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KATE2025 TiE, FIHZED AT LTALFWE OfEE (SMILES Foik TERR) 12X X,
PUF OMEE A 1TV QSAR L OVF M2 I L £9, LTS, fHERHHZITVET,

O  HortEE O

KATETCTER SN TV D E0HEE—% (SMARTSFIE TIERR) &b &1, THIx%
W& DB EREEDEE A FE LE 4, SMARTS AR L 728040 1 i i 5+
HIZIXCDKZ A4 77 UV ZFALTWET,
@ &7 7 ADEY

Wi 7 AEREE b L0, THRRMEOHE AT H2ETOMEY 7 A%
M LET,
® QSARZ 7 ZAD#(Y4

BT MDD Z A FI2HONWT, QSARY T X EFR—E & b LI TR WE O S
7 7 AT HQSARY T A &E ) B CE4, KATE2025Tlix, [A U FHldEMZ A
TR L THEEDQSARY 7 ANEIN Y CTOHNIEAENHY £3, /2. EDQSARY
T AT b EN o T7-5E 1L, Unclassified 7 7 A2 Y 4 THiv, 0T H
PITHONFERE A
@ QSARIC L B FMAEDEHE

#QSARZ 7 AITIZQSARKNEIV U THNTERY . FHRIKSEWE Dlog PO %
QSARUZIAAT D Z L2k 0| log(U/F M mmol/LD 2 FH5 L £4, &Iz, FHl%
LVE D5y B O CEMEmg/LNC AT L £,
® A EE O HE

KATE2025Tl%, THIX G E OmMEMEA, THFRE LGl cx 28NS
LINEIPEHELET, A BEICLHHEEB) log PIZ L 2 HED 2 %174, (]
&b MAERNOS AT, BEESEAER EHES N ET,

A) FEEHIE
KATE2025TlE, ME&EHEHE oS TORICE Y | THGWE OGN Y
ZQSARZ 7 ADEATEBEN TH LM E I MOV THELET (K2 —3) . HE
WIZFRDO3ODBEENH Y, Tin) T [inlp)] OEFAITYZQSARY 7 2%, 1
B Lol IR &fE LTV E T,
in : 3 A AEIE AN
THIRREICE £ D HEEHERSSME ] 02T, 4% QSAR 7 7 &
O EEHEHTOHEIEY X M2 15 Eh5E (M2 —-3ICB8TsE 2
AV Vo) L ETII TR SR E RO SIS THEEEE S
iG] N1 ObEEN TV RN T28E,

in(p) : ZefFA & i FH e sk N
Mn| OFMFITITEELZ2WR, THXSYE O THEHERS oS 27T
. M QSAR 7 7 AD MEEHEHT OM#EEY A M . H 25X Narcotic
Group*® 7 7 AD THEEHEHTOMHEEY A M IG5 FE55E6 (K2 — 31
BFsvyr ALl Lma—0®Y) .

out : Ji FH fE S
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lin] & Tin()] OMAOFMHFICHLAEBEL2WEA, T7hbb, THXSWE
O THEEHIE R oM 12, YUi% QSAR 7 7 A [ E oG Y 2
] & Narcotic Group 7 7 2D HEEHIEHE 2HEEY A M Ol b EE
NERWVSHEERH 556, (K2 —312BVWT S/ L—EaoERaEhns
e

*1 KATE CERIN TV EoEE—Eoh T, EHEICLHEHRHIND H O,
KATE2025 TlX 175 O a2 5% 24425 GEIE KATE2025 Hiffi SCEHS M) |

¢ https://kate.nies.go.jp/doc/KATE2025 tech doc-ja.pdf

*Q M QSAR 7/ T RICEEND, hL—=FFy hBL W log PHIEN lin GEM
FHIRN) | THOIARES(ET —ZOWENFFD, SoHED Y A K,

*3 FRRA 7R EFIEEERICE S =R T 1 UEME REMER) . KATE2025 T
WL, TBIRRALIKSE, AR X R, BGNiE - EE—T v, B « 5&BET
Moy Tha—n 0o EHMBRREIER O AL THEENSRFTEEEZ2615
QSAR 7 7 AN TRFEMEDO X A THRIZHE SN TEY, ZhbxE Lz QSAR 7
7 A % Narcotic Group & L T& THIFEMEDO X 4 T THERL TWET,

