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in (conditionally) : §f{f & & FAfEIE A
lin] OFEEICITEBLEZVD., FAXMEMED EEHERBMEE] 2T
M. HEZ QSAR V5 RD MEEHIERIBAIEE) X L] . AL Narcotic
Group™3 7 S XD EEHIERBLEE) AL ITEFENDEES (R2-3(12H1F
BEVHEFLUDEATO—DES) &

out of : & FAfEE S
lin] & Tin (conditionally)] DRINMDEHICEEBLAEWNEE, THbhL,
FAEYMED TEEHIEREMEE] 1. 55 QSAR 7 5 R0 T#HEFIER
BB #EE ) X b1 & Narcotic Group 7 S AD MEEHIFRABABEEI X M @
AINIZELEEFNLBEOVBIBELNHDBEE. (B 23 I2EVWTT L—HLOEE

NEENDIEE)
13 fﬁ@



*1 KATE AEZEL-BoBEE—EDD T, BEHTEIZHLFERAINL LD, KATE2020
TIX 175 EDHAEENZ LT D (GHlllE KATE2020 HiiiXESR) .

*Q M QSARYV SRIZEFENDE., FL—=2Fty FBEU log PHIEM "in” GEF
SEEA) THAFREEMET—2OMENED. BHEEN) X K,

*3 BEMNLGEERFEHERICEIALROR—RS 1 UEN (FEMER) . KATE2020 T
(X, BBIAERIEKFR. AKX R, BIE - FEEI—TIU. Bk - 7&K
b, ZLa—LEWS B REBEROATEENRBATEILEEIALND
QSAR V SADNFREED A TEBICHEINTE Y. ChiozELHz- QSAR ¥
S R % Narcotic Group & L TEFRFHED T A TTHBEELTVET,

B HES ID oS
H,
B=c—c=0 |CLE] 5074
»
--------------- i 5075
cl I
_J/ I
8 c\ Zie. : &0 o
d . Narcotic GroupZ7Z &AM
— : 1 PR A
2 YRk (14 &)

1
i p—
H\ 1 \N—C//
H/C—N—N—O etc. : 5100 & N
"""" AT [ 5172 5Ol ete.
Sodium [Na]
Boron [B] 5603 S—C—Cl—C e
R~ 5006 (O ete.

B \Vox ~QSAR s i i :
tﬁjij?@%’;ﬁg#ijé%gﬁéﬁ 5006  Silicon [Si] S E A EE
\ YA+ (1118) / ce YR (£175 @) . /

1 i
‘, J\r' .
TR MEDH g 8 L
° ! H
MEHE O Cin {conditionally) T ST T -

*QSARZ T A4 : CNOS_X amide unreactive, 21444~ : Fish Acute

XOBRRE TRRNERMEDOH ) O—BEOHMETTAL THREBEOHSBENMBE IS Z
CIZEYBEHENEGRDINELEIEERLTUVET, EREFRLEMRTT,
X et MMF<CBDIE, BLIDTHEHDE LB ELHY. 1 2DBHIOAHTLTNET,

2—3 HBEHEDOH

14
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B) log PHITE

KATE2020Tl&., FRIREMEDIog PIEALEZQSARY SAD FL—=25 1Y +
Dlog POR/MEERAREDHEIZHEIMNE SN TEABEERNIZCHLINE SN EZHELF
T, BH. KATE2020Tld. SEHKETTFAEEIEL log P>6 DYEIETE TEASE
BarE LTWET (KATE2020RRICEITHEER)

in: BABERN (B2-4)

out of : WAMEEN, f=FZL. TiED out of (T4 SHEIFEKEL (B2—-5) ,

out of* : WRATEES, ==L, FRINEMED log PEIEZZHEZ QSAR VS ADS
ZERTHD I L—=2 Ty bEYR— M IHILEHE-2MED
logP DR/MMELERKEORRBIZFEZLFET (B2—-6)

7
B |-
5 -
Lol 4 0
: 7
S 8|
-]
E 2
2
: ‘Lr.
~ 8 [
¥ r
= -1t og POEMAEE
"2y =0.69 % log P -1.08
-3 r | st \ [
R2: 0,85, N: 23 '™ »
-4 1 L 1 1 1 L 1 1
=3 =2 =1 ] 1 2 3 4 5 6 7 8 9 18
Estinated log P (KOHHIN)
[%sﬁlmgafm%’:@log P:28 #F: in ]
2—4 logP#IEDHF (in)
7 T T T T T T T
5 FHR— kT IHL
5| < = ]
a2 ‘[ rL—=vrEy bFo4 \
S stBLUHR—bTIhLD o
§ , | log POm/MES SIATEE
g ToEHE
317
: e
C et
B \ - ;
=t log POEM MR
-2 -
y = 0,69 * log P -1,88
_3 - 3 :
R2: 0.85, N: 23
-4 1 L 1 1 i L 1 1 1 1
-3 =2 -1 ] 1 2 3 4 5 6 7 8 9 10
Estinated log P (KOMHIN)
[:’T"}E'Jil‘]‘%%’,&fwlog P:75 HITFE © outof

2—5 logPHIE®DH (outof)
15




of | $R— kT IHL ]
5 % > 1
a M rr—z=yseyrFis -
S stBLUBE—trIpnn Lk
E ,|log PORMED SRAEE — |t
g | TonE :
S :
= -1t log POy EL,
-2

'y = 0.69 = log P -1.08

-3
—py
R2: 0.85, N: 23
-4 L L L

-8 =2 -1 ] 1 2 3 4 5 6 7 8 9 10
Estinated log P (KOWMIN

~

FRARYEDIog P: 58  ¥IF : out of+

K2—-6 logP¥H|IE®DH (outof+)

16




3. 854 Ak

202353821 1) — R SN =KATE2020 ver. 4.0& Y., OF A 2T 5=HD1—HIDE
NRAD—RFEFREICHYFELEZ, A —HFERIITRTKATE20200 B 5 (4 VEE

(https://kate2.nies.go.jp/nies/index.php) IZ7VtA L. ORBEFRIEICREZET SF T v
YRV D RIZFTvo EAN, @ ”Start the session” RE ZEH YwH3HE&E0542F
HIENTEFET, SMILESEDA—HFHLAALEET—2ELUHAKBER (FRSBMHED
QSARY T R%FE) [FKATE2020 —/N\TEGL< vy aVIZOAREFESA, £y arn
UhdLEBEMICENASFHIBRENET, v ar@Eoz I IO EHALEY
KATE2020D&EZ#—BR{FILL LY T 5 EBENICUINE T, =, FRZITOEIZE
EDBRIFLEEZSIN., HIRSNET,

shinhou Tool for Ecotoxicity

KATE2020 version 5.0

Terms of Agreement

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.

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

@I agree to and accept the terms of agreement above.

Start the session

3 OJ4A4VEA
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4. \bFWBEEHROAS (InputlEmH)
KATE2020(20 54 >3 % £ UTOEE (InputBEE) MAEFRSNET @a—1) .

' Front Page
\

Input SMILES of your chemical

((read me fist (( Get information using Chemical Identifer Resolver | or [ Generate SMILES usig JSME Editor )
SMILES (Requireq): l
CAS RN
Name
g P
O: Skip KOWWIN Calculation

* When any error occures in log P calculation by KOWWIN. you can skip KOWWIN Calculation.

