;$(S(=O)(=O)(Cc)C1=NOCC1)]

		5125		HRAC Ga, Ha		[N;$(N(CP)CC(=O)O),$(NC(CCP)C(=O)O)]

		5126		HRAC F2a		[C;$([C;r6]([C;r6]=O)([C;r6]=O)C(=O)c)]

		5127		HRAC C3c		n1nc(c)c([O;H1,$(OC=O)])cc1

		5128		HRAC F2b		n1oc([C;r3])c(C(=O)c)c1

		5129		HRAC K1e		[c;$(cC(=O)O)]1[c;$(c[Cl,H])][c;$(c[Cl,H])][c;$(cC(=O)O)][c;$(c[Cl,H])][c;$(c[Cl,H])]1

		5130		HRAC Lc		n1[c;$(cC(=O)N)]n[n;$(n([c,C])c)][c;$(c[c,C])]1

		5131		HRAC Eh		n1([c,C])c(=O)ccn(C)c1(=O)

		5132		HRAC Ia		[C;$(C(=NS(=O)(=O))([O;H1])O[C,c]),$(C(NS(=O)(=O))(=O)O[C,c])]

		5133		HRAC F3a		[N;$(N~c1nncn1)]

		5134		HRAC C3b		N1S(=O)(=O)N(C)C(=O)cc1

		5135		HRAC mix		[n;r5,r6][n;r5,r6]c(~[O,N])

		5136		IRAC 4 nicotinic AChR agonist		nccC[S&$(S(=N)(=O)C),N&X3&!$(NC=[S,O])]

		5137		IRAC 4 nicotinic AChR agonist dinotefuran		[O;X2]CCC[N&X3&!$(NC=[S,O])]

		5138		IRAC 21 chain 4		c~[OR0,CR0,NR0;!$(N~N);!$(NC(~O)~N)]~[OR0,CR0,NR0;!$(N~N);!$(NC(~O)~N)]~[OR0,CR0,NR0;!$(N~N);!$(NC(~O)~N)]~[OR0,CR0,NR0;!$(N~N);!$(NC(~O)~N)]~c

		5139		IRAC 21 chain 3		[c][OR0,CR0,NR0;!$(N~N);!$(NC(~O)~N)][OR0,CR0,NR0;!$(N~N);!$(NC(~O)~N)][OR0,CR0,NR0;!$(N~N);!$(NC(~O)~N)][c]

		5140		IRAC 21 chain 2		c[S;!$(S=O)][CX4]c

		5141		IRAC 1A carbamate or chose 4780		[C&$(C(=[N;H0])(O)O[c,N]),C&$(C([N;H1,H0])(=O)O[c,N]),C&$(C([N;H1,H0])(=O)[n;r5]);!$(C(=O)N(C=O))]

		5142		IRAC 15		[$(cN=C([O;H1])N=C([O;H1])c),$(cNC(=O)N=C([O;H1])c),$(cNC(=O)NC(=O)c)]

		5143		IRAC 18   cC(=O)NNC(=O)c		[$(cC(=O)N([C;X4;H0])NC(=O)c),$(cC(=O)N([C;X4;H0])N=C([O;H1])c)]

		5144		IRAC 25 cC(C#N)<pi electron, enol,>Cc		[$(C(C#N)(c)C(=O)c),$(C(C#N)(c)=C(O)c)]

		5145		IRAC 26 cC(=O)Nca[c,C]N		[$(c[N;H1]C(=O)c[c,n][#6]~[#7]),$(cN=C([O;H1])c[c,n][#6]~[#7])]

		5146		IRAC 3B		[C;$(C(c)(c)C(Cl)Cl)]

		5147		IRAC 3A		[C;$(C(=O)[C;r3][C;r3][C;r3]C=C),$(C(=O)[C;r3][C;r3][C;r3]c),$(C(=O)[C;r3][C;r3][C;r3]C[Br,Cl,I])]

		5148		IRAC 3A		[O;$(O([c;r6])[c;r6][c;r6][c;r6]C(O)C#N),$(O([c;r6])[c;r6][c;r6][c;r6][C,Si][C,O][C,O][C,Si][c;r6])]

		5149		IRAC 2A		[C;$([C;R2](Cl)C(Cl)~C(Cl)[C;R2](Cl))]

		5150		IRAC 2B		[N;H2;$(N[c;r5][n;r5](c)[n;r5][c;r5]C#N)]

		5151		IRAC 5		[C;$([C;r12](=O)([O;r12][C;r12])C[C;R2;r5,r12])]

		5152		IRAC 6		[C;$([C;r16](=O)([O;r16][C;R2,r6,r16])[C;R2;r6,r16])]

		5153		IRAC 7		[O;$(O([c;r6])[c;r6][c;r6][c;r6][c;r6]OCC[O,N])]

		5154		IRAC 7		[C;$(C(=O)(OCC)C=C(C)C=CCC(C)C)]

		5155		IRAC 8		[C;$(C(S)(S)=N-C),$(C(=S)(S)NC),$(C[Cl,Br,I]),$(C(Cl)(Cl)(Cl)N(=O)(=O))]

		5156		IRAC 8		[$(S(=O)(=O)F),$(B(O)(O)(O))]

		5157		IRAC 10		[$(c-cnnc-c),$(c-CN=C-c),$(c-CCNC([O;H1])=NC),$(c-CCNC(=O)[N;H1])C]

		5158		IRAC 12		[O;$(O([c;r6])[c;r6][c;r6][c;r6][c;r6][N;H1]C(=S)[N]),$(O([c;r6])[c;r6][c;r6][c;r6][c;r6]N=C([S;H1])[N])]

		5159		IRAC 12		[S;$(S(c)(=O)(=O)c),$(S(=O)(O)(OCC#C))]

		5160		IRAC 12		[Sn;+]

		5161		IRAC 14		[C;X4;$(C(N(C)C)(C[S;H0])C[S;H0])]

		5162		IRAC 16		[N;R1;$(N(C)(C(=N)[S;R1])(C(=O)[N;R1]))]

		5163		IRAC 17		[#7;R1;r6;$([#7;r6]~[#6;r6](~[#7])~[#7;r6]~[#6;r6](~[#7])~[#7;r6]~[#6;r6](~[#7]))]

		5164		IRAC 19		[N;$(N([C;X4])(C=Nc)C=Nc)]

		5165		IRAC 20		[$(cC=CC=NN),$([c;R2][C;r6](=O)[C;r6]=[C;r6][C;r6](=O)[c;R2]),$(COC=CC=O)]

		5166		IRAC 22		[c;$(cNC(~O)~NN=C(c)([c,C]))]

		5167		IRAC 23		[C;R2;$([C;r5][O,N]~C(~O)[C;r5]=[C;r5])]

		5168		IRAC 24		[C;-]#N

		5169		IRAC 24		[P;H1,H2,H3]

		5170		IRAC 25		[C;$(C(C#N)(c)=CO),$(C(C#N)(c)C(=O)[O,#6])]

		5171		IRAC 28		[C;R0;$(C(~O)(~N[c;r6][c;r6][C;H3])[c;r5,r6])]

		5172		IRAC  3A pyrethroid		cOcccCO[C,NX2]Cc

		5173		IRAC 1B phospho pestpest		[P&!$(P[OH,SH])&!$(P(=O)([O,c,CX4])([O,c,CX4])[O,c,CX4])&$(P(=[O,S])([O,S,N,C,c])([O,S,N])[O,S,N,F]),P&!$(P[OH,SH])&!$(P(=O)([O,c,CX4])([O,c,CX4])[O,c,CX4])&$(P(=O)Oaa[F,Cl,Br,I]),P&!$(P[OH,SH])&$(P(=O)Oaaaa[S,F,Cl,Br,I])]

		5180		fungicide imidazole		[#7r5;$([#7]C(CO)),$([#7]C(a)(a)a)]

		5201		hetero-hetero bond		[$([NR0,OR0,SR0,P]~[!#6]);!$(N~O);!$(S~O);!$(P~O);!$(O~[N,S,P])]

		5203		hetero-hetero-hetero		[$([!#6](~[!#6])~[!#6]);!$([P][S,O]);!$([P,S,N]=[S,O]);!$([#7R1]~[#7R1]~[#7R1])]

		5267		C1-3 sulfate, OSO2CF3 alkylation		[CH,CH2,CH3;!$(CCCC)][$(OS(=O)(=O)C(F)(F)F),$(OS(=O)(=O)O[#6])]

		5500		amin (daphnid ACR100)		[#7;v3;X3;!$([#7][!#6]);!$([#7][#6;X3]([#7])[#7]);!$([#7][#6]=,#[!#6]);!$([#7][!#6;R][!#6;!#7;!#8;!#16;R][!#6;!#7;!#8;!#16;R][!#6;!#7;!#8;!#16;R])]