ID HoiE ID s ID B HiE
rf///' \ ‘\\\
5041 c-c \'c etc. 5042 ::‘" c—c=o gtfe. 5074
0
__________________________________ 5075
»” ooy
[ 5047 c—c efc.|
]
. —smmmmmmssmmmmmme e ey ©l : Narcotic GroupZ 5 AM
/ \ i i BEHNERL S
i 208 e I S R (148)
|- 5007--I:4}Imgsn | "“"“""'"-::'"_':
: 5077 2 1 T ----------- - I c o
i e i |} 50738 “c-n-n-oete. | 5100
1 1 C
I B0%B| 5 o~ | | e i
\ N ,r' 5001  Lithium [Li] 5172 c-sco< ) efc.
e e e 5002 Sodium [Na]
5012 - . 5003 Boron [B] 5603 5-—C—Cl—C etc.
5004 NH 5 membered aromatic
B 5006 Silicon [Si]
FRREHMERrEENT- “as 13 5 FR SRS M
QSARSS 2+ DB I UL (2175 18
\\ HAMEYRE (1148) (£17518) Y,
F M RIHDH) Y /%i[ L
[} ‘! LI
L ahd L B CN () N __out___ 1
*QSARZ S A 4E :CNO_X amide unreactive, 1% %4 7 :Fish Acute

2—3 BEHEDH

¥R T PR SE OB O—F/LOWE TTHI L TRAEOER S EEN i s =
LIk 0 EEHEN D [in) 752 L2 R L TWET, SR E R b RRETT,

15



X Tete.] 2MF<HOIE, R UIDTHEBOMAMENRH Y. 1 SOFOHRLTNE
—é‘o

B) log PHIE
KATE2025Tld, THIXISWE Dlog PIENYF%QSARY 7 AD FL—=27F% v K
Dlog POF/IME & I RAEDORNZH 500 E 5 D CTHHBEBRNICH 208 ) D EHE L £
T 7eB. AEUKMEO D TRIEENMRN & 2 5D log P>6 OWE 134 Ciii 8
ok LT ET (KATE2020/RIC I DA F S M)
n : EAHERAN (K2 —4)
out : i AN, 7272 L. FRED outlp) 1272 55A IR (K2 —-5) ,
out(p) : M AMEES,, 7272 L. THIXGHE D log P EIZ45% QSAR 7 7 ADS
EEHRTHDL ML —=v Ty eV R— NI DN EHETE2HE D
log P O/ Ml & i KMEORPNZAFET S (M2 —6) .

" log P MG

toxicity log{1/LCSB[nnol/L1)

T

-3 |y = 8,69 * log P -1.18
R2: 8.85, Q2: 8.79, H: 23

i

=3 =2 -1 ] 1 2 3 4 L] 6 7 8 9 18
Estinated log P (KOHMIM}

FRANRMED logP: 2.8 HIE :in
K2—4 logP $|IEDH (in)

16
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&1 YR—hT2hil ]
T < > 1
of /

Fo—z=vdEy hT—% 4+ 7 X
I B&UHR—RrIALO Lk f

21 log P SMENSEAME " 4+
L £ TOHE A

[y

toxicity log{1/LCSB[nnol/L1)
©

11 log P @EGHEE
2 e EEm——

-3 |y = 8,69 * log P -1.18
R2: 8.85, Q2: 8.79, H: 23

-4 PR M R
-3 -2 -1 8 1 2 3 4 5 &6 77| & 9 18

Estinated log P {KOMMIN}
FHRRYMED logP: 7.5 $|%E : out
2—5 logPHIEDHI (out)

7

ST HR—rr=Al 7
= 7 7 I ]
S af /!
g A—=vdtey hF—% YR
3 ) srvvR—rrIALD 2
S 2] logP BIMENSBAE ¥ +
o +
S oef _
:‘3 "1 log P G
3 \

e EEEEE—
-3ty = 8.69 = log P -1.18
R2: 9.85, 02: B8.79, N: 23

-4 PR
-3 -2 -4 8 1 2 3 4 5 |6 F & 9 18

Estinatell].ngl'(ﬂllllT)

| TR RYED log P : 5.8 ¥ : out(p) |

2—6 logP #¥IEDHI (out(p))