Prediction of Multiple Chemicals

SMILES List:

filename: Not Selected

4—1 EFHERROANEE

KATE2020(2& 1+ 5 FRllE. SMILESIZEDWTITWET, {LEMEDSMILESH A S
TRICIIUTOHENHY FT

ARFHET  SMILES ZE#ANT HFHE
ARFE2  #BEL-#EEXE SMILES [CE# L TANT 75
ANAHE3 : CASESOYERHM L SMILES ZHIFLTANT 55

(1) FRITEHRMEEMEIZONT
s KATE [TEWVWTFRARMRELGDHIEEMERF. ERMICETEHRIEEYWTY,
g BIstE LT—MOMBBRIEAN (EF5S0%) LBHET,
Bt KATE2020 Tl&, T D~vIZEZET HEEMERFFRTEETEA,
1) C. NOfMhorxiRdEFELL SMILES
i) C,N,O,F,8iP,8,ClLAs, Br, Sn, I S DTHEE AL SMILES
i) 4 A >#E&L SMILES (#zf2L. ammonium [N+] & [n+] (XA SIATEE)
v) BEMZEXRYT (8% .1 #&¢) SMILES
v) [Nal, [K], [Lil, [Na+], [K+], [Li+]% %#&¢ SMILES @&, 70 LR

[CEEMZDADENAHY FT, HlAIX. "clecccec1O[Nal"lF "cleecec1O"IZE = #
ZBDWHELBHY ET,

ABSMILES N EED~VIZEZHET HHE,. T7— A vytE—JEEARTEINET,

(2) AAKEL : SMILESOEEA S

AJ4 &, AIR—CH4-1OBEEIRRENDSD T, ZETEHAEAARY I X,
BHEFAZTVEWMEEMEDOSMILESEZAALET .
18



SMILESZAA L5, Ffll (Predict) K2 &I Vv I LES (R4—-2) ., CD
ZEZTO EQSARTFARREEICEAFTT . CCTRTFARKRMEDH L LT,

NCclccccclz AN LET,
v 4
SMILES (Rrequired): ‘ NCclcceecl ( Predict )
CAS RN:
Name:

4 —2 SMILES AARyY I XEDFB (Predict) RE >

(3) AABFE2 : #E L =EE&XH 5 DSMILESNDE
JSME Molecular Editor (#E&EXIT T« 4. LLTF. RUY x JETIHXISME Editor& &
LLFET) ZFALT, EEFAZTOEMEEMEOEBER ZHEE L. T ESMILES

[CEHT HENTEFT,

FIE1: M4 — 3DF D Generate SMILES using JSME Editor] 22 v LET,

[ Get information using Chemical Identifier ResoNerJ@MlLES using JSME Edkor] >

[ read me ﬁrst]

Predict

SMILES (Requireq): u

4 —3 [JSME Editor] QO ZEET HKR%

FIE 2 : JSME Editor (B 4-4) HEEENT HD T, EERX (ZZTET7z/—ILDFI%E
RLET) #HE L. [Submit smiles to KATE] K2 >&9 YvH LET, JSME
Editor IZ22DWWTI&, JSME Editor D TR—=UFSHB 2 &Ly, (httpsi/isme-

editor.github.io/, 2024 £ 03 B 01 B7 Y £ X)

OO x| rE % DX B
=|=[=[=l~AOCISIOI0/Olre%a
C
i
F
Cl HO
Br N
' I
“
24
>
Export chemical structure from applet:
Get molfile Get smiles Get JSME string

4-4 JSME Editor D&

2w 3 5E #HEEL-EEXA SMILES [CE# SN, EEMEDOANBEED
SMILES AAR Y J RICAAEhES (B4—-5) ., D&, FHl (Predict) K%E
vEV VI T HETFARREEICEAET,

[ Get information using Chemical Identifier ResoIver] or [ Generate SMILES using JSME Editar]

[ read me ﬁrst]

SMILES (Requ ve@ccccl > Predict

4—5 #HEAHNS SMILES [CE#LI-HER

19
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(4) ANFE3 - CASEFTOYMEL M 5 DSMILESN D E
[Get information using Chemical Identifier Resolver] R2 > #{#H L T. CASES

PYEELENSSMILESTRIGT 5 ENHEF T, UTOFIERTILCASESH

b SMILES

#1593 5HlZE R LET . Chemical Identifier Resolver([Z DUV TIX, Chemical Identifier
ResolverM™ = TR—T S E & LY, (httpsi//cactus.nci.nih.gov/chemical/structure,

20240380187 £ R)

FIE1: FEFRETVIMEEMED CASES%E CASAARY I RIZAR
L. [Getinformation using Chemical Identifier Resolver] "2 %51 v

Li—;- (4_6) ]

l | Get information using Chemical Identifier Resolver l or [GenerabeSMILESusiuJSNEEditor]

L
CAS RN: 100-46-9

Name:

4—6 CASEBSAHNKRYY RXE [Get information using Chemical Identifier

Resolver] R4 >

Z 0. CASESH 5 SMILES ABRG S, SMILES AARY I RIZAKEh
FY (MBI SBELLHASh, RGSn=YWER (TUPAC#) ¥ Name Ry
DRICABENES, B4—-7) o D& Predict’’REVED Y V7T 5 EFRE

REHEICEAFT,

4—7 CASESHM L SMILES EEERICEHBLUIER

[ read me ﬁrst] [ Get information using Chemical Identifier Resoh/er] or [ Generate SMILES using JSME Editor] / \
SMILES (Reguired): NCclcceecl Predict H
N,
CAS RN: 100-46-9 "
Name: phenylmethanamine
og P:

s Skip KOWWIN Calculation \

* When any error occures in log P calculation by KOWWIN, you can skip KOWWIN Calculation.
SMILES:
@cactus:

CAS:

Information obtained from CAS RN.

Success!

R NCeclceceel

Success!

IUPAC_NAME: Success!

4—7 CASESHMDL SMILES EBERICEHL-HER

20




(5) AJlog POFIH

FRMEMEDIog PIEE LT, ANEZHEET S EAHEEY (F4-8) . AA
FEETY. ABLflog PIEAFSHEFTADKRICEEMICHASINET, FRANKYVED
log PIEMBAL W RIZE A EIZTRALLES LY,

( readme first ( Get information using Chemical Identifier Resolver | or  Generate SMILES using JSME Eitor |

SMILES (Required): ‘ NCclcccccl Predict
CAS RN: 100-46-9

Name: phenylmethanamine

Skip KOWWIN Calculation

* When any error occures in log P calculation by KOWWIN. you can skip KOWWIN Calculation.