		5600		organo-tin (IV)		[Sn;$([Sn;v4][#6])]

		5601		organo-tin (II)		[Sn;$([Sn;v2][#6])]

		5602		hetero-halogen		[!#6][F,Cl,Br,I]

		5603		X-C-S-N		[Sv2X2;$(S([#6v4X4,#6v4X3][F,Cl,Br,I])([#7v3]))]

		5604		Cymoxanil fungicide		[C;$(C(=O)(C(=N)C#N)N)]





structure_def

		ClassID		StructureClassName		IDCode

		_G1_05010		aliphatic HC		3001,=0,/4507,=0,/4910,=0,/

		_G1_05012		aliphatic HC halogenated unreactive		4983,>0,/4521,=0,/4528,=0,/4716,=0,/4904,=0,/

		_G1_05013		dinitrile		6108,>0,/

		_G1_05020		aromatic HC		3001,=0,/4507,=0,/4910,>0,/4886,=0,/

		_G1_05040		aliphatic amine NH2		4711,=1,/

		_G1_05041		aliphatic amine NH2 >1		4711,>1,/

		_G1_05060		aromatic(He) HN2		4713,>0,/

		_G1_05070		aromatic-NH2, o-,p-(NH2, OH)		4714,>0,/

		_G1_05110		ester not (reactive, acids)		4705,>0,/4716,=0,/4708,=0,/4760,=0,/4704,=0,/4515,=0,/4259,=0,/

		_G1_05120		a,b-unsaturated acid ester		4716,>0,/6002,>0,/

		_G1_05121		not acrylate		4716,>0,/6002,=0,/

		_G1_05122		hetero-vinyl		4511,>0,/

		_G1_05123		pi		4515,>0,/

		_G1_05124		xx		4526,>0,/4716,=0,/4787,=0,/

		_G1_05128				4735,=0,/4544,=0,/6025,>0,/

		_G1_05131				4535,>0,/

		_G1_05132				4519,>0,/4529,=0,/

		_G1_05133				4536,>0,/

		_G1_05134				4528,>0,/

		_G1_05135				4537,>0,/

		_G1_05136				4525,>0,/

		_G1_05137		thiol wo -CO2H		4538,>0,/4704,=0,/

		_G1_05138				4539,>0,/

		_G1_05139				4541,>0,/

		_G1_05141		use with MF:CHO, ketone		4892,=0,/4718,>0,/4525,=0,/

		_G1_05142				4719,>0,/

		_G1_05143		C-C(=O)-C		4721,>0,/

		_G1_05144		a-C(=O)-C		4722,>0,/

		_G1_05145		a-C(=O)-a		4723,>0,/

		_G1_05146				4544,>0,/6025,>0,/

		_G1_05147				4786,>0,/4745,=0,/4545,>0,/

		_G1_05150		primary alcohol (unreactive)		4543,=0,/4770,>0,/4773,=0,/4774,=0,/4776,=0,/4504,=0,/4900,=0,/

		_G1_05151		secondary alcohol (unreactive)		4543,=0,/4771,>0,/4773,=0,/4774,=0,/4776,=0,/4504,=0,/

		_G1_05152		tertiary alcohol		4543,=0,/4772,>0,/4504,=0,/

		_G1_05153		methanol		4778,=1,/

		_G1_05160		alipatic CN		4149,>0,/4525,=0,/4520,=0,/4526,=0,/6105,=0,/

		_G1_05170		>NH		4724,>0,/4911,=0,/4526,=0,/6600,=0,/4711,=0,/4527,=0,/4773,=0,/4791,=0,/3030,=0,/

		_G1_05171		>N-		4725,>0,/4911,=0,/4526,=0,/6600,=0,/4711,=0,/4527,=0,/4773,=0,/4791,=0,/3030,=0,/

		_G1_05180		ArNH, ArNH0		4726,>0,/4728,=0,/4727,=0,/3108,=0,/3103,=0,/4526,=0,/|4727,>0,/4728,=0,/4726,=0,/3108,=0,/3103,=0,/4526,=0,/

		_G1_05220		hanophenol		4734,>0,/4733,=0,/4735,=0,/

		_G1_05230		nitrophenol		4735,>0,/4714,=0,/

		_G1_05240		OH-Ar-O,C-Ar-OH		4733,>0,/

		_G1_05250		use with4543 CHOF replaced 5892 MF:CHO,  C-O-C		4736,>0,/4543,=0,/4774,=0,/4775,=0,/4776,=0,/4504,=0,/6030,=0,/4523,=0,/

		_G1_05253		PO4 MF:CHOP 4893,=0,/		4745,>0,/4893,=0,/

		_G1_05255		amide reactive		4766,>0,/

		_G1_05258		carbamate		4781,>0,/

		_G1_05259		F,Cl,Br,I, HC except pi-C-X		4507,>0,/3001,=0,/4886,=0,/4519,=0,/4504,=0,/4520,=0,/4528,=0,/

		_G1_05260		aliphatic aldehyde (reactive)		4782,>0,/

		_G1_05262		aromatic aldehyde		4982,>0,/

		_G1_05263		imide without carbamate 6034		4555,>0,/

		_G1_05264		aromatic aldehyde reactive		4982,>0,/

		_G1_05265		other aldehyde		4702,>0,/

		_G1_05266		P-Pest		5173,>0,/

		_G1_05267		acid reactive		4787,>0,/

		_G1_05268				4521,>0,/

		_G1_05269				4520,>0,/4529,=0,/

		_G1_05270		aliphatic acid		4788,>0,/

		_G1_05276				4715,>0,/

		_G1_05278				4529,>0,/

		_G1_05279				4556,>0,/

		_G1_05280		fused epoxide		4542,>0,/4541,=0,/

		_G1_05281		hindered peroxide		4554,>0,/

		_G1_05300		indole alkaloid		4560,>0,/

		_G1_05302		ether (unreactive)		4940,>0,/

		_G1_05303		carbamate (unreactive)		6213,>0,/

		_G1_05305		sulfide & sulfone (unreactive)		4942,>0,/

		_G1_05306		non-aromatic C#N (unreactive)		4149,>0,/

		_G1_05307		cCH=CH2 (unreactive)		6631,>0,/

		_G1_05308		pyridine (reactive)		6981,>0,/

		_G1_05310		triazine herbicide (reactive)		6933,>0,/

		_G1_05311		halo-acetic acid (reactive)		6982,>0,/

		_G1_05312		pyrizine (measured)		6983,>0,/

		_G1_05313		reactive (irgasan type)		6950,>0,/

		_G1_05318		ortho 1,2-diNH2		6015,>0,/4204,=0,/4205,=0,/4320,=0,/4321,=0,/4322,=0,/

		_G1_05330		phenol & aromatic_or_aliphatic amide-112		6040,>0,/4955,>0,/

		_G1_05336		di- or tri- aromatic amines		4228,>0,/4315,=0,/4972,=0,/4119,=0,/6961,=0,/

		_G1_05353		aminonaphthalene		6961,>0,/4228,>0,/

		_G1_05355		allyl O alcohol		4773,>0,/

		_G1_05356		propagyl O		4774,>0,/

		_G1_05359		CN=C=S		6046,>0,/

		_G1_05362		sulfoxide,sulfone		4946,>0,/

		_G1_05363		sulfide		4942,>0,/

		_G1_05364		hidrazine not NH2		6099,>0,/

		_G1_05720		o-sub-aniline		4720,>0,/4700,=0,/

		_G1_05900		caroxylic acid, carboxylate, wuthout cation		4704,>0,/4787,=0,/4788,=0,/4532,=0,/

		_G1_05901		LAS, NP		4534,>0,/

		_G1_05902		sulfonic acid, sulfate		4760,>0,/4534,=0,/4557,=0,/

		_G1_05903		long alkyl SO3H		4557,>0,/

		_G1_07999		pyridine unreactive		7999,>0,/

		_GA_30000		CNOS_X alga specific reactive		SA_30000,>0,/3013,=0,/

		_GD_30000		CNOSP_X Daphnid specific reactive		SD_30000,>0,/3015,=0,/

		_GF_30000		CNOSP_X Fish specific reactive		SF_30000,>0,/3015,=0,/

		A_10009		phenol not reactive - acid		3047,>0,/R_00009,=0,/G1_00010,>0,/

		B_00001		biocide carbamate		5100,>0,|5122,>0,|5141,>0,|

		C_80000		Whole

		C_80001		C_X		3001,=0,/

		C_80002		CN_X		3002,=0,/3001,>0,/

		C_80003		CO_X		3003,=0,/3001,>0,/

		C_80006		CNO_X		3006,=0,/3001,>0,/3002,>0,/3003,>0/

		C_80014		Cnos_X		3014,=0,;4911,>0,|4912,>0,|4913,>0,|

		C_81000		Fish high		C_80000,>0,/C_80006,=0,/C_80002,>0

		F_00007		halogen not amine, phenol, ...		4507,>0,/4918,=0,/4927,=0,/4917,=0,/3130,=0,