17




3. a1 VA&

202343 A2V U — A S 172 KATE2020 version 4.0L 0, v/ A v 572D —H
IDENRT — RIIAREZ 2D F Lz, 2—F I 3127 TKATE2025D 7 7 A > 18

(httpsi//kate.nies.go.jp/nies/index.php) IZ7 7 A L. DAEFHEICFETAHTF vV
Ry 7 AZF =7 %A, (2) [Start the session] R¥ %7 ) v r+rtnars A
THZEMTEET, SMILESZED 22— N AN LT —2BIOHIRER (TREEE
RLQSAR” 7 A%E) [ ZIKATE2025 0 — Tl t v v a VICOREREEER, By a v
WU L HEBIZZENDITAIRESNET, By a  idv=T7 770 FEHATLY
KATE2025 D #EZ —REEIE L2032 L BB E S, £/, PHIEIT S EIZE
EoOFHRIT EEZ I, AR ET,

shinhou Tool for Ecotoxicity

KATE2025 version 1.0

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.

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

1) —» @I agree to and accept the terms of agreement above.
(2) —»

3 OJ4VEE

18



4. \LEZYERFHROA A (InputEmE)

KATE2025(Z27 71 >3 % & Front Page 23%41, EEICLL T O®EE (InputHifh) 733
mENET (M4—-1) .

Front Page

Input SMILES of Your Chemical
[ Getinformation using Chemiical Identifier Resolver | o (" Generate SMILES using JSME Edior |
SMILES requirea): | | | Predict
CAS RN":
Chemical Name:
log P:
Skip KOWWIN™:

» about SMILES notation in KATE2025

» about log P

K4—1 {EEYEFROANET

KATE2025(2351F % THlI%L, SMILESIZHESWTITWET, (b FWEDOSMILESA A7)
THIIELL T OFERD Y 77,

ANTJ51E1 - SMILES ZE# AT 5515
AN J7iE 2 - fm L7 igEs A SMILES (2254 L C A3 5 ik
ANF51E 3+ CAS HF 5o E 4 526 SMILES # it L C A % 051k

(1) PRITELZMEEMEIZDOLNT
= KATE [ZB W TP RIS & 72 DAL EIE. BARIZIZERIEA T,
4 B & LC—mOMRERILAY (£ FTVL%) bERET,
R KATE2025 Tlx, BLF D~VIZES T LW EILITHITE £H A,
1) C. NOfifhotHEbE E720 SMILES
i) C,N,O,F,SiP,8,ClL As, Br, Sn, I Y40t 4 4T SMILES
iii) A A4 Z&Te SMILES (7272 L. ammonium [N+] & [n+] i(Z A aJHE
iv) BeEWmEET Gie . 2&Tr) SMILES

v) [Nal, [K], [Lil, [Na+], [K+], [Li+]%% % & ¢ SMILES O34, 7'v oAb Lz
WICEBEXHZ HMLERHY £4, Bx1E. Telececec1O[Nal) 1% leleeceelO) (2
T DVENH Y F97,

AJISMILES 73 ERED~ICEZY T 258, =7 — A v —VHEAFRSNET,

(2) AHAE1 : SMILESOEEARN

aJA %, BiN—VX 4 — 1 OBEENRFERINDDT, IRETHATZATIR Y 7 A2,
FEETHZITW T2V FEME OSMILESZ A L £7,

SMILESZ A L7656, FPHl (Predict) RZ v %227 Vv 7 LET (M4—2) ., 2D
BEZ1T 9 LQSARTVHIGE REE ICH#EA £ T, ZZ T THINEMEOF L LT,
NCcleccceelZ AT LET,

19




CAS RN*™: |

SMILES equreai: [NCclceeeet | | Predict |
\
\

Chemical Name: |

F4—2 SMILES ANRy Y ZEDFBI (Predict) R4 >

(3) ANAE2 : mELI-HEEXH S DSMILES~DZEH#E
JSME Molecular Editor (f§&=7 ¢+ %, LL'F, K'Y =7 ETIZJSME Editor & 3
fLET) Z2FHLT, FEHETHIZITO IV LEE OB EX L2/ L, =12 SMILES
BT D M TEET,

4 — 3 OFRFED [Generate SMILES using JSME Editor] #7 VU v 27 L7,

READ ME FIRST [ Get information using Chemical Identifier Resolver ] or i Generate SMILES using JSME Editor B