K4—8 logPDAN

(6) ANICASEE S LUANMELOFA

CASESPHESRL. A —YHAEETHET A EATEEY (BH4—-9) . AHEFR
ATREHYFERA. ABDLESEE, BREBEICFIAALEZBERVEDOEERTEINET,

4—9 CASESLYMEZDAN

(7) KOWWIN™MEtHED R X v

KOWWIN™ (25t L TLWEWLWSMILESAAD SN S Z EI2& Y, KOWWIN™(Z & %
log PHEDICIS—(CHBoENHYET, COESITIE. "Skip KOWWIN
Calculation”®F T v IRy I RIZF v 9 % L TPredictr(R2 %9 1) w935 &ET,
KOWWIN™|Z & Blog PEAtEZRAF v T B EMNEEXFET (B4—-10) ,

log PEHEZR X v T LIBA. TASHEZFET 5I1CElog POA—HFANENLE
ERYET, log PEAN LG IMEETHLQSARY S ADHEIEIITONAEITH. FASME
FEHEShFEREA, AFYTRIZ, FARREEDP Tlog PANEZANTFRIEME
ZEtEIHZLELARETT,

SMILES \
CAS RN:
Name:
| o:  skip KOWWIN Calculation |
* When any error occures in log P calculation by KOWWIN, you can skip KOWWIN Calculation.

B4—10 KOWWINMEFEDRFxv T

21
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5.QSARFHIFERDFK T (ResultsE M)

FB (Predict) RE2 V&V U v I LIk, tENARTTSHE. PARREEARTS
nFy (B5—-1) . PAKREETIE. PANKHMEOERNZIFHR (CASES. WE
#. SMILES, 73FE&. log P, #BEX%F) . FRANKRMEICEYATONQSARY 5 R,
FQSARYV SRIZK S FRFHER (FRISMHME. 5% FRXME. BREHEOHE) . &
QSARY S ADMHEZEZR/AH_ENTEET,

CAS RN® 100-46-9
Chemical Name phenylmethanamine
SMILES NCclcceeel
Molecular Weight | 107.15
User Input Value |[ | [ Re-calculate ]
log P Estimated Value by KOWWIN | 1.07

Measured Value in KOWWIN Database | 1.09

cute Fish Daphnid Alga
nic [ ) Fish Daphnid 3 Alga Update
lude( B3 BmR2 <07 | @qt<os | @n<ls |
QSAR Results
z QSAR Class Name (lyits ol sl ci Predicted 95% log P R Statistics of QSAR Class
Print Toxicity"2 Judgement
ket ok the name == Toxicity —
5 s i N QR RAE Organism i [ma/L] Interval Value Type s Structure’® "2 @ RMSE n's
amine primary unreactive
i 7faliphr:tic Fish Acute 100 [13, 800] 1.07 | Estimated [-1.61, 5.25] 0.92| 050 0.40 25(2)

Create Print Format

*1 The query chemical may be classified into multiple QSAR classes.

*2 "Duration" and "Indicator” of each "Type of Predicted Toxicity"
Type of Predicted Toxicity

O AS TR Duration Indicator
Fish Acute 96 h LC50
Daphnid Acute 48h ECS0
Alga Acute 72h ECS50

embryonic stage
Fish Chrenic oS fone NOEC
and 30 d after hatching

Daphnid Chronie 21d NOEC
Alga Chronic 72h NOEC

*3 KATE2020 judges whether the log P value falls within the applicability domain or not, based on the log P value of the query chemical:
n: Within range between the minimum and the maximum log P values of the reference chemicals of the QSAR class.

5—1 QSAR FRIERE®E

22



(1) FRNRMEOE KR
HEREEO LEICIEAS LT SMILESE BRIER nNERshEd (@5—2) ,

~

: N
b A |
CAS RN® 100-46-94— c /
Chemical Name phenylmethanamfne" d /
SMILES NCclcccocl4— o /
Molecular Weight [107.154— /
User Input Value || |[ Re-calculate ]

log P Estimated Value by KOWWIN | 1.07 98 \

Measured Value in KOWWIN Database | 1.09 - \ /

h 1
B5—2 FANRMEOEAERER T

a FAXEMEOEER
b CASEES (A—HHAALIEEEDAHETR)
CASBEESF VY (FzvIT4Ty MAELULWDESHDEZRDH) HiTh
N, FzvoT42y FARELLCHEL CAS BEBIETFDHR AT (ncorrect)’ ERT S
nxEd,

*CASBEENELLDESHEF VI THLOO—BLEAO—HOHEFD
ZEo ANITANBUOHOERET 5DA T, SMILES & CASESHA—HLT
WENERERT DDITTIEHY FHA,
MESL (A—DANLIEEDHERTR)
FAXRYMED SMILES
FAREYMEDHT FENETEME (Open Babel 7045 5 LE{FER)
FRXNEMED logP DA—HANE (A—FDBANLIEGEDOARTINET)
FRIRYMED log P D KOWWIN™ [ &k B #FEE
FRXMERMED logP DERE (KOWWIN™ F—HER—R [ZHZBEDHKTR)
) KOWWIN™ F—2 R—X [ZFAIRMED log P ERENERHSHEIE. T
—AR—ZXLEDETHENRTINET,

i TRe-calculate] KRR > : Vv o gL, fHRICAAINTILNS logPEZALT
QSAR FAIEREZEFHLET,

=a R A -

23 N



(2) QSARTAIFER

BREEOPERICIE., QSARY S R4&, FASEMHS2(4 7. EUHFHHER &) . T

BHEDNB%TFARME. FANKMECK L TEALzlogP., BEAMBEOHIE. HEHEA
KRRSNFET (BI5—3) . UTTRTRABDHRAZLFT,

\ \ | ! ! I ' 1 7 I
e f g h 1 j k 1 m n 0

s2 i
K Y g
Acute Fish Daphnid [ Alga
de 0 Fish Daphnid Alga
ude{ [ ): MR <0.7 Bl <05 En<|s
QSAR Results
= SAR Class Name Fypeio Predicied Applicability Domain .
Print Q e Predicted 9556 iog P iy Statistics of QSAR Class
i Click the name = Toxicity Prediction —=
t0 58 details of the QSAR madel | Orgen ism ssmy [ma/L] Interval value Type i S | R o | mmse s
< = = o
d — grene P":."’:V L Fish Acute 100| (13,800 107 | estmated in [-1.61, 5.25] " 092| 0.90| 0.40 25(2)
NH2 =1 aliphatic 4 A 4
Create Print Format X x X X ]l ? r f ? ]- /-
f I
r

o —T—

[
[
q

5—3 QSAR FAIBRRT

FrvIRvIR

a Include FTyvIRYIR: Fxuv I EINTWLWLFREEZA TDQSARI SR
DHNRTREINET, FzvrEHNTEIZEY., RETEHFAEEL2A TER
B ENHEEFET, TIAHIMTREHETIZTFIYINALDTWET,

b Exclude Fx v Ry IR : #EHE R2 CGRERE) , Q2 (REAN)T—2 3 ViE
Z) RUn (FL—=2F 1y b)) OEBEZVTNAA—DTHHET QSAR ¥
SAERTEINFRA, Fz v LY, EEZEBELEYTEHZEICKY,
RTEIND QSAR VSRZABIHENEFEFET, TI4HIUMTEHETIZF
yOMA2THY . R<0.7, Q2<0.5, n<5 NEHIZ 1 DTHHTIETES QSAR ¥
F R (B&L U Unclassified ¥ T R) [EFERTEGEH>TVWET,

K —BEDFzVvIRVIRICTFzvIEANDE, RA=ZD2DETOF v IRY

HDRIZFTvINAYET, FIZIE, "Exclude’DEDFEMADF = v IRy 9 RIZF

TYIEANDE. RRQREBLV N DF v IRy RIZARFIZFIvINAYET,

ETOFAESEIA TIZ LTQSARY S ANRKRTKTEINA LGS, No applicable
results.] ERREINFT (5—4)

Print
Detail

e of Predicted
QSAR Class Name qu pikip Predicted 95% log P Applicshiy oman Statistics of QSAR Class
Click the name. Lt Toxicity Prediction =
Acute or log P* ».
10 see detals o the QAR model organism | el tmg/L] Interval vaie e sl structwe™d | 2 ‘ @ ‘ rsE ‘

No applicable results.
Change the criteria above(R2, Q2 or n).