		F_00032		SH general		3236,>0,/

		F_00042		acid anhydride		3038,>0,/

		F_00043		peroxy general		3035,>0,/

		F_00050		alhedyde		3036,>0,/

		F_00190		hydrazine general, count N not in ring		3210,>0,/

		F_03106		azo -N=N-		3106,>0,/

		F_04814		triazine		4814,>0,|

		F_05017		Tin [#50]		5017,>0,/

		G1_00002		ester alcohol  reactive		S_00030,>0,/R_03054,>0,/

		G1_00004		ester mathacrylate		US_00003,>0,/3056,>0,/

		G1_00005		ester acrylate		US_00003,>0,/3055,>0,/

		G1_00008		phenol reactive w/ NH2		S_20009,>0,/6040,>0,/

		G1_00010		oxoacid [C,c]CO2-, [C,c,O]SO3-		3034,>0,|4760,>0,

		G1_00012		phenol hindered		U_00009,>0,/3501,>0,/

		G1_00013		phenol bisphenol		U_00009,>0,/4733,>0,/

		G1_00014		phenol unreactive		U_00009,>0,/4733,=0,/3501,=0,/

		G1_00015		phenol unreactive wo X		G1_00014,>0,/4507,=0,/

		G1_00016		phenol unreactive w X		G1_00014,>0,/4507,>0,/

		G1_00017		phenol reactive o-formyl		S_20009,>0;6042,>0,|6041,>0,|

		G1_00018		phenol reactive excl. o-formyl		S_20009,>0,/6041,=0,/

		G1_00019		alcohol unreactive (w EO) fish		UF_00021,>0,/3058,>0,/

		G1_00020		alcohol unreactive (wo EO)		UF_00021,>0,/3058,=0,/

		G1_00021		CO_X alcohol reactive C-OH w/ proMichael		SF_00021,>0,/5059,>0,/

		G1_00022		alcohol unreactive (w/o EO) (daphnid)		UD_00021,>0,/G1_00010,=0,/3058,=0,/

		G1_00024		alcohol unreactive (w/ EO) (daphnid)		UD_00021,>0,/G1_00010,=0,/3058,>0,/

		G1_00026		ketone reactive (not QSAR use)		3031,>0,/R_00001,>0,/

		G1_00030		CNO_X phenol o-,m-,p- N,O w/o OH, NH2		G1_00018,>0,/4714,=0,/4715,=0,/

		G1_00031		methacrylate		3032,>0,/3053,>0,/3054,=0,/4515,=0,/3056,>0,/

		G1_00032		acrylate		3032,>0,/3053,>0,/3054,=0,/4515,=0,/3055,>1,/

		G1_00033		CNO_X phenol reactive, w/o o-formyl,  w/ OH,NH2		G1_00018,>0,;4714,>0,|4715,>0,/

		G1_00034		other reactive ester(malonate)		3032,>0,/3053,>0,/3054,=0,/4515,=0,/3055,=0,/3056,=0,/

		G1_00036		CO_X alcohol reactive C-OH w/o proMichael		SF_00021,>0,/5059,=0,/

		G1_00038		CO_X alcohol reactive C-OH w/o pinacol		SD_00021,>0,/3066,=0,/

		G1_00039		alcohol reactive C-OH w/o pinacol		SD_00021,>0,/3066,>0,/

		G1_00046		epoxide		4541,>0,/

		G1_00054		phenol unreactive excl. Diphenylether HRAC Ea		G1_00014,>0,/5115,=0,/

		G1_00055		phenol unreactive w/o X		G1_00054,>0,/4507,=0,/

		G1_00056		phenol unreactive w X		G1_00054,>0,/4507,>0,/

		G1_00060		reactive phenol w/ 14- 12- (OH, NH2)		G1_00008,>0,/4714,>0,/

		G1_00061		reactive phenol w/o 14- 12- (OH, NH2)		G1_00008,>0,/4714,=0,/

		G1_00064		reactive phenol w/o 14- 12- (OH, NH2), w/o nito		G1_00061,>0,/4732,=0,/

		G1_00065		reactive phenol w/o 14- 12- (OH, NH2) w/ nitro		G1_00061,>0,/4732,>0,/

		G1_00100		N-hetero unreactive (wo amine, aldoxime, carbamate)		3116,>0,/3103,=0,/3100,=0,/3117,=0,/

		G1_00123		pyrethroids		6110,>0,/

		G1_00124		pyrethroids		6111,>0,/

		G1_00125		pyrethroids		6112,>0,/

		G1_00130		amine NH2 w C=O		3100,>0,/3030,>0,/

		G1_00131		amine reactive 1,4- 1,2- di function		3100,>0,/3030,=0,/6978,=0,/4714,>0,/

		G1_00132		amine di-NH2 toxic		3100,>1,/3030,=0,/6978,=0,/4714,=0,/3121,>1,/

		G1_00134		amine aromatic lesstoxic		3100,=1,/3030,=0,/6978,=0,/4714,=0,/4510,>0,/3101,>0,/

		G1_00135		amine aromatic slight toxic		3100,=1,/3030,=0,/6978,=0,/4714,=0,/4510,>0,/3101,=0,/

		G1_00140		amine sec, aliphatic or aromatic wo n		3110,=1,/3121,>0,/4911,=0,/

		G1_00141		amine NH w aromatic n		3110,=1,/3121,>0,/4911,>0,/

		G1_00142		amine sec, di-functional		3110,>1,/3121,>1,/

		G1_00151		amine tert, unreactive w C=O		3120,>0,/3100,=0,/3030,>0,/3054,=0,/3053,=0,/4791,=0,/6600,=0,/5142,=0,/3103,=0,/

		G1_00160		nitril aliphatic, unreactive		3104,>0,/4150,=0,/3143,=0,/5148,=0,/

		G1_00161		nitril aromatic, unreactive		3104,>0,/4150,>0,/6108,=0,/

		G1_00163		nitril aromatic NoQSAR (reactive)		3104,>0,/4150,>0,/6108,>0,/

		G1_00170		amide unreactive		3123,>0,/3103,=0,/3053,=0,/4708,=0,/3129,=0,/4560,=0,/