SMILES Requirea): | | | Predict

4 —3 TJSME Editor] %##2&9 H5HR% >

JSME Editor (K4 —4) MNEEHTL20T, #EX (22 TE7 =/ — Lol ExR
LET) ZH#im L., [Submit smiles to KATE] "% %227 U v 7 L%E3, JSME
Editor {2 2>W T, JSME Editor DV = 7 RX—TY 2B < 72 &, (httpsi/isme-
editor.github.io/, 202543 H 1 A7 7 & R)

@ CJinewl X [ DI X !{ ‘
= —|==~Aa000000F %
£
N
L]
el HO
Br| AN
I I
x
>
Submit smiles to KATE
Export chemical structure from applet:
Get molfile Get smiles Get JSME string

4 — 4 JSME Editor ®EIH

7V w735 &, i LU7ckEERD SMILES (CZ2# S, AL O AT O
SMILES Aj7R » 7 A A sET (M4 —-5) . Zok, THl (Predict) &%
a7 )y 7T h L TR RIS E E T,

20
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GIWTEEEEE [ Get information using Chemical Identifier Resolver | or  Generate SMILES using JSME Editor |

SMILES Required): ‘ | Octcceect ) | | Predict

4—5 #EEXHNDS SMILES [CTHLI-#ER

(4) ANAHE3 : CASEECYERLN 5 DSMILES~DZEH#L

Get information using Chemical Identifier Resolver| R % » #fEH L T, CASHE =
SWE LD BSMILESZ BG4 5 Z LAk ET, LLTFOFIAETIZCASE 505 SMILES
ZHUST 5H1% R LE 3, Chemical Identifier Resolver!Z->\»Ci%, Chemical Identifier
ResolverD 7 = 7 R— U 25 72 &\, (httpsi/cactus.ncinih.gov/chemical/structure,
2025%E3 H 1 HT 7 & R)

BT R ZITWTZVMEEE O CAS HF 5% CAS AJIAR vy 7 2 AL, [Get
information using Chemical Identifier Resolver] "Z > %27 U v 7 LET (¥
4 — 6) o

READ ME FIRST q Get information using Chemical Identifier Resolver ]or [ Generate SMILES using JSME Editor ]

SMlLES(Reqmred)Z

| |
CAS RN": ([100469 ) |
1 |

4—6 CASEBAARYY RE IGetinformation using Chemical Identifier
Resolver] "% >

Chemical Name:

Z D%, CAS#HF 575 SMILES 23 tfs &, SMILES ANAR v 7 A2 AT Eh
F9 GhedafElb s, BusshicmE4 TUPAC4) & Name R v
JACANENET, K4—7) ., ZDO% [Predict) R¥ %227V v 2735 E T
e R S E T

M ([ Getinformation using Chemical Identifer Resolver | or [ Generate SMILES using JSME Editor |

SMILES Requred): 'I NCc1cceeet l ] Predict

CAS RN™ 100-46-9

Chemical Name: phenylmethanamine

N,
log P:
Skip KOWWIN™: When any err sres in log timation by KOWWIN™, you can skip it

Information obtained from CAS RN.
SMILES: NCcleeeee!
CAS RNs: 100-46-9

IUPAC NAME: phenyimethanamine

4—7 CASESNH L SMILES tHEEXICEHLI-FHER

21



(5) AFilog POFIA

THRIGEHE Dlog PEE LT, ANMEZEET L2 ENHkET (M4 —-8) . )\73
IHMEETY, A Liclog PIEAEMETRIOBIZELRICH A SN ET, ?(E'Jﬁ%%%
log PIEAI 57 B 7 I TR ZE VY,

( Getinformation using Chemical Identifer Resolver | or (*Generate SMILES using JSME Editor |
SMILES(chmrcd): I NCc1cccee ] [ Predict ]
CAS RN": l |

Chemical Name: | I Clear

|
o P ( )

Sklp KOWWINN O * When any error occures in log P estimation by KOWWIN™, you can skip it

K4—8 logPDAA

(6) ANCASESHLIUVANMERDFIA

CASESWHEA S, :L—")Vb*ﬁti‘“@ ETHZENTEET (M4—9) . AN
ATEHY A, ANLEEEIE, BREEICIIAD LEERBEOEERRENET,

SMILES required): | NCeleceeet |
CAS RN* s
log P: | J

Skip KOWWIN™: O - When any error occures in log P estimation by KOWWIN™, you can skip it