5—4 QSAR FRIFEREZR (QSARV S AN 1 DL RRENGEMEE)

c [Update] RE Y : 2y sFBIEIC&Y, TELEF o v IIREICHT S
QSAR#ERIZEHLET,
—EMRIZ2+—< v A

d —$EHRIZ724A—<y FRAFzVvIRYI R, TIHILFTIE QSARY 5 AAR2
20.7 and Q220.5 and n=5 Zif= L. BAMEEAN (log PHIEHA in BD. BE

24




$IFEA in F£7z1& in (conditionally)) THAEDIZF T v IHBAL>TLET,

e —HEMRZ4+—<y FEEXRTARE Y, 27UV I TH5EFRBREERS IV d

TFzVvIH A>T QSAR 7 5 RDFFHMIEHRE & —$FERIT 51=DD T+ —<
v NEIENRTINET,

QSARYV SRADEMHEY Y

f QSARVSAM&EW., Vv 9 H&. Verify QSAREEICHEILET,

FRISES24T

g 4£PE (BRE. TUVIH. B

h S iEH

e, [ TRENDFRIFUERA TICIF. UTOELDOLHY FJ,

EZ;FE;éZ% ek SERSIR | EitiE
y: L] 2 Tgiﬁfﬁ%gﬁ 96 h LC50
s 2t el 72h EC50
a5 18 R R | Ry e | NOEC

ST - -1 fo?zgs %Gﬁﬁsz)ﬁ 21d NOEC

B =l %gi%fgﬂigf 72 h NOEC

BEVNPLEEREFRREAFECSMEBRICE > THRBBEARLGY T, REENERBLIE

EEHHBTRHOONA TS ASHTIE TS L UAEE 30 B EHE->TULET,

FAIE
i FPRIEME

i FRIEMEED 95%F 8 XH

log P
k  FREYMEDIog PiE

1 FPRANEKMEICEASNDlog POEE, UTOBEIERLTRESNFTT,

1. User Input : log P D 1—H A H1E
2. Estimated : log P O#EE (KOWWINT™ )

W R D HIE

log P ¥IFEHER
CDEDFRRERIT,

n [Range]

m

r2. 20® B)log PHIE] S8,

L QSARVSAD FL—=2 Tty FDERBF logP DIF/IME, ZKIE] (log

P O@EREED)
o MHEFIEMRR
CORORTER X,

r2. Q®A) #BEHIE] S8,
25
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HBE

I

p QSARA®D R GRERZRE

qa QSAR F®D Q2 (Leaveoneout IC&DAEF/NYT—3 0DBE, FHMIE
KATE2020 £fi X E*SH)

r QSARA®®D RMSE (FAFHTFERE)

s QSAR XD hFL—=2Tty b (HR—bTIHLESFERL) . N ZAIR
YR— 7T HLDOE

X https://kate2.nies.go.jp/nies/doc/KATE TechnicalDocument.pdf

o [
{(® )Y\ &
O \A) . o g

26



6.QSARY 5 RA1EHRDFMFZ R (Verify QSARME )
QSARFHIERTQSARY SR EV v I T5HE. TDQSARY 5 A DEMIEHRDE
B (Verify QSAREE) ARTENET (I6—1~6—3) . TMQSARY 5 RIZEHT
BEEKDT ST, bL—=2T €y bOYR— T I HIILOFMIER. BEISADE
Z. BLUFAREMEORITBERBRENGEONFET,

M- Verify QSAR

ype: Fish (acute) structur G1_22008 gsARC ame: amine primary unreactive NH2 =1 aliphatic

orizontal Axis
7 T T T T T T T T T T T g Query chemical / \
+: Reference chemical
8 —:  Regression fine
5 1 95% confidence interval
for the regression line (3)
] 4 -1 95% prediction interval /
(2)\) S 3 for log(1/LC50, EC50, or NOEC)
E 2 --—--Support Data----
@ 1 % Support chemical with log P>6.0
] TA i Datawith "<"or "»"
‘gﬁ 4 ke Qutlier
k]
-t --—-When "+" is deleted---— Query Chemical
-2 i | SMILES NCclceeoel
4:= 69{‘ Tog. Pogye o: DElEtEd_data_ Chemical Name (User Input) [ phenylmethanamine
-3 1 —— Regrassion line w/o deleted data
R2: 8.92, H: 25 CAS RN (User Input) 100-46-2
T R R TR Molecular Weight 107.15
Estinated log P (KOHHIN) Mﬂimm) 1.07
-
Predicted Toxicity [mg/L]: 100
95% Prediction Interval [mg/L]: [13, 800]
log P Judgement: in, Structure Judgement: in
Shift [®
(4) Zoom: F] m X: m m ¥e F] m Defauft
; Number of Chemicals Number of Applicable Range 2 5
Equation used for Regression | Support Chemicals of log P X Q RMSE
y=0.75*log P-0.78 25 2 [-1.61, 5.25] 0.92 0.90 0.40
(5)\5 ( Grisenical cicked Last h
\ Not: Clicked y
6 — 1 Verify QSAR Bl (LE%)
Reference Chemicals \
] i N I N
- ‘i "
Q0173 0.211 0.192 0.187 0.224 0.232
(6)\ (-1.61, -1.53) (-1.57, -1.23) (-1.19, -1.53) (-0.91, -0.84) (0.34, -0.72) (0.76, -0.58)
0.254 1.000 0.257 0.254 0.284 0.324
(0.83, -0.56) (1.07, 0.02) (1.18, -0.51) (1.21, -0.74) (1.33, -0.31) (1.63, 0.48)
0.873 0.299 0.309 0.304 0.247 0.292
.76, 0.67) (1.82, 0.25) (2.31,0.72) (2.43,0.78) (2.58, 0.72) (273,13

6 —2 Verify QSAR EBEIE (HER)
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(7)\; [+ Chemical Data l

(8)

+ Definition of Structure Class (ID: G1_22008) ]

ﬁbstructures of the Query Chemical \

+ Substructures used only for Structural Classification

(9) - Substructures used for the Judgement and the Classification
>
Hide SMARTS
Judgement* FragID Substructure Name Count SMARTS
in 5007 Nitrogen [N,n] i [#71
n 5037 pro-SB 1 1 [CH2][NH2]
\ amin (daphnid ACR100)

*1 The "Judgement” column is detailed information on the structurure judgment result.
in: the substructure is found in the "substructures for structure judgement” extracted from the reference chemicals in the QSAR class.
n (conditionally):
the substructure does not meet the condition of "in", but the substructure is found in "substructures for structure judgement" extracted from the
reference chemicals in the Narcotic Group class.
out of:  the substructure does not meet the condition of "in" nor "in (conditionally)”, that is, the substructure is found in neither the "substructures for structure
judgement" extracted from the reference chemicals of the QSAR class nor those from Narcotic group class.