		G1_00180		cOC		4941,>0,/4900,=0,/

		G1_00181		urea unreactive		U_00181,>0,/

		G1_00191		hydrazine NH,NH0 (NoQSAR)		3105,>0,/3114,=0,/

		G1_00401		exception octylphenol		4900,>0,/

		G1_00402		exception CH3, PhSS		3535,>0,/

		G1_00403		nc-SH		3539,>0,/

		G1_00502		sulfonylurea		3550,>0,/

		G1_04814		CNOS_X triazine		3013,=0,/F_04814,>0,/

		G1_05357		cation others		R_00004,>0,/4119,=0,/

		G1_05358		n+, N+ alkyl chain <6		R_00004,>0,/4119,>0,/

		G1_05360		cation N, P, S		4532,>0,/

		G1_06000		alcohol primary		4770,>0,/

		G1_06001		alcohol secondary		4771,>0,/

		G1_06002		alcohol tertiary		4772,>0,/

		G1_20040		CO_X ether unreactive		3003,=0,/U_00005,>0,/

		G1_20041		CO_X ether reactive		3003,=0,/S_00005,>0,/

		G1_20042		CNO_X ether unreactive		3006,=0,/3003,>0,/U_00005,>0,/3102,=0,|

		G1_20060		CNO_X phenol, 14-.12-OH		G1_00060,>0,/3006,=0,/

		G1_21001		Cnos_X HC		U_00002,>0,/3001,=0,/

		G1_21002		Cnos_X excl. HC		U_00002,>0,/3001,>0,/3014,=0,/

		G1_21003		C_X aliphatic w X		G1_21004,>0,/4910,=0,/

		G1_21004		C_X HC w X		G1_21001,>0,/4507,>0,/

		G1_21005		C_X aromatic w X		G1_21004,>0,/4910,>0,/

		G1_21007		C_X aromatic HC, fused R3=0		G1_21009,>0,/3039,=0,/

		G1_21008		C_X aromatic wo X, R3>0		G1_21009,>0,/3039,>0,/

		G1_21009		C_X_aromatic HC, fused R>1		G1_21204,>0,/3040,>0,/

		G1_21010		C_X_aromatic w/o X,  fused R=0		G1_21204,>0,/3040,=0,/

		G1_21011		CO_X phenol unreactive		U_00009,>0,/3003,=0,/

		G1_21012		CO_X phenol hindered		G1_00012,>0,/3003,=0,/

		G1_21013		CO_X phenol bisphenol		G1_00013,>0,/3034,=0,/3003,=0,/

		G1_21014		CO_X phenol unreactive non halogen		G1_00014,>0,/3003,=0,/

		G1_21015		CO_X phenol unreactive halogenated		G1_00015,>0,/3003,=0,/

		G1_21016		CO_X phenol o,p di-OH		G1_00016,>0,/3003,=0,/

		G1_21017		C_X HC w/ X (excl. Halomethane)		G1_21003,>0,/3126,=0,/

		G1_21018		C_X HC w/ X (incl. Halomethane)		G1_21003,>0,/3126,>0,/

		G1_21019		CO_X alcohol unreactive (w EO)		G1_00019,>0,/3003,=0,/

		G1_21020		CO_X alcohol unreactive (wo EO)		G1_00020,>0,/3003,=0,/

		G1_21021		CO_X alcohol reactive C-OH w/ proMichael		G1_00021,>0,/3003,=0,/

		G1_21022		CO_X alcohol unreactive (w/o EO) (daphnid)		G1_00022,>0,/3003,=0,/

		G1_21023		CO_X alcohol reactive (daphnid)		SD_00021,>0,/3003,=0,/

		G1_21024		CO_X alcohol unreactive (w/ EO) (daphnid)		G1_00024,>0,/3003,=0,/

		G1_21025		CO_X ketone unreactive		U_00025,>0,/3011,=0,/

		G1_21026		CO_X ketone reactive		S_10025,>0,/3006,=0,/3173,=0,/

		G1_21027		CO_X ketone unreactive aliphatic		G1_21025,>0,/4910,=0,/

		G1_21028		CNO_X ketone reactive		S_10025,>0,/3006,=0,/

		G1_21029		CO_X ketone unreactive aromatic		G1_21025,>0,/4910,>0,/

		G1_21030		CNO_X ester unreactive  logP<6.1 & 6.1<		U_10030,>0,/3006,=0,/

		G1_21031		CO_X methacrylate		G1_00031,>0,/3003,=0,/

		G1_21032		CO_X acrylate		G1_00032,>0,/3003,=0,/

		G1_21033		CO_X ester reactive alcohol		3003,=0,/3032,>0,/3053,=0,/3054,>0,/4515,=0,/|3032,>0,/3009,=0/3053,>0,/3054,>0,/4515,=0,/

		G1_21034		CO_X other reactive ester(malonate)		G1_00034,>0,/3003,=0,/

		G1_21036		CO_X alcohol reactive C-OH w/o proMichael		G1_00036,>0,/3003,=0,/

		G1_21038		CO_X alcohol reactive C-OH w/o pinacol		G1_00038,>0,/3003,=0,/

		G1_21039		CO_X alcohol reactive C-OH w/ pinacol		G1_00039,>0,/3003,>0,/

		G1_21042		CO_X acid anhydride		F_00042,>0,/3003,=0,/

		G1_21043		CO_X peroxy unreactive		F_00043,>0,/R_00043,=0,/3003,=0,/

		G1_21044		C_X nonhalogenated HC (subclass wo X)		G1_21001,>0,/4507,=0,/

		G1_21046		CO_X epoxide		G1_00046,>0,/3003,=0,/

		G1_21048		C(OS)_X ester unreactive (Alga)		G1_22030,>0,/3040,=0,/

		G1_21049		C(OS)_X ester unreactive (Daphnid)		G1_22030,>0,/3047,=0,/

		G1_21050		CO_X aldehyde normal		U_00050,>0,/3006,=0,/

		G1_21051		CNO_X aldehyde reactive		S_00050,>0,/3006,=0,/

		G1_21052		CNO_X aldehyde aliphatic reactive		G1_21051,>0,/4927,=0,/

		G1_21053		CNO_X aldehyde aromatic reactive		G1_21051,>0,/4927,>0,/

		G1_21059		C_X w/ X, excl. gem-Cl2, 1,2-Cl2, TCE		G1_21017,>0,/6985,=0,/6986,=0,/6987,=0,/

		G1_21060		C_X w/ X, w/ gem-Cl2, 1,2-Cl2, TCE		G1_21017,>0,;6985,>0,|6986,>0,|6987,>0,|

		G1_21063		CO_X peroxy reactive		F_00043,>0,/R_00043,>0,/3003,=0,/

		G1_21124		COS_X thiol		3009,=0,/4538,>0,/

		G1_21145		CS_X thoether unreactive		3004,=0,/4942,>0,/

		G1_21160		CSO-X -SO3H, Sulfonic Acid, sulfo-, -sulfonic acid		3009,=0,/4760,>0,/

		G1_21161		CSO-X sulfoxide, sulfone unreactive		3009,=0,/4946,>0,/

		G1_21162		CS_X disulfide unreactive		3004,=0,/4535,>0,/

		G1_21163		CS_X disulfide reactive		3004,=0,/3535,>0,/

		G1_21182		imide		3006,=0,/U_00182,>0,/

		G1_21203		C_X aliphatic wo X		G1_21044,>0,/4910,=0,/

		G1_21204		C_X aromatic wo X		G1_21044,>0,/4910,>0,/

		G1_21206		Cnos_X reactive  HC		S_00002,>0,/3001,=0,/

		G1_21207		Cnos_X reactive  excl. HC		S_00002,>0,/3001,>0,/

		G1_21208		C_X reactive  HC, excl. ClC=CCCl		G1_21206,>0,/6988,=0,/

		G1_21209		Cnos_X reactive  excl. HC, nC=C		G1_21207,>0,/6065,=0,/

		G1_22000		CN_X NH2 amine unreactive		U_00033,>0,/G1_00010,=0,/

		G1_22001		CN_X amine unreactive NH2=1		G1_22000,>0,/3100,=1,/

		G1_22002		CN_X amine unreactive NH2>1		G1_22000,>0,/3100,>1,/

		G1_22003		CN_X amine mitigated or acid		U_00033,>0,;3122,>0,|G1_00010,>0,

		G1_22004		amine unreactive NH2 =1 aromatic		G1_22001,>0,/4510,>0,/

		G1_22005		CNOSX basic aromatic n reactive		3013,=0,/S_00006,>0,/

		G1_22006		CNOSX basic aromatic n unreactive		3013,=0,/U_00006,>0,/4538,=0,/

		G1_22007		CNO_X amine oxide		3006,=0,/3144,>0,/

		G1_22008		amine unreactive NH2 =1 aliphatic		G1_22001,>0,/4510,=0,/

		G1_22009		CN_X amine unreactive NH2 >1		G1_22002,>0,/3121,<3,/

		G1_22010		CNO_X NH2 amine reactive		3013,=0,/S_10033,>0,/G1_00010,=0,/6099,=0,/

		G1_22011		amine unreactive aromatic w/o  NO2, SO2 w/ o-C		G1_22004,>0,/4321,=0,/3192,=0,/3130,=0,/4700,=0,/

		G1_22012		amine unreactive aromatic w/  NO2, SO2 w/o o-C		G1_22004,>0,;4321,>0,|3192,>0,|3130,>0,|4700,>0,|

		G1_22013		CNO_X NH2 reactive (OH,NH2, hetero-NH2)		G1_22010,>0,;4714,>0,|4713,>0,|

		G1_22014		CNO_X amine NH2 reactive (excl. OH,NH2, hetero-NH)		G1_22010,>0,/4714,=0,/4713,=0,/

		G1_22015		CN_X amine NH2 reactive (hydrazine)		S_10033,>0,/3210,>0,/

		G1_22016		NH2 reactive  (w/o OH, Nv3X3) Daphnid chronic		G1_22010,>0,/3128,=0,/

		G1_22017		NH2 reactive  (w/ OH, Nv3X3) Daphnid chronic		G1_22010,>0,/3128,>0,/

		G1_22020		CN_X amine NH, N< unreactive w/ N-Oxide, N-N=O		3113,>0,|3144,>0,|3120,>0,|3110,>0,;U_00020,>0,;3006,=0,/3030,=0,/

		G1_22021		CNO_X amine unreactive NH, N< aromatic		4227,>0,|4228,>0,;G1_22020,>0,;3002,=0,;4532,=0,/

		G1_22022		CNO_X amine unreactive NH, N< aliphatic		4227,=0,/4228,=0,/G1_22020,>0,/3002,=0,/

		G1_22023		CNO_X amine unreactive NH, N< aliphatic		G1_22020,>0,/3002,>0,/

		G1_22027		CNO_X ketone, aldehyde reactive		S_10025,>0,|U_00050,>0,;3173,>0,;3006,=0,;