4—9 CASESEMELDAN

(7) KOWWIN™MEED R v 7

KOWWINT™|Z i UL CWARWSMILESHA AT SN A Z Lk, KOWWINIM|Z 1 5
log PEHETRICZS— 2R 2203 HV ET, 2084121, [ Skip KOWWIN
Calculation] DF = v 7Ry 7 AZF = 7% L CPredicth ¥ %7 ) w7352 LT,
KOWWIN™|Z I Blog PitHEAZAX v 7352 EntHikET (K4—-10)

log PitE# A% v 7 L72a. TRIEMHEEZFHE T 5 12i3log PO —W AJMEN M
L7 F9, log PEATI LAWEEA THQSARY 7 AD BRI ITHhIE TN, FHIEMEME
FEHR SR ERT A, Ax v 7RIS, TR REE O F Tlog PAJIMEZ AL T 13 HEAE
HEETHZ L L AHETT,

SMILES Required): | NCc1cceeet |

CAS RN*™ | ]

Chemical Name: | |

log P: \ |

FSk|p KOWW|NNZ [:]) * When any error occures in log P estimation by KOWWIN™, you can skip it

B4—10 KOWWINMEEDRFv T

22



5. QSARFHIFER D FKR < (ResultsE ) %

TH (Predict) A& &7 Vv o Licth, GHEDBKT T2 & THRIKREHAARR S
NET (W5 —1) o THIERER TIX, TRXSEMEOEANER (CASES. WE
4. SMILES, 4rf#&. log P, #i&EX%E) | THIRISGMEICHE Y 4 THRTZQSARY 7 A,
FQSARZ 7 2T &L 5 PRI R (TRIFEMME. 95% FHIKHE ., #EAEKOHE) | &
QSAR” 7 ZADMEHEF 2155 Z &N TEET,

Results
Summary of the Query Chemical
Query Chemical N

SMILES NCeclecceeel

CAS RN*® 100-46-9

Chemical Name phenylmethanamine

User Input Value |[ Re-calculate ]
log P Estimated Value by KOWWIN™ 1.07
Measured Value in KOWWIN™ Database | 1.09

Molecular Weight | 107.15

QSAR Prediction Result
Toxicity filter: Statistical filter:

Il Fish Daphnid Alga Apply the following statistical criteria:
Acute Erzz07 Ea2=[05 Bnaz5
Chronic
T of Predicted licability Domail et

Print | QSAR Class Name'! ype-rmic-,ty-al i 95% log P e Jc:ag:nemm " Statistics of OSAR Class
Detail|  Ciick the class name Toxicity | Prediction (Es;:m o .

to see the QSAR details  |Organism Acuteor | 1man] | Interval =l Structure’™| R?2 (026 RMSE| n'7 |criteria'®

% ¢ | Chronig % % [Range] 2 2 2 o s
amine primary
unreactive NH2=1 Fish Acute 86 | [6.2,1200] 1.07| in [-1.61,5.25) n 084 | 081 | 054| 26(2) v
aliphatic
Create Print Format
» detailed information about the annotations

5—1 QSAR FHIfEEBE @

23



(1) PRNZMEDERFER
i R O_FHICIIAT) L SMILES & i fif it AZonshEd (M5—-2)

4 \ °~
Query Chemical \"{ N ‘\
[SMILES [NCe1cocecl <«—b
[cAs RN [100-46-9 «—c
|Chamlcal Name | phenylmethanamine +— d
| User Input Value [l :[m
log P | Estimated Value by KOWWIN™ [107 <+—f
|Mnnsurnu WValue in KOWWIN™ Database [ 1098 4—g
| Maolecular Weight | 107.15 4+—h
\\._