6 —3 Verify QSAREE (TE)

(1) QSARY 5 RDEXIFHR
EHICRRENLIHBEOFOREBIILUTOLSICHE>TWLET (BI6—-4)

a b C

Verify QSAR

Fish (acute) [Etructure Class ID = JSAR Class Name: amine primary unreactive NH2 =1 aliphatic
6—4 QSARY 5 RDOEKXIER
a HEQSARV S RIZxT B FRIEMESIAT

b X QSAR YV S RIZXT BHEEY S X ID
QSAR V7 S RDEH

(2) 735 7EERS
75 7EERNE. UTFOLSI2HG>TVEY (BI6-5) &
a \‘c Horizontal Axis (logP ] [Gn] [DefauH I

7 T T T T T T T T e Query chemical

( el ] +: Reference chemical \

——: Regression line

L E 1 95% confidence interval
for the regression line
- 17 / 1 1 95% prediction interval
i ot for |
g sl T J r log(1/LC50, ECS0, or NOEC)
o
HEERS = 1 ----Support Data----
b ||z - ” i
g 1f / 4 0 Support chemical with log P>6.0
3 il = / zd 1 VA1 Data with "<" or "
o / Lol Qutlier
=L + ]
g -—When "+" is deleted--—
z y = B-/?/ log P -8.79 B Deleted data
=3 r 7 ——: Regression line w/o deleted data
R2: 8,92, N: 25
=3 =2 -1 a 1 2 3 4 5 6 7 8 a 18
Estinated log P_(KOMHTN) |

Predicted Toxicity [mg/L]: 100
95% Prediction Interval [mg/L]: [13, 800]

log P luddgement: in. Strycture Judgement: in
d Shift: ®
Zoom: mm X: mm Y: mm

6—5 JST7HEE (FHEL log P DERK)
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a TEEHDER
T4 LD Tog Pl M5 Predicted Variable] IZZE L, [Updatel RE2 > %
HUwy 3B EIZkY. log(l/{LC50 £i=IX EC50 £1=I& NOECH mmol/L]) ( }
ok, UT ECS0FELET) O IERIFMME vs. FRIFMHME 0TS 7IIVEZ S
CEMTEET, [Default] REAEV U9 ITBHETIHILMZIRYET,

b 757 &MFIDERBA
EBIEXT 57 (T4 bTIEEMIE log(1/EC50 Z [mmol/L]) & log P MER) .
B (FIZT 74 EOBED) TS5 T7OABER>TWET,

X FPRAEME

+: fL—=25 Yy T4

EEOER : OIRER

BEONELE : BEIFKXD 95%EFEXH

BFEOEER : log(1/EC50 F[mmol/L]) M 95%F BIXfE

-------- YiR— I HILT—F

* : log P>6.0 DYEICx T HBMHRBRT—42 (FREESMHET—2EFEELEL)
VA : F&EERET—4

O HnE

-------- +] (bhL—=2FtEy bT—42) #91) vy LTHIRLIZGE -
O: HfrShfiz7—4

FEOER : T0O: HERSIhzT—41 ZBALIZERER

1178 EER
21TH R2: EIRKXDREREK
N: fL—=25ty b (B R—F7 I HILIEEDLLY)

c FRXRERMERFR
1478  FRISME [mg/L
2178 FRISMHE [mg/LID 95%F AIXE
31TH logP¥HELBEHIEDIER

d J370%E - fia/h - ImARE2 >
147TB Shift L: EICFEE R: BIZFEE
Dn : FIZ#E) Up : EIZ#H).
217H Zoom — : 2{KDfE/N + 20X
X —  XEHDOADMEN +  XEDHDILEK
Y —  YEDADMEN + : YEDHDILEK

YE DEIR
92k R42 0 (+) 1 (KE 66 OFHE) Fi1E Chemical List] d
Reference Chemicals HD#EERX (K 6-7TDFK#E) 20U v I LTEIRT B E. T0OW
BEAEGKDEELGKRA SN, TOYEZXZEV-EIRER (FB) ZEMTERTRS
H5IEAHRFET, TORE. FHRE (REOMKE) LEBERME EEOBER (C
DWTIE, TOMEZEVTHHEINET, BEHOYMEZHIBRT S LELAETT,
G570ELEIZ, #BIR (HIR) LEYERIZOVWTOAYE—UARARTEINET
29
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(R6—6DFR) . £z, F757ADET (K66 DIFH) (CIXMEFHIBRT HHEID
QSARRITMZ T, T—>1 EIO%ICHIKRED QSAR RHKRTENET., R, N DEH
BRI FBRINET,

57 LTILGER HIBR) LEYER THRRENEST (M6 -60FK%) . #E
HX—ELTERER HIFR) SAHERFEORICEFTFNATREIIAEFT (RI6-70
T o LI—EZDRAVLEV VYT HEBRDVBEBRENET,

? 1 1 1 1 1 1 1 1 1 1 1

h reference chenical deleted]
E_ -

5_ -

4 -

log{1/LC50[nnol L]}

y = 8,75.% log P -8,79 i
3| -> y£8.77 # log P -0.86 _
| R2: 8.92, N: 25 -> R2: 0,93, N: 24

- 1 1 1 1 1 1 1 1 1 1 1
-3 -2 -1 a 1 2 3 4 9 6 ¥ i) 9 18

Estinated log P {KODHHIN}
6—6 WMEHDER (F37)

- Reference Chemicals

\ o N ‘ N 2

0.173 0.211 0.192 0.187 0.224 0.232
(-1.61, -1.53) (-1.57, -1.23) (-1.19, -1.53) (091 084 (0.34, -0.72) (0.76, -0.58)
0.254 1.000 0.257 0.254 0.284 0.324
(0.83, -0.56) (1.07, 0.02) (1.18, -0.51) (1.21, -0.74) (1.33,-0.31) (1.63, 0.48)

<A N T

6—7 YENER BERX-F
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(3) FRAIMRMERR

T3 70OABOAERIZ. FARENENBEXE LUVEANLERIARTENET (B
6-8) -

Query Chemical

SMILES NCclcececl
Chemical Name (User Input) | phenylmethanamine
CAS RN (User Input) 100-46-9
Molecular Weight 107.15

log P (Estimated) 1.07

6—8 TFHXMEMERER
KRADETFLUTOES 2> TLET,

SMILES : FRIMEMED SMILES

Chemical Name (User Input) : FRIXMEMEIZHT H21I—FNAALE-MES
CAS RN (User Input) : FHAEMEIZRNT 51— A AN LTIz CASES
Molecular Weight : FRINEZMEDH FE

log P: FAIKMEMED log PE, EDEAIZIE. 21— AAEDIFZE"(User Input)”,
KOWWIN (2 & B #EEDNIHZE”(Estimated)” R EIN D,

(4) ERXRER
75 7BERSOTICEFRK (QSARK) FHMARTSINFYT (HI6—-9) ,

Number of Chemicals Number of Applicable Range
used for Regression | Support Chemicals of log P

y=0.75 = log P -0.78 25 2 [-1.61, 5.25] 0.92 0.90 0.40

6—9 [EFEXIFH

Equation Rl Q2 RMSE

ZBINILLTDELE S IZH->TULET,

Equation : AR (QSAR R)