		G1_22030		CNO_X ester unreactive  logP<6.1 & 6.1<		U_10030,>0,/3006,=0,/

		G1_22031		CN_X amine NH, N< reactive w (o-, p- N,OH)		S_00020,>0,/6016,>0,/

		G1_22032		CN_X amine NH reactive (hydrazine)		S_00020,>0,/3105,>0,/

		G1_22033		CN_X amine NH reactive (NC=CH2)		S_00020,>0,/6065,>0,/

		G1_22051		CNO_X aldehyde normal, aliphatic		G1_21050,>0,/4927,=0,/

		G1_22052		CNO_X aldehyde normal, aromatic		G1_21050,>0,/4927,>0,/

		G1_22074		CNOS_X basic aromatic n reactive, excl CN n+		G1_22005,>0,/3059,=0,/4150,=0,/

		G1_22080		CNOS_X SH, SS unreactive, w/o c-NH2		3013,=0,/U_00032,>0,/4510,=0,/

		G1_22081		CNOS_X SH reactive		3013,=0,/S_00032,>0,/

		G1_22190		CNOS_X hydrazine general		F_00190,>0,/3013,=0,/

		G1_22191		CNOS_X hydrazine  not in ring		G1_22190,>0,/3210,>1,/

		G1_22192		CNOS_X hydrazine  in ring		G1_22190,>0,/3210,=1,/

		G1_22193		CNOS_X hydrazine w/ NH2		G1_22191,>0,/3114,>0,/

		G1_22194		CNOS_X hydrazine w/o NH2		G1_22191,>0,/3114,=0,/

		G1_23001		CNO_X NaaOH (include chelator)		3006,=0,/6568,>0,/

		G1_23002		CN_X C=N unreactive (not QSAR USE)		3002,=0,/3108,>0,/

		G1_23004		CNOS_X N-hetero ( amine, aldoxime, carbamate = not QSAR use)		3006,=0,/3116,>0,/3103,>0,|3116,>0,/3100,>0,|3116,>0,/3117,>0,|

		G1_23010		CNO_X nitro mono reactive		3006,=0,/R_03131,>0,/3130,=1,/

		G1_23011		CNO_X nitro >1		3006,=0,/R_03131,>0,/3130,>1,/

		G1_23012		CNO_X nitro mono unreactive		3006,=0,/R_03131,=0,/3130,>0,/

		G1_23013		CNO_X nitro mono unreactive (Daphnid)		G1_23012,>0,/3121,=0,/5145,=0,/

		G1_23014		CNO_X nitro mono unreactive (Alga)		G1_23012,>0,/3040,=0,/

		G1_23015		CNO_X nitro >1 w/o 4-hologen, NO2		G1_23011,>0,/6989,=0,/

		G1_23016		CNO_X nitro >1 w/ 4-hologen, NO2		G1_23011,>0,/6989,>0,/

		G1_23020		CNOS_X carbamate unreactive		U_00120,>0,/3013,=0,/

		G1_23021		CNOS_X carbamate reactive (incl isocyanate)		S_00120,>0,/3013,=0,/

		G1_23030		CNOS_X amine NH2 w C=O		G1_00130,>0,/3013,=0,/

		G1_23034		CNOS_X amine aromatic lesstoxic		G1_00134,>0,/3013,=0,/

		G1_23035		CNOS_X amine aromatic slight toxic		G1_00135,>0,/3013,=0,/

		G1_23040		CNOS_X amine sec, aliphatic or aromatic wo n		G1_00140,>0,/3013,=0,/

		G1_23041		CNOS_X amine NH w aromatic n		G1_00141,>0,/3013,=0,/

		G1_23042		CNOS_X amine sec, di-functional		G1_00142,>0,/3013,=0,/

		G1_23043		CNO_X amine sec, aliphatic or aromatic wo n (Daphnid)		3006,=0,/3110,=1,/3121,>0,/4911,=0,/

		G1_23051		CNOS_X amine tert, unreactive w C=O		G1_00151,>0,/3013,=0,/

		G1_23060		CN_X nitril unreactive aliphatic		3002,=0,/U_00003,>0,/4150,=0,/

		G1_23061		CN_X nitril unreactive aromatic		3002,=0,/U_00003,>0,/4150,>0,/

		G1_23062		CN_X nitril unreactive		3002,=0,/S_00003,>0,/

		G1_23063		CNO_X nitril reactive (trial)		3002,>0,/S_00003,>0,/3006,=0,/

		G1_23064		CNO_X nitril unreactive		3002,>0,/U_00003,>0,/3006,=0,/

		G1_23065		CN_X nitril unreactive		3002,=0,/U_00003,>0,/

		G1_23070		amide unreactive		U_00060,>0,/3006,=0,/

		G1_23071		amide reactive		S_00060,>0,/4560,=0,/3176,=0,/

		G1_23072		amide reactive (other class)		S_00060,>0,;4560,>0,|3176,>0,|

		G1_23073		amide unreactive (Daphnid)		3123,>0,/R_00061,=0,/3006,=0,/4911,=0,/

		G1_23074		amide reactive (Daphnid)		3123,>0,/R_00061,>0,/3006,=0,/

		G1_23075		CNO_X amide unreactive (Alga)		3123,>0,/R_00062,=0,/3006,=0,/4911,=0,/

		G1_23076		CNO_X amide reactive (Alga)		3123,>0,/R_00062,>0,/3006,=0,/

		G1_23080		CNOS_X urea unreactive		G1_00180,>0,/3013,=0,/

		G1_23091		CNOS_X hydrazine NH,NH0 (NoQSAR)		G1_00191,>0,/3013,=0,/

		G1_23100		CNOS_X N-hetero unreactive (wo amine, aldoxime, carbamate)		G1_00100,>0,/3013,=0,/

		G1_23106		CNO_X azo		F_03106,>0,/3006,=0,/

		G1_24000		Silicone		5006,>0,/

		G1_24010		Arsenic		5012,>0,/

		G1_24020		organic Tin (II,IV)		F_05017,>0,;5600,>0,|5601,>0,|

		G1_24035		CNOS_X halogen, reactive		S_00007,>0,/3013,=0,/

		G1_24036		CNOS_X halogen, unreactive		U_00007,>0,/3013,=0,/

		G1_24040		CNOSP_X phosphorus unreactive (no  IRAC, HRAC,  reactive alcohol)		3015,=0,/U_00040,>0,/

		G1_24041		CNOSP_X phosphorus reactive (IRAC, HRAC,  reactive alcohol) w/o N,n		5007,=0,/3015,=0,/S_00040,>0,/3140,=0/

		G1_24042		CNOSP_X phosphorus reactive (IRAC, HRAC,  reactive alcohol) w/ N,n		5007,>0,/3015,=0,/S_00040,>0,/

		G1_24043		CNOSP_X  phosphorus		G1_24040,>0,|G1_24041,>0,|G1_24042,>0,|

		G1_25001		CnosX w/o n+ unreactive (Fish Chronic)		U_00002,>0,/3014,=0,/

		G1_25002		CNO_X unreactive (Fish Chronic), excl. (CnosX w/o n+)		U_00002,>0,/3014,>0,/3006,=0,/

		G1_25003		CNO_X reactive (Fish Chronic)		S_00002,>0,/3006,=0,/

		G1_25010		acid general		G1_00010,>0,/R_00051,=0,/3013,=0,/

		G1_25011		CNOS_X oxoacid general, carboxylic, not hindered		G1_25010,>0,/3034,>0,/4034,=0,/

		G1_25012		acid reactive N+=0		S_00051,>0,/3102,=0,/3013,=0,/

		G1_25013		acid reactive N+ >0		S_00051,>0,/3102,>0,/3013,=0,/

		G1_25014		CNOS_X oxoacid general, not carboxylic		G1_25010,>0,/3034,=0,/

		G1_41011		CO_X phenol unreactive (S extension)		U_00009,>0,/3009,=0,/

		G1_41012		CO_X phenol hindered (S extension)		G1_00012,>0,/3009,=0,/

		G1_41013		CO_X phenol bisphenol (S extension)		G1_00013,>0,/3009,=0,/

		G1_41014		CO_X phenol unreactive non halogen (S extension)		G1_00014,>0,/3009,=0,/

		G1_41015		CO_X phenol unreactive halogenated (S extension)		G1_00015,>0,/3009,=0,/

		G1_41016		CO_X phenol o,p di-OH (S extension)		G1_00016,>0,/3009,=0,/

		G1_41019		CNO_X alcohol unreactive (w EO)		G1_00019,>0,/3006,=0,/3003,>0,/

		G1_41020		CNO_X alcohol unreactive (wo EO) fish		G1_00020,>0,/3006,=0,/3003,>0,/

		G1_41021		CNO_X alcohol reactive C-OH w/ proMichael		G1_00021,>0,/3006,=0,/3003,>0,/

		G1_41022		CNO_X alcohol unreactive (w/o EO) (daphnid)		G1_00022,>0,/3006,=0,/3003,>0,/