@@ = O o O

5—2 TANKMEOEKRFEHRRT

T RIS E DO E
CAS FF (—YWAN) LTI=HAEDAHRER)
CASEFEZF v 7 (Fxv 7T 4Ty MBRELWNE I NDRERDOR) N Th
N, Fov T4y FBIELL W CAS FEH1L. D% AIZ [(incorrect) ]
EFRREINET,
K CASEFEENIELWWNE I ET = v 735700 —FLHBMDO—HDOET-DZ
Lo AT ANV ERET DA T, SMILES & CASHFEEZN—HLTWD
NERET AT TIEH Y TEA,
WE4 (22— NBAN LI5GEDOHRFR)
TR SE D SMILES
TR GED log P D2—HF ANME (22— NAD LT=5HE DO HRFR)
TR EWE D log P 0 KOWWIN™ (2 L % HE &1l
TR S E D log P O FEHIE
KOWWIN™ 7 — % RX— 22 DG E DHRFRINE T, HEEGEINTWDHY
A1t Tog PfE(CAS RN: CAS & 5)] DT, 2 TCHOENRFERINET,
THRIXEYE D5y - EOFHFEM (Open Babel 7'v 77 A% )

[Re-calculate] "%
7V w7958 FMICATIEN TV log P % VT QSAR TS H %4 587
L/ij—o
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(2) QSARTAIfER
AERMEEOPENCIT, QSARY 7 A4, THIEMEY A 7, B THRESR Gk . THl
D 95% THIKE ., THRIRSWE I3 U THEH Lzlog P, #HMEIROHE, HEHEN
KRN ET (¥M5—-3) ., LN TRAINEOGRNAZ LET,

ply the following statistical criteria:
ER2 207 Ea?a05 Bn:s
@ of Pradicted licability Domai
Print | QSAR Class Name™' hig 2 Predicted  95% pDE o o Statistics of QSAR Class
Toxicity log P Judgement
Datadl Cilck the class nama S Toxlelty | Pradiction (Estimated) —
10 s0e the GBAR detalls Organism C::-on:: [mg/L] | Interval [I::n';.] Structure’| RZ |Q2°® RMSE| n'7 feriterla™
amine primary
unreactive NH2=1 Acute 6.2, 1200) [-1.81, 525] 084 | O8] | 0.54 26(2)
aliphatic

W\\\\\\\\ \\\\\\

\\\\

g i ] 1
5—3 QSAR FHIEREKRTR

Fxv IRy I A

a

HBHE T VA

F v SNTHWDLTFHENEZYA 7D QSAR 7 7 ADANEREINET, T=v
T ENTZEICED, BRTDTHFEEYA TR ENHREET, T 741
FCIEETIZT 2y 7B A>TWET, lall) OF = IRy 7 AT v 7T
HE, MNBOEM=Z2>E2TOF =2y IRy 7 AZF 2w 7N AYF3, iz,
lAcute] @ lall] F=v IRy 7 AZFzv 7 ANDE TAcute] @ Fish,
Daphnid, X W Alga = v 7Ry 7 AZFEEHIT = v 7 BAD £,
MAEHREE 7 4 L&

MEHMER2, Q2. MO n OFMET727 QSAR 7 7 ANRKREINET, F=v 7/
EHLIZD, HEERE LN THZLICLY, FREND QSAR 7 7 A & diHkd
HZENRHKET, TN PFTITETUWETF = v 7B A-TEBY, MEHEEO L
# (R220.7 and Q220.5 and n25) %724 QSAR 7 7 ANEKRINTWNET,

—EEIR 7 —~ > b

C

4 QSAR 7 7 A —¥EHIRIF = v 7 ‘fyﬁ A
2 TO QSAR THIFE R A —HEFIRIT 2581 F = v 7 ﬂ&)\ﬂiﬁ" WK TR
4 QSAR 7 7 A D3EIhlxt 5 (d@uﬁﬁﬁ%%) ERo T GARICT =y 7R J\O“C?E
RENET,
—{EER 7 A —~y NHF v 7Ry 7 R
T 74 N TIX, QSAR 7 T AN, HEHEEOEEZ - L, #HEKA (log P
HEN in Ho, #EHEN in £7213in(p) THEHIHLDIZF = v 7 B A->TNE
7
—FERIR T +—~ > MEEERRHR S
7V w735 TPHRERBEIB IR TF= v 7B A-72 QSAR 7 7 A DFERTE
WE—FEHRT 272D OBENPERINET 47 =Y O [—FEHR 7 +—~
v MR B

25
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QSAR Z T ADELLE Y LU
f QSAR 27 T ZAD4H