Number of Chemicals used for Regression : fL—=245t v b

Number of Support Chemicals : H7/R— k4 S hJLEL

Applicable Range of log P : kL—=24t v D log P 1 (&F/MEEHKRKIE)
R?: REGRH

Q2 : Leave-one-out [IZ& HWER/NY) T—2 3 D DIEIE

RMSE : ZH&FEHFEHIRLE
.r'.- : N
31 'lﬂﬁ
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(5) RRICO VI EhI-ME
lChemical Clicked Last] O FIC RZEIZV ) v Sn=-YE] OFERIVIRTINE
4 (M6—10. @6—11),

AR—T (Verify QSAREE) ARFTINTHh L, FLEEERX—E (33— (6)BMH)
FIEFITST7LEOMENY ) v ShTHULREIE. [Chemical Clicked Last] @ TFIZ
INot Clicked] &¢RRFEINTWWEYT (KI6—10) ,

Chemical Clicked Last

6—10 HRICTVUYILIE-HEDRER MEDY ) v U

ME%E5') v 3 5&E [Chemical Clicked Last | O TFIZ TgREIZHY v Sh=%E]
ICBET A TROFEHENAERTSINET (B6—11) ,

BER
* SMILES
- CAS &=
- MES
- U257 LDOERE
- REDR
- DFE
- RAISMHE. £WiE. L
- FHEER GRICEYTIBERENDHIEEDOH)

Chemical Clicked Last

f SMILES: COCCN \

CAS: 109-85-3

Name: 2-Methoxyethylamine
(X, Y): {(-0.91, -0.84)
Square of Residual: 0.39

0

Molecular Weight: 75.11
I Measured Toxicity Value Data:
\ LC50 [mg/L]: 524, Species: Pimephales promelas, Reference: QSEPU

6—11 HRIZTVUYILIE-MEDER MEDY ) vI &)
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(6) EEX—K

[— Chemicals list] ®TFIZIX, SOQSARV S AD L—=25 €y bHIUHYR—

FrEALDBEX-ENRTINET (R6—-12) ,

- Chemical List
a —
sort by [(Xaxis v] with ((ascending order ~] | Update I
The first value under each structural formula represents the similarity (Tanimoto coefficient with Pubchem Fingerprints) to the query chemical.
b The figures in parentheses below each reference chemical represent the coordinate values (x, y) of the chemical in the log(1/LC50, EC50, or NOEC) vs. log P graph.
—
- Reference Chemicals l
0 /(
C \‘I 0.173 0.211 0.192 0.187 0.224 0.232 0.254
d (-1.61, -1.53) (-1.57,-1.23) (-1.19, -1.53) (-0.91, -0.84) (0.34, -0.72) (0.76, -0.58) (0.83, -0.56) |
1.000 0.257 0.254 0.284 0.324 0.873 0.299
(1.07, 0.02) (1.18, -0.51) (1.21, -0.74) (1.33, -0.31) (1.63, 0.48) (1.76, 0.67) (1.82, 0.25)
0.309 0.304 0.247 0.292 0.300 0.851 0.300
(2.31,0.72) (2.43, 0.78) (2.58, 0.72) (2.73, 1.40) (2.80, 1.40) (3.00, 1.34) (3.29, 1.82)
0.300 0.300 0.300 0.300
e \ (3.78, 2.18) (4.27, 2.91) (4.76, 3.26) (5.25, 3.49)
+ Support Chemicals I

M6—12 WET—SOHEX—%

[— Chemical list] ®TF (BI6—12®Ma) [&V— MEEET. CASES. XEZE (log
P) . YEZE (log(1/EC50 [mmol/L]) . BHZEDZ%F (Square of Residual), FAIXRYE
EDFEPE (Similarity), [T L TRIBERIETY — 5 EMEKRET, T4 E
TIXXEIZE (logP) DRIETY—FShTULET,
BEXOTICRREINTLAHIE (KI6—120 ¢) (X, FARNEYMWELEDFELE
(PubChem fingerprint Z FL\fz Tanimoto &%) ZRL TUWET (FE#llL KATE2020 %
MXESHR) . HEILX0 L 1DHEEZTERY., FRREYMELOBELENITVLDIFTFLE LI
IUMEZRRY 9,
BEXDOTO2ERBICRREINTVLSHIE (BI6—-120 d) [F. ULTOKSIZHY
F9,
ORDER : HEMED XEE (logP)
OMDAER - BEMED Y ER (log(1/EC50 % [mmol/L]))

[— Reference Chemicals] (B6—12®M b) OTFIZrL—=245ty FDHEE
R—ERRTINTEY. ZOTD '+ Support Chemicals] (K6 —12MDe) 45

w93 dE, LTOITARREN (BI6—13) [ Thozv)vyi3b5E. ®ET

BYR— T IHLOBEX—ENRTEINET,

- Support Chemicals

+ Chemicals for Data with Inequality Sign

+ Outlier

+ Chemicals (log P > 6)

6 — 1 3 “Support Chemicals” KRAwY 745>
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(7) WET—%
[+ Chemical Data] #%2 ') w9 3 5%5&. [— Reference Chemicals] M TFIZHE%
QSARY S RICET A rL—=2T 2y FOFHBER—ENKRTINET (B6—-14) ,
& 512, T+ Support Chemicals] 42U wi 3 5L, &I SRICEBTHHKR— K72
HILOFRFER—ENRTINET,

= ’ Chemical Data ’
— ‘ Reference Chemicals ’
Measured Toxicity Data
Struct Molecular | Estimated
CAS No. Chemical Name SMILES o Similarity © e,cu ar | Eetima LC50 log(1/
Formula Weight log P LCS0 Reference Note
[mg/L]
[mmol/L])
0
Monoet hanolamine NCCO S 070.0 USEP
140-31-8  |1-(2-Aminoethyl)piperazine NCCN1CCNCC1 OJ/ 1 90 USEPA
0
6 mino-2-propanol O)CN H/ 0192 75.11 19 2520.0 -153 |USEPA
X X A \ K Al ;\ i X 4
a b c d e f g h 1 j k

K6—14 YEaET—4H

CAS No.: CAS&&

Chemical Name: ¥ &£

SMILES: KATE2020 TER S TLV4 SMILES

Structure Formula: &&=

Similarity: HEZWE & FRXNEYE & DFEUE

Molecular Weight: KATE2020 TER SN TS0 F=

Estimated log P: KOWWIN™ [Z &k % log P #E{E

EC50% : £ Y EHRERICE D (EME [mg/L]

log(1/EC50*[mmol/Ll]):

¥ h & il22o0TIE, &% QSAR VS RDFREHENZ A T2k Y. LC50,

EC50, NOEC DWWFNIDRREIND LI ITHEH>TLET,

j  Reference: T7—42 NDHHE ( TMOE HEEREE] (l: MOE 2007) FEizl&
[USEPA] ) o CCTMOEMT—2DHHEILUTD URL &£ >TLET,

https://www.env.go.jp/content/000124659.pdf
(L EPEDRE ) RV 5HE 5£18% 2k [ (1I-1] RIRADARTZENR CGE

. PR, A BRE-E (FM6FE3AM) 1 . 2024%F03A01B7 7 £ X)

TUSEPA] OT—42DHHIEX, KERBERET (USEPA) OT77v bkAYy
K2/ — - T—3R—XDAEANEHRBER LG >TULWET (TEEURLS
B, 202450301877 tX) .