		G1_41023		CNO_X alcohol reactive (daphnid)		SD_00021,>0,/3006,=0,/3003,>0,/

		G1_41025		excl. CO_X, ketone unreactive		U_00025,>0,/3003,>0,/

		G1_41026		ketone unreactive, excl. (CO_X, C(=O)CCN, nitro)		G1_41025,>0,/4791,=0, /4259,=0,/

		G1_41030		CNO_X ester unreactive, excl. CO_X		U_10030,>0,/3003,>0,/3006,=0,/

		G1_41031		CO_X methacrylate (S extension)		G1_00031,>0,/3009,=0,/

		G1_41032		CO_X acrylate (S extension)		G1_00032,>0,/3009,=0,/

		G1_41033		CO_X ester reactive alcohol (S extension)		3009,=0,/3032,>0,/3053,=0,/3054,>0,/4515,=0,/|3032,>0,/3009,=0/3053,>0,/3054,>0,/4515,=0,/

		G1_41034		CO_X other reactive ester(malonate) (S extension)		G1_00034,>0,/3009,=0,/

		G1_41043		CO_X peroxy 3009		R_00043,>0,/3009,=0,/

		G1_41052		CO_ X aldehyde aromatic reactive		G1_21053,>0,/3003,=0,/

		G1_41053		CNO_ X aldehyde aromatic reactive, excl. CO_X		G1_21053,>0,/3003,>0,/

		G2_30000		element not CNOSPSiAsSnXNa,K		3000,>0,/

		GA_00019		alcohol unreactive (w EO) alga		UA_00021,>0,/3058,>0,/

		GA_00020		alcohol unreactive (wo acid, EO)		UA_00021,>0,/3058,=0,/

		GA_00021		CO_X alcohol reactive C-OH w/o acid		SA_00021,>0,/3003,=0,/

		GA_20040		CO_X ether unreactive excl HRAC (Alga)		3003,=0,/U_00005,>0,/5115,=0,/

		GA_21001		Cnos_X HC		U_00002,>0,/3001,=0,/6984,=0,/

		GA_21002		Cos_X excl. HC (Alga)		G1_21002,>0,/6983,=0,/

		GA_21010		C_X HC aromatic w/o X, biphenyl (Alga)		G1_21010,>0/6984,=0,/

		GA_21020		CO_X alcohol unreactive (wo EO)		GA_00020,>0,/3003,=0,/4507,=0,/

		GA_22008		amine unreactive NH2 =1 aliphatic (alga)		G1_22008,>0,/RA_00033,=0,/

		GA_22015		CN_X amine NH2 reactive (hydrazine) alga (incl. HRAC C1b)		S_10033,>0,;6099,>0,|5096,>0,|

		GA_22023		CNO_X amine unreactive NH, N< aliphatic		G1_22020,>0/3002,>0,/3144,=0,/

		GA_22070		CNOS_X aromatic n unreactive (alga)		G1_22006,>0/RA_00006,=0,/

		GA_22071		CNOS_X aromatic n reactive (alga)		G1_22006,>0/RA_00006,>0,/

		GA_22075		aromatic n reactive (alga)		SA_00006,>0,/5095,=0,/6983,=0,/6981,=0,/

		GA_22080		CNOS_X SH unreactive, Alga, w/o nc(s)-SH		3537,=0,/3013,=0,/U_00032,>0,/

		GA_22081		CNOS_X SH reactive alga excl. SS		G1_22081,>0,/3536,=0/

		GA_22082		CNOS_X SH reactivealga  SS		G1_22081,>0,/3536,>0/

		GA_23020		CNOS_X carbamate unreactive alga		UA_00120,>0,/3013,=0,/

		GA_23021		CNOS_X carbamate reactive alga		SA_00120,>0,/3013,=0,/

		GA_28998		narcotic group (Alga chronic)		G1_21001,>0|G1_21003,>0|G1_21005,>0|G1_21010,>0|G1_21020,>0|G1_21044,>0|G1_21203,>0|G1_21204,>0,;G1_21007,=0,;G1_21008,=0,;3126,=0,

		GA_28999		narcotic group (Alga acute)		G1_21001,>0|G1_21003,>0|G1_21005,>0|G1_21010,>0|G1_21020,>0|G1_21044,>0|G1_21203,>0|G1_21204,>0,|G1_21163,>0,;G1_21008,=0,;3126,=0,

		GA_41020		CNO_X alcohol unreactive (wo EO) alga		GA_00020,>0,/3006,=0,/3003,>0,/

		GA_90014		Cnos_X reactive alga, excl. pyrole		3150,=0,/SA_90014,>0/

		GA_90015		Cnos_X reactive alga, pyrole		3150,>0,/SA_90014,>0/

		GD_22072		CNOS_X aromatic n unreactive (daphnid)		G1_22006,>0/RD_00006,=0,/

		GD_22073		CNOS_X aromatic n reactive (daphnid)		G1_22006,>0/RD_00006,>0,/

		GD_22194		CNOS_X hydrazine w/o NH2 or in ring		G1_22194,>0,|G1_22192,>0,|

		GD_23020		CNOS_X carbamate unreactive daphnid		UD_00120,>0,/3013,=0,/

		GD_23021		CNOS_X carbamate reactive daphnid		SD_00120,>0,/3013,=0,/

		GD_23070		amide unreactive (daphnid)		U_00060,>0,/3006,=0,/R_00061,=0,/

		GD_28998		narcotic group (Daphnid chronic)		G1_21043,>0,|G1_21001,>0|G1_21003,>0|G1_21005,>0|G1_21010,>0|G1_21020,>0|G1_21044,>0|G1_21203,>0|G1_21204,>0,;G1_21008,=0,;SD_00021,=0,

		GD_28999		narcotic group (Daphnid acute)		G1_21043,>0,|G1_21001,>0|G1_21003,>0|G1_21005,>0|G1_21010,>0|G1_21020,>0|G1_21044,>0|G1_21203,>0|G1_21204,>0,;G1_21008,=0,;SD_00021,=0,;G1_21018,=0,;

		GF_22006		CNOS_X aromatic n unreactive (fish) excl. triazine		G1_22006,>0/4815,=0,/

		GF_22007		CNOS_X aromatic n unreactive (fish) triazine		G1_22006,>0/4815,>0,/

		GF_22081		CNOS_X SH reactive fish excl. thiophenol		G1_22081,>0,/3234,=0/

		GF_22082		CNOS_X SH reactive fish thiophenol		G1_22081,>0,/3234,>0/

		GF_28998		narcotic group (Fish chronic)		G1_21001,>0|G1_21003,>0|G1_21005,>0|G1_21010,>0|G1_21020,>0|G1_21044,>0|G1_21203,>0|G1_21204,>0

		GF_28999		narcotic group (Fish acute)		G1_21043,>0,|G1_21001,>0|G1_21003,>0|G1_21005,>0|G1_21010,>0|G1_21020,>0|G1_21044,>0|G1_21203,>0|G1_21204,>0

		GFD_90015		Cnos_X reactive alga, n,cC=C		4511,>0,/SFD_90014,>0/

		GFD_90016		Cnos_X reactive alga, excl. n,cC=C		4511,=0,/SFD_90014,>0/

		GT_06000		alcohol primary		G1_06000,>0,/3054,=0,/3053,=0,/3003,=0,/

		R_00001		C=O reactive (ketone, ester, acid)		3053,>0,|3054,>0|3055,>0,|3056,>0,|4515,>0|3054,>0,|4791,>0,|3036,>0,|6112,>0,|3174,>0,|

		R_00002		C_X_nos reactive		4519,>0,|4528,>0,|4520,>0,|4511,>0,|

		R_00003		nitril reactive		3143,>0,|5144,>0,|5148,>0,|5150,>0,|5159,>0,|5170,>0,|4527,>0,|

		R_00004		cation N, P, S		4532,>0,/6099,=0,/

		R_00005		ether reactive		4541,>0,|3195,>0,|

		R_00006		basic aromatic n		3030,>0,|3100,>0,|3104,>0,|3102,>0,|3120,>0,|4511,>0,|3119,>0,|4731,>0,|4813,>0,|

		R_00007		halogen reactive, X-hetero, X-C=hetero		3118,>0,|4520,>0,|3053,>0,|6105,>0,|3143,>0,|4544,>0,|5603,>0;7999,=0,/

		R_00009		phenol reactive		6040,>0,|6041,>0,|6042,>0,|

		R_00020		CN_X amine reactive NH, N< incl. NH2		3105,>0,|6065,>0,|6016,>0,|3100,>0,|

		R_00032		S reactive		3234,>0,|3235,>0,|3535,>0,|3537,>0,|3536,>0,|

		R_00033		CN_X amine reactive NH2		3134,>0,|3114,>0,|3128,>0,|3135,>0,|3136,>0,|4714,>0|6099,>0,|