7 Vw73 5HE, QSAR 7 7 ADFEMIEHREIHICEH LT (28 X—Y O
[QSAR 7 T ZEMOFMETR] BR) |

TS A
g AEWEt (Fish. Daphnid., % L <% Alga)

h APt (Acute) H L<iZ18: (Chronic)
X FEHIE KATE2025 i stES R,

THE
i TRlEEE
i TR O 95% FHIX[H

log P
k  THIXISRYE Dlog PiE
~v X OFEMNIC, TRXISREICHEH SV clog POFEEN R RINET, &
RXFHNOBERIZLLTOEY £ 720 2—FATEIEL L TR S ET,
1. User Input : log P ® = —4 A i
2. Estimated : log P O#EE i (KOWWINTMFi| )

Bl 0
1 log PHIERER

ZOMOFRNEIE, 12, (0@ B)log PHIE] &M,
m [Range]

W QSAR 7 T AD L —= 7ty FOFLHEK T log P OUR/ME, HKXME] (og
P o FHE)

n AEEHE RS R
ZOMOETHNEIZ., 12. 0 A) HiEHE SR,

e E

o QSAR o R2

p  QSAR 0 Q2

q  QSAR( RMSE (F 1 —fmss)

r QSARKD ML —=v7%ty M (BR—bTrITLziEmEirn)

FEIMPIZ YR — + 47 2 L DR,
s HEHEEO R

HUEL- TR TF v I~—0 BE R LET,
¥ FENT KATE2025 Hifi SCES A,

Fx2v IRy 7 ADF =y 7 ZBET 5, b LAIMFABMOER 2175 & RIEIZHE

ROBFMITONET, RTOTRHEMS A 713 L TQSARY 7 ANFRI N WHih,
No applicable results.] &R I ET (M5—4) ,
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QSAR Class Name™!
Click the class name

10 500 the QSAR details
s
<

Type of Predicted
Toxicity 2

Acute or
& | Chronig

Toxicity
[mg/L)

95% Qe ety Domen Statistics of QSAR Class
log P Judgement
(Estimated) log P
Interval Structure™| R2 | b PMSE 7 |cmorh"
3 [Range] o at ol ol " o S

Change the criteria above(RZ, Q2 or n)

No appiicable results.

5—4 QSAR FHRIFEREKR (QSARYV I AN 1 DELREFREINGENGEE)
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6. QSARY T RO EFME R (Verify QSAREI )

QSARTHIFERTQSARY 7 A4 %7V v 735 &, TOQSARY 7 A DFEANIEH OO H
m (Verify QSARME ) NFEREINET (KI6—1~6—3) ., TDOQSARZ 7 A2
LIERKD 777 h—=v Ty bR — N I AV OFEMEH, &7 T ADE
. BRLOTHGWE O P HEERENFONET,

Verify QSAR

Fish (Acute) G1_22008
amine primary unreactive NH2=1 aliphatic

Regression Equation
ﬁorizoma[ Axis [logP 9 Dafal.h
! Query Chemical \
& VU NCcleecce] N
i
-~
S a J— 100-46-3
.g E] +—(3)
E 2 ch soal N phenyimethanamine
& ame
2.
| log P (Estimated) | 1.07
3" olecular Weight | 107.15
2 | z.
3 -2 pory Checrical Regression fir
“o by " 0.0 = dlog P =089 ‘ =L -
K21 0,04, 027 081, NI 26 Reference Chemic —
- s
=% =2 =i @ 4 2 3 4 85 & 7 & 0 18
Entinatod log P (KOMHINY
Predicted Toxicity [mg/L): 86 Viertical hne -
95% Prediction Interval [mg/L]: [6.2, 1200] .l::-'. e
log P Judgement: in, Structure Judgement: in u o lirves.)
snit: (1) (on) (Up) (R ]
\_ 2o OExDEH YR (o) S Y,
-
Number of Chemicals Number of Applicable Range 2
(4} Equatian used in Regression Support Chemicals of log P R @? RMSE
y = @.68 * log P -8.63 26 2 [-1.61, 5.25) 0.84 0.81 0.54
/ Most Recently Clicked Chemical
(5) =
Mot Clicked

6 —1 Verify QSAR B (LEE)
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(6) —» L[ structure view [ e

fﬁ'st of Chemicals \

sort by [X-axis{log P) ~] in [ascending order <] [Update |

- | Reference chemicals (used in regression)