https://archive.epa.gov/med/med_archive 03/web/html/fathead minnow.html

5 R0 o0 0 T ®

[

k Note: MEICET 2 ZDMhDIFEHR (AEELEHRICET H1F8HF)
BE. WET—2DLEVIRIFY — MERELEF L TULET,
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(8) BEYVSRES
I+ Definition of Structure Class] %2 ') v 935 &, HEZQSARY T RITHIET 51
B JRADERFBIVIRREINET (B6—-15) ,

BB ToNBEBEI SANERTNS T4 SN TE Y. "Structure ID”F|IZHEED
S RID. . "Description”F|IZ#EY T A3 LLIIEDEEDLFF. “Decision Tree”F(Z
BEYV ZRL LLEBABENERMNRBEHINATLET,

- ‘ Definition of Structure Class (ID: G1_22008) ‘

Group: Amine primary Show all structures

Structure ID

Description | Decision tree

ID:3100 > O

L R_00033 = false

‘ L G1_00010 = false

3 I 3

L 1p:3100 = 1

amine primary unreactive NH2=1 aliphatic - ID:4510 = O

amine primary unreactive NH2=1 aliphatic alga L RA_00033 = false

6—15 HEYSAEERFH

(9) FPRIMEMEOHIEE—E

[ Substructures of the Query Chemical]l M TF® ' — Substructures used for the
Judgement and the Classification] O TFICZIE THBERFLEEHEDOEAICERAEIND
BoEE—8] NRTSNFEYT (R6—-16) .

= ’ Substructures used for the Judgement and the Classification |
Hide SMARTS
Judgement'! FraglD Substructure Name Count SMARTS
Nitrogen [N.n]
5037 pro-SB 1 1 t 2]
i 71[1$61); 18 ([#7] [#6;X3]
r 5500 amin (daphnid ACR100 1 €1);! [1$6;R][1$6;187;188; 1$16;R]
a b ¢ d e

M6—16 TFANFHNEOMABE—FE BENBLBEHEOWMAIZHER)

Judgement: #Ei& (239 S EAMBEOFIELLR (KATE2020 version 2.0 Hh 5 DF
BEEE) DEFMERTH Y. QSAR 7 5 XRDIEEFIFEH out of "45"in (conditionally)”
THHHEIC. FAREMEICEENSIHBAEED S L ENDZTDHIERZRD
FRETHEMDBHMY ET, HEICEUTLAHY FET,

in : EABEEAN
LA EEN. A% QSAR V5 RD EEHERATIEE) XM IZTEEN
B;E,

in (conditionally) : &t = @EAMEEA

ln] OFFICIEEBLLGVD, HEMH/BEEN. 25 QSAR VA0 [HE
FIEREMEE) X b] . $5 LI Narcotic Group 7 5 AD TEEHIERES
BEVR M ITEENSEE,
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D0 o O

out of : & FAfEE S
lin] & Tin (conditionally)] DRINMDEHICEEBLAEWNEGE, THhb Y
ZEREEIC, B QSAR VS RD THEEHIEAE»#EE") X b1 & Narcotic
Group 7 7 AMD EEFHIEABAEE) X M OfMINIZEEENLZ VTN EE
NHBHIEE

FraglD: E7#:E ID, KATE BICEKREL-4HTOESTHY . BESIXHERDE
BE. FEICEEL-LDTYT, 48N 5 THRFEYET GEHEZ KATE2020 #%
fiXESHE)

Substructure Name: S5 #81&E D & .

Count: FAIXRMEIZxIF 5 SMARTS &8 (LI EEDEH)
SMARTS: S B EDEE.

SMARTS DX/ IFERTDYYBEZARS > T 74 )L b TIE"Hide SMARTS T.
921) w995 E’SMARTS FIAERTELY ., KRR V8 HDisplay SMARTS”(Z
EHUET, 35—EV)vU9T5E. BU SMARTS FIAKRTKREIN, RE U4
H’Hide SMARTS”IZE)Y EEH Y E£ T,

F7f=. [+ Substructures used only for Structural Classification] %2 ) v 99 5%

&l

MBESEOAIERAEINLIBIBE—E] ARFTENFET (RI6-17) .

= ‘ Substructures of the Query Chemical ’

Substructures used only for Structural Classification

FraglD Substructure Name Count SMARTS
3001 elements other than CX 2} [186;189,1817;1835;!1853)
3003 elements other than COX 1 [126;188,189;1817,1835;!1853]
3004 elements other than CSX 1
009 elements other than COSX 1 §3]
3011 elements other than COns | 10]
3014 elements other than CnosX 1 [(s([!86;!F;!C1;!Bx;!I;!n;!s;!0]),$((n+])]
Carbon
3100 amine CNH2 1
amine Nv3 not hindered 1
454 MF:not C.c.0.F 1
aliphatic-NH2 1 [N;H2;v3;X3; !$(NC=([S,N,0]); !$(NCC(=0)0)](C]
4892 MF: not CHO (kPilotO) 1 [!C;le; 0]
4893 MF: not CHOP 1 [1C;!c;10;!P]
910 aromatic la]

=ﬁ Q\
h

e
/

J
M6—17 FRARNFHMEOMOBE—E BESEOHIZER)

FraglD: 887 #:&E 1D, KATE RIZCKREL-4HDBESTHY . BEIHRRDEER
E. FEIZHREL-3DTYT, £EN 3,467 DLONGFELET (GEHIE
KATE2020 $ffiXESHR) .

Substructure Name: S5 #81E D & .
Count: FAIEMEICEEFN S LR EBEDELD .
SMARTS: S B EDEZ.
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7. BEROFEWEOTFH
BHOSMILESHEM T 7AILEFAATAHEIZKY ., EHOEEMEICHT S
QSARFARIZITI CEMHEET,

(1) AAZ 74 )L [SMILESlist] [ZDW\T

KATETIx. 8 OSMILES# &4 L TAET 31-0IZ. ZTIZ1WEDOTF—4 DELE
Mo BANT74I)L TSMILES list] (Z74ILEIXEE) #FEHLET, KATE2020
® TSMILES list] [FKATE2017M o442 EELTHBY %9,

ABT7ANLETHFRMERT, HTRIAVE (KXF - IMNXFZERALFRA) &
AL 2TEALETNENDFRAMEYEDBERESZAL TSN,

ANy HELTIE BEADSMILES O IZ, FET’ID” (A—HEHEODID) . "LogP”
(AAlog PfE) . "NAME” (B 4). "CAS” (CASES) L ANTFRETY, FEIEEDRY]
YIiF T2 71 ITKYRE>TLEZEL,

1 SMILES list D1 1
SMILES
CCCCOC(=0)CS
CC(=C)CS
CC1(CC2(C)CC3(Br)C1)CC(Br)(C2)C3
CCCCCCCCCBr
CCCCCCCCC(Br)CBr

% EEETIX. 147HIZ514 TSMILES] MfEEShTH Y. 2T7BLE®D
BITT. FTAEMED TSMILES] AfEEShTULVET,

1) SMILES list )4l 2

NAME | LogR ) SMILES | ICAS id

name1| 1-0.8 | ,CCCCOC(=0) A10
name2 L JCC(=C)CS | I JA50
name3 1.3, iNCc1ccenet | ; 3731-52-0LJF20