		R_00040		phosphorus IRAC, HRAC		5125,>0,|5169,>0,|5173,>0,|

		R_00043		peroxy reactive		4554,>0,/

		R_00050		aldehyde reactive		3151,>0,|3152,>0,|3153,>0,|3160,>0,|3161,>0,|3162,>0,|3163,>0,|3164,>0,|3165,>0,|3166,>0,|3167,>0,|3168,>0,|3169,>0,|3170,>0,|

		R_00051		acid reactive		3181,>0,|3182,>0,|3183,>0,|3184,>0,|3185,>0,|3186,>0,|

		R_00060		amide reactive		3160,>0,|3171,>0,|3172,>0,|3173,>0,|3174,>0,|3175,>0,|3176,>0,|3137,>0,|4560,>0,|

		R_00061		amide reactive (Daphnid)		3129,>0,|

		R_00062		amide reactive (Alga)		5104,>0,|5084,>0,|

		R_00120		carbamate reactive		3200,>0,|3201,>0,|3202,>0,|6046,>0,|

		R_00181		urea reactive		3121,>0,|3055,>0,|3118,>0,|

		R_00182		imide reactive		3200,>0,|

		R_03054		O-alkenyl,alkynyl,halogen, ketene		3190,>0,|3061,>0,|3192,>0,|3193,>0,|3194,>0,|3065,>0,|3196,>0,|

		R_03131		nitro reactive		3098,>0,|3099,>0,|3130,>1,|3127,>0,|3096,>0,|

		RA_00002		C_X_nos reactive		6983,>0,|3150,>0,|4511,>0,|

		RA_00006		basic aromatic n (alga)		5095,>0,|5081,>0,|6983,>0,|

		RA_00021		alcohol reactive C-OH (Alga)		3061,>0,|3062,>0,|3063,>0,|3065,>0,|

		RA_00033		CN_X amine reactive NH2 (alga)		5096,>0,|

		RA_03132		carbamate reactive daphnid		5100,>0,|

		RA_30000		alga specific reactive		5095,>0,|3040,>6,|5104,>0,|4714,>0,|5100,>0,|5096,>0,|5036,>0,|3131,>0,|3114,>0,|4724,>3,|6600,>0,|3055,>0,|

		RD_00006		basic aromatic n (daphnid)		5095,>0,|

		RD_00021		alcohol reactive C-OH (Daphnid)		3061,>0,|3062,>0,|3063,>0,|3066,>0,|

		RD_03132		carbamate reactive daphnid		5141,>0,|

		RD_30000		daphnid specific reactive		5173,>0,|5141,>0,|3235,>0,|3100,>0,|3151,>0,|6046,>0,;3122,=0;

		RF_00021		alcohol reactive C-OH (Fish)		3061,>0,|3062,>0,|3063,>0,|3064,>0,|3065,>0,|

		RF_30000		Fish specific reactive		3061,>0,|6046,>0,|3053,>0,|4520,>0,|4532,>0,|3151,>0,|6099,>0,|4714,>0,|4119,>0,|4907,>0,|4511,>0,|4544,>0,|5172,>0,|4525,>0,|4781,>0,|3151,>0,|3174,>0,|3143,>0,|3140,>0,|

		RFD_00002		C_X_nos reactive		4511,>0,|3118,>0,|3150,>0,|

		S_00002		Cnos reactive		R_00002,>0,/3000,=0,/

		S_00003		nitril reactive		3104,>0,/R_00003,>0,/

		S_00005		ether reactive		3044,>0,/3030,=0,/R_00005,>0,/

		S_00006		aromatic n reactive		4911,>0,/R_00006,>0,/7999,=0,/

		S_00007		halogen reactive		R_00007,>0,/F_00007,>0,/

		S_00020		CN_X amine NH2 reactive		R_00020,>0,/G1_00010,=0,/

		S_00030		ester reactive		3032,>0,/R_00001,>0,/

		S_00032		SH, SS reactive		3234,>0,|3235,>0,|3535,>0,|3537,>0,|3536,>0,|

		S_00040		phosphorus reactive (IRAC, HRAC,  reactive alcohol)		5018,>0;R_00040,>0,|RF_00021,>0,|

		S_00050		aldehyde reactive		3036,>0,/R_00050,>0,/

		S_00051		acid reactive		G1_00010,>0,/R_00051,>0,/

		S_00060		amide reactive		R_00060,>0,/3123,>0,/

		S_00120		carbamate reactive  (incl isocyanate)		6046,>0,|3041,>0,;R_00120,>0,/

		S_00181		urea reactive		3109,>0,/R_00181,>0,/

		S_00182		imide		4555,>0,/R_00182,>0,/

		S_10025		ketone reactive		3031,>0,/R_00001,>0,/

		S_10033		CN_X amine reactive NH2		3100,>0,/R_00033,>0,/

		S_20009		phenol reactive		R_00009,>0,/

		SA_00006		aromatic n reactive (alga)		4911,>0,;R_00006,>0,|RA_00006,>0,|

		SA_00021		alcohol reactive C-OH w/o acid		3046,>0,/3030,=0,/RA_00021,>0,/G1_00010,=0,/

		SA_00120		carbamate reactive alga (incl isocyanate)		6046,>0,|3041,>0,/RA_03132,>0,/

		SA_30000		alga specific reactive		RA_30000,>0,/

		SA_90014		Cnos_X reactive alga		C_80014,>0,/RA_00002,>0,/

		SD_00006		aromatic n reactive (daphnid)		4911,>0,;R_00006,>0,|RD_00006,>0,|

		SD_00021		alcohol reactive (daphnid)		3046,>0,/3030,=0,/RD_00021,>0,/G1_00010,=0,/

		SD_00120		carbamate reactive daphnid (incl isocyanate)		6046,>0,|3041,>0,;RD_03132,>0,/

		SD_30000		alga specific reactive		RD_30000,>0,/

		SF_00021		alcohol reactive		3046,>0,/3030,=0,/RF_00021,>0,/G1_00010,=0,/

		SF_30000		alga specific reactive		RF_30000,>0,/

		SFD_90014		Cnos_X reactive fish, daphnid		C_80014,>0,/RFD_00002,>0,/

		U_00002		C_X_nos unreactive		R_00002,=0,/

		U_00003		nitril unreactive		3104,>0,/R_00003,=0,/

		U_00005		ether, acetal unreactive		3145,>0,|3044,>0,;3030,=0;R_00005,=0,;

		U_00006		aromatic n unreactive		4911,>0,;R_00006,=0,|7999,>0,|

		U_00007		halogen reactive		R_00007,=0,/F_00007,>0,/

		U_00009		phenol not reactive, not acid		3047,>0,/R_00009,=0,/G1_00010,=0,/

		U_00020		amine NH, N< unreactive		R_00020,=0,/G1_00010,=0,/

		U_00025		ketone unreactive		3031,>0,/R_00001,=0,/G1_00010,=0,/

		U_00032		S unreactive hindered SH, SS, S(=O)		R_00032,=0,;3236,>0,|3536,>0,|4946,>0,|

		U_00033		CN_X amine reactive NH2		3100,>0,/R_00033,=0,/

		U_00040		phosphorus unreactive (no  IRAC, HRAC,  reactive alcohol)		5018,>0,/R_00040,=0,/RF_00021,=0,/

		U_00050		aldehyde general		3036,>0,/R_00050,=0,/

		U_00051		acid general		G1_00010,>0,/R_00051,=0,/

		U_00060		amide unreactive		R_00060,=0,/3123,>0,/4911,=0,/

		U_00120		carbamate unreactive fish		3041,>0,/R_00120,=0,/

		U_00181		urea unreactive		3141,>0,|3109,>0,;R_00181,=0,/

		U_00182		imide		4555,>0,/R_00182,=0,/

		U_10030		ester unreactive		3032,>0,/R_00001,=0,/G1_00010,=0,/

		UA_00006		aromatic n unreactive (alga)		4911,>0,/R_00006,=0,/RA_00006,=0,/

		UA_00021		alcohol unreactive C-OH w/o acid (Alga)		3046,>0,/3030,=0,/RA_00021,=0,/G1_00010,=0,/

		UA_00120		carbamate unreactive alga		3041,>0,/RA_03132,=0,/

		UA_30000		alga not specific reactive		RA_30000,=0,/

		UA_80014		Cnos_X unreactive alga		C_80014,>0,/RA_00002,=0,/

		UD_00006		aromatic n unreactive (daohnid)		4911,>0,/R_00006,=0,/RD_00006,=0,/

		UD_00021		CO_X alcohol reactive C-OH w/o acid (Daphnid)		3046,>0,/3030,=0,/RD_00021,=0,/G1_00010,=0,/

		UD_00120		carbamate unreactive daphnid		3041,>0,/RD_03132,=0,/

		UD_30000		alga not specific reactive		RD_30000,=0,/

		UF_00021		CO_X alcohol reactive C-OH w/o acid (Fish)		3046,>0,/3030,=0,/RF_00021,=0,/G1_00010,=0,/

		UF_30000		alga not specific reactive		RF_30000,=0,/

		UFD_80014		Cnos_X reactive fish, daphnid		C_80014,>0,/RFD_00002,=0,/

		US_00003		ester not alcohol  reactive		S_00030,>0,/R_03054,=0,/





qsar_data

		QsarID		QsarClassName		ClassID		Equation		Log P Range		FragIDs_for_AD		n		R2		RMSE		Q2(leave-one-out)		ratio1

		12100151		C_X HC w/ w/o X (unreactive)		G1_21001		y = 0.69logP +0.37		[1.52,5.52]		5047,5067,5075,5155		11		0.78		0.43		0.68		11

		12500151		Cnos_X w/o n+ unreactive (Fish chronic)		G1_25001		y = 0.70logP +0.38		[1.52,5.52]		5016,5047,5067,5075,5155		12		0.76		0.43		0.68		12

		12899851		narcotic group (Fish chronic)		GF_28998		y = 0.72logP +0.29		[1.52,5.81]		5008,5047,5067,5075,5146,5155		12		0.82		0.41		0.75		12





training_set

		Order		QsarID		QsarClassName		SMILES_in_KATE		MolID		CAS_RN		Chemical_Name		Molecular weight estimated by SMILES in KATE		Training_set_log_(1/NOEC [mM])_in_KATE		Measured_NOEC_[mg/L]		KOWWIN

		1		12100151		C_X HC w/ w/o X (unreactive)		Clc1ccc(Cl)cc1		1000065		106-46-7		Benzene, 1,4-dichloro-		147.00		2.39		0.60		3.28

		2		12100151		C_X HC w/ w/o X (unreactive)		Clc1ccccc1		1000103		108-90-7		Benzene, chloro-		112.56		2.65		0.25		2.64

		3		12100151		C_X HC w/ w/o X (unreactive)		CCCCCCCC		1000161		111-65-9		Octane		114.23		3.61		0.03		4.27

		4		12100151		C_X HC w/ w/o X (unreactive)		CCCCCCCCCl		1000169		111-85-3		Octane, 1-chloro-		148.68		3.42		0.06		4.52

		5		12100151		C_X HC w/ w/o X (unreactive)		ClC(=C(Cl)Cl)Cl		1000251		127-18-4		Ethene, tetrachloro-		165.83		2.22		1.00		2.97

		6		12100151		C_X HC w/ w/o X (unreactive)		c1cc2ccc3cccc4ccc(c1)c2c34		1000256		129-00-0		Pyrene		202.26		4.61		0.01		4.93

		7		12100151		C_X HC w/ w/o X (unreactive)		CC(c1ccccc1)c2cc(C)ccc2C		1000633		6165-51-1		Benzene, 1,4-dimethyl-2-(1-phenylethyl)-		210.32		3.79		0.03		5.24

		8		12100151		C_X HC w/ w/o X (unreactive)		ClC(Cl)Cl		1000684		67-66-3		Methane, trichloro-		119.38		1.66		2.60		1.52

		9		12100151		C_X HC w/ w/o X (unreactive)		c1ccc(cc1)c2ccccc2c3ccccc3		1000800		84-15-1		1,1':2',1''-Terphenyl		230.31		4.32		0.01		5.52

		10		12100151		C_X HC w/ w/o X (unreactive)		c1ccc(cc1)c2ccccc2		1000868		92-52-4		1,1'-Biphenyl		154.21		2.66		0.34		3.76

		11		12100151		C_X HC w/ w/o X (unreactive)		CC(C)c1ccc(C)cc1		1000950		99-87-6		Benzene, 1-methyl-4-(1-methylethyl)-		134.22		2.29		0.69		4.00

		12		12500151		Cnos_X w/o n+ unreactive (Fish chronic)		Clc1ccc(Cl)cc1		1000065		106-46-7		Benzene, 1,4-dichloro-		147.00		2.39		0.60		3.28

		13		12500151		Cnos_X w/o n+ unreactive (Fish chronic)		Clc1ccccc1		1000103		108-90-7		Benzene, chloro-		112.56		2.65		0.25		2.64

		14		12500151		Cnos_X w/o n+ unreactive (Fish chronic)		CCCCCCCC		1000161		111-65-9		Octane		114.23		3.61		0.03		4.27

		15		12500151		Cnos_X w/o n+ unreactive (Fish chronic)		CCCCCCCCCl		1000169		111-85-3		Octane, 1-chloro-		148.68		3.42		0.06		4.52

		16		12500151		Cnos_X w/o n+ unreactive (Fish chronic)		ClC(=C(Cl)Cl)Cl		1000251		127-18-4		Ethene, tetrachloro-		165.83		2.22		1.00		2.97

		17		12500151		Cnos_X w/o n+ unreactive (Fish chronic)		c1cc2ccc3cccc4ccc(c1)c2c34		1000256		129-00-0		Pyrene		202.26		4.61		0.01		4.93

		18		12500151		Cnos_X w/o n+ unreactive (Fish chronic)		c1ccc2c(c1)sc3ccccc32		1000265		132-65-0		Dibenzothiophene		185.27		3.76		0.03		4.17

		19		12500151		Cnos_X w/o n+ unreactive (Fish chronic)		CC(c1ccccc1)c2cc(C)ccc2C		1000633		6165-51-1		Benzene, 1,4-dimethyl-2-(1-phenylethyl)-		210.32		3.79		0.03		5.24

		20		12500151		Cnos_X w/o n+ unreactive (Fish chronic)		ClC(Cl)Cl		1000684		67-66-3		Methane, trichloro-		119.38		1.66		2.60		1.52

		21		12500151		Cnos_X w/o n+ unreactive (Fish chronic)		c1ccc(cc1)c2ccccc2c3ccccc3		1000800		84-15-1		1,1':2',1''-Terphenyl		230.31		4.32		0.01		5.52

		22		12500151		Cnos_X w/o n+ unreactive (Fish chronic)		c1ccc(cc1)c2ccccc2		1000868		92-52-4		1,1'-Biphenyl		154.21		2.66		0.34		3.76

		23		12500151		Cnos_X w/o n+ unreactive (Fish chronic)		CC(C)c1ccc(C)cc1		1000950		99-87-6		Benzene, 1-methyl-4-(1-methylethyl)-		134.22		2.29		0.69		4.00

		24		12899851		narcotic group (Fish chronic)		Clc1ccc(Cl)cc1		1000065		106-46-7		Benzene, 1,4-dichloro-		147.00		2.39		0.60		3.28

		25		12899851		narcotic group (Fish chronic)		Clc1ccccc1		1000103		108-90-7		Benzene, chloro-		112.56		2.65		0.25		2.64

		26		12899851		narcotic group (Fish chronic)		CCCCCCCC		1000161		111-65-9		Octane		114.23		3.61		0.03		4.27

		27		12899851		narcotic group (Fish chronic)		CCCCCCCCCl		1000169		111-85-3		Octane, 1-chloro-		148.68		3.42		0.06		4.52

		28		12899851		narcotic group (Fish chronic)		OC(c1ccc(Cl)cc1)(c2ccc(Cl)cc2)C(Cl)(Cl)Cl		1000190		115-32-2		Dicofol		370.49		4.64		0.01		5.81

		29		12899851		narcotic group (Fish chronic)		ClC(=C(Cl)Cl)Cl		1000251		127-18-4		Ethene, tetrachloro-		165.83		2.22		1.00		2.97

		30		12899851		narcotic group (Fish chronic)		c1cc2ccc3cccc4ccc(c1)c2c34		1000256		129-00-0		Pyrene		202.26		4.61		0.01		4.93

		31		12899851		narcotic group (Fish chronic)		CC(c1ccccc1)c2cc(C)ccc2C		1000633		6165-51-1		Benzene, 1,4-dimethyl-2-(1-phenylethyl)-		210.32		3.79		0.03		5.24

		32		12899851		narcotic group (Fish chronic)		ClC(Cl)Cl		1000684		67-66-3		Methane, trichloro-		119.38		1.66		2.60		1.52

		33		12899851		narcotic group (Fish chronic)		c1ccc(cc1)c2ccccc2c3ccccc3		1000800		84-15-1		1,1':2',1''-Terphenyl		230.31		4.32		0.01		5.52

		34		12899851		narcotic group (Fish chronic)		c1ccc(cc1)c2ccccc2		1000868		92-52-4		1,1'-Biphenyl		154.21		2.66		0.34		3.76

		35		12899851		narcotic group (Fish chronic)		CC(C)c1ccc(C)cc1		1000950		99-87-6		Benzene, 1-methyl-4-(1-methylethyl)-		134.22		2.29		0.69		4.00