9 % FFIERETY,

> % AYEBEUSEES TIE YRY T EEL (B2 TH 5T
EELTVET) , 2TOITE IOMEL HAHUERSD Y ET,

% SMILES I LSS ERERIEET T,

SMILES listlZz2WL TlX, T[Select] "% >®E®D TSMILES list] @Y > o h b 15
BZERAZENTEET (7—1)

Prediction of Multiple Chemicals

B7—1 T[SMILES list] SEABEA~DY >4
37
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(2) FRTTEFIR
FIE1. EZVEDOANBEET Select] RE2EI YV ITE (B7—2)

Input SMILES of your chemical

[reed me ﬁrst] [Gethformah‘onushqd’micalldmﬁﬁe Resolver] or [GmabeMLESuﬁ'\gMEdhor]

SMILES Requiesl: | Predict
CAS RN:

Name:

Skip KOWWIN Calculation

* When any error occures in log P calculation by KOWWIN. you can skip KOWWIN Calculation

Prediction of Multiple Chemicals

[NV ITH=S

filename: Not Selected

7—2 THHBOEFMETFR] AOD Select RE

FIE2. EHFPRZITOVEWMEEYED SMILES "EMMTWVWEIARNT 7ML
FSMILES list] Z&#RL T <1 29U v99%5 (A7—-3) .

A
=8

H
m
ki

i

it
44
i
!
v

| KATE2020_SMILES _List.txt 2024/02/19 13:51

Ak FFaAVR

T74V&(N): | KATE2020_SMILES_List.txt v FRTOTAN (D v

=N(0)] Footll

7 —3 SMILES list M:#{R

FIE3. FA (Predict) K2 UNBRNEDT, VvV TH5EFANREBLES (H7—-4) ,

Prediction of Multiple Chemicals

Select "

filename: KATE2020 SMILES List.txt

®M7—-4 THEBOLFHNETA BOFHE (Predict) K% >

» n{




Results (batch mode)

AERTR. PARESRTIINEY (I7-5)

E 18 Daphnid B ags
E: HEFs Daphaid B8l
me <07 <05 | @n<b
Batch Results
. Type of Predicted | Applicability Domain =
wo | o | casmy | Chemieal Saiiles molecular | Structural LA s panas Tenekcity'? ;P:‘::;" oo log P Judgement Selslen X GRC
Name Wieight Farmula . | Acute o o (Estimatod) Tog P . .
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1 cce 44.1 12120341 C_X hydrocarbon unreactive aliphatic w/o X Fish Acute 6 [4.7, 280] 1.81 Estimated out of [2.58,4.98] in 0.73 0.68 0.36 21(4)
1 cce 44.1 12899941 narcotic group Fish Acute Fish Acute 6 [9.2, 470] 1.81 Estimated in [-0.63,5.88] in 0.87 0.87  0.43 154(31)
1 cce 44.1 22899941 narcotic group Daphnid Acute Daphnid  Acute 1(15,87] 1.81 Estimated in [1.08,5.88] in 071 0.7 0.4383(22)
1 cce 44.1 32899941 narcotic group Alga Acute Alga Acute 2 [7.7,510] 1.81 Estimated in [1.08,5.26] in 0.76 0.74  0.43 52(46)
1 cce 44.1 12100151 C_X hydrocarbon unreactive Fish Chronic 1[0.077, 14] 1.81 Estimated in [152,5.52] in 0.78 0.68 0.4311(0)
1 cce 44.1 12500151 Cnos_X unreactive Fish Chronic Fish Chronic 9 [0.073, 13] 1.81 Estimated in [1.52,5.52] in 0.76 0.68  0.4312(0)
1 cce 44.1 12899851 narcotic group Fish Chronic Fish Chronic 1 [0.093, 13] 1.81 Estimated in [1.52,5.81] in 0.82 0.75 0.4112(0)
1 cce 44.1 22899851 narcotic group Daphnid Chronic Daphnid  Chronic 1 [0.084, 12] 1.81 Estimated in [-1.20,5.88] in 0.7 0.68 0.5374(13)
2 CCN 45,08 12200841 amine primary unreactive NH2=1 aliphatic Fish Acute 240 [17, 3500] -0.15 Estimated in [-1.61,5.25] in 0.84 0.81 0.5426(2)
3 cco 46.07 10600041 CO_X primary alcohol Fish Acute 3700 [390, 34000] -0.14 Estimated in [-1.75,5.26] in 092 0.9  0.4422(15)
3 cco 46.07 12102041 CO_X alcohol unreactive w/o EO Fish Fish Acute 6200 [690, 54000] -0.14 Estimated in [-0.63,5.81] in 0.89 0.88  0.4546(13)
3 [ele0] 46.07 12899941 narcotic group Fish Acute Fish Acute 3600 [490, 27000] -0.14 Estimated in [-0.63,5.88] in 0.87 0.87  0.43 154(31)
3 cco 46.07 20600041 CO_X primary alcohol Daphnid  Acute 1300 [150, 12000] -0.14 Estimated out of+ [2.31,5.26] in 095 0.76  0.17 6(17)
3 cco 46.07 22102241 CO_X alcohol unreactive w/o EO Daphnid Daphnid  Acute 750 [25, 22000] -0.14 Estimated out of+ [0.78,5.81] in 0.78 0.72  0.55 14(13)
3 CCo 46.07 22899941 narcotic group Daphnid Acute Daphnid  Acute 260 [30, 2200] -0.14 Estimated out of+ [1.08,5.88] in 071 0.7 0.4383(22)
3 cco 46.07 30600041 CO_X primary alcohol Alga Acute 28000 [260, 2.9e+6] -0.14 Estimated out of+ [2.31,5.26] in 091 079  0.36 6(16)
3 cco 46.07 32102041 CO_X alcohol unreactive w/o halogen, acid, EO  Alga Acute 12000 (380, 360000] -0.14 Estimated out of+ [1.08,5.26] in 095 0.9 0.356(14)
3 [elee] 46.07 32899941 narcotic group Alga Acute Alga Acute 5100 [480, 55000] -0.14 Estimated out of+ [1.08,5.26] in 0.76 0.74  0.43 52(46)
3 cco 46.07 12899851 narcotic group Fish Chronic Fish Chronic 0 [1.4, 630] -0.14 Estimated out of [1.52,5.81] in 0.82 0.75 0.4112(0)
3 cco 46.07 22102251 CO_X alcohol unreactive w/o EO Daphnid Daphnid  Chronic 4 [1.4, 410] -0.14 Estimated in [-1.20,5.81] in 0.82 0.75 0.5214(8)
3 cco 46.07 22899851 narcotic group Daphnid Chronic Daphnid  Chronic 6[1.2,210] -0.14 Estimated in [-1.20,5.88] in 0.7 0.68 0.5374(13)
3 Cco 46.07 32102051 CO_X alcohol unreactive w/o halogen, acid, EO  Alga Chronic 1100 [24, 54000] -0.14 Estimated out of+ [0.69,5.26] in 0.87 0.81 059 10(9)
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SMILES NCclccececl

Molecular Weight 107.15

User Input Value

log P Estimated Value by KOWWIN | 1.07

Measured Value in KOWWIN Database | 1.09
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