S Qj Y I‘i el )T

0173 021 oagz 0.187 0.240 0.224 0.232
(-1.61, -1.53) (-1.57.-1.23) -1.19.-1.53) (-0.91. -0.84) (-0.79, 0.68) (0.34. -0.72) (0.76. -0.58)

N ) | L Y

6 —2 Verify QSAREIE (HE%)

9) —» | + Definition of Structure Class )
( — Substructures of the Query Chemical \

+ | Substructures used only for Structural Classification |

= | Substructures used for the Judgement and the Classification |

(10) —> | [ Hide SMARTs |

Judgement’! FraglD . Substructure Name ~ | Count. SMARTS -

S007 Nitrogen [M.n] 1 471

5037 pro-SB 1 1

(87w B3 15000710 FISAIRTI (A6 XITA007] 1058800 6=, i
\ n 800 amin (daphnid ACR100) 1 SOQRT[VRER] RGBT RS 1 ELE R SUET L EB RLERI[ AT I RBFTRLEIR
-

» detaffed information about the annotation

6 —3 Verify QSAREIHE (TFE)

(1) QSARY 5 R DEKIER
EEICR R ENDMEOHOEHAIZU TOL IIC2>T0ET (K6 —4) ,

b
Verify QSAR /

Fish (Acute) G1 22008

amine primary unreactive NH2=1 aliphatic

6 —4 QSAR%Y S5 ZADEKIER

a Y% QSAR 7 T AITKT A FRIFEME S A 7
b Mi% QSAR 7 T AT HHEE 2 T A ID
QSAR 7 T A DL Fx
29




() Y5 IREERS
75 7 BERSE, BTFOLSIch->ThET (M6 —5) ,

a—» (Horizontal Axis (logP ) [ Go | [DefaultD
—

\

)

Y 1]
T T

[
T

b —»

toxicity log(1/LCS80nmol/L])
= -

-3 |y = 0,68 = log P -0,63
R2: 8.84, 02: 0,81, N: 26

-4

=3 =2 =1

L] 1 2 3 4 5 6

Estinated log P (KOMMIN)

Shift: l Dn Up -
d zoom (D)) x: 5 )

6—5 JSTHE (BMHEL log P DER)

a  BEEROZIR
F 74/ D llog P) 75> 5 [Predicted Variable] {ZZ®E L, [Go) R¥ %
7V w7352 L1250, log(l/ECs0 % [mmol/L]) @ [SERIFEMEAE vs. THIFEME:
B o777 712Y) W‘*zé EMTEET, [Default] A& %27 U v 735
ET TNV NIRY T,
¥ Y% QSAR 7 T AD THIENED X A 712k V. LCso, ECs0, NOEC DU 374
DBIAY F9, ALETIE, ECso %k LRt L7,
b 777
7 7 4V b T EMEE (log(1/ECs0 % [mmol/L]) ) & log P OBfRE 7' 2 > k
L. £FICQSAR K& R2, Q2, MR hL—=27%y hOFEFRRLET,
¢ THIXTEE N H
147H  THIEEE [mg/L]
21TH  PHIFEMM [mg/LlD 95% T3 X[
317TH log PHIGE & M H E D5 F
d 7770 - M - JERRF

11T7H Shift L: ElZd) R : G2 HE)
Dn : FiZFHE) Up : LicE,
217TH Zoom « — : &IEDHE/I +  BIERDOYER
X —  X#EhDO B DR+ X B DB OPEK
Y — Y HHOARDOHEAN  + 0 Y EO B DPEK
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77 7R IR FERSNET (K6 —-6) .

Query Checmical Regression line
X User Input . (default)
Reference Chemicals ———% New regression line
+: Used in regression (when datapoint was clicked)
Excluded from regression 95% confidence interval
(when datapoint was clicked) —_— 95% prediction interval
Support Chemicals (not used in regression) Vertical line
VA: Data with "<" or ">" : log P = 6.0
O Data on mixture, etc. (Data with log P > 6 is not
*: Data with log P > 6.0 used in the regression line.)
VA: Data with log P > 6.0 and "<" or ">"

: Clicked datapoint

M6—6 I3 70RH

JLBI D30 B (— 5 P )
X o PRI SE
+: f—=2Tky hT—H
BRI FL—=0 PRy hF—X
BEOER o [ERER
REOERE 0 [ 2RO TEHE L7z BUFERR
R0 B AR < B0 95%(E HE X [H
Frta O BHHR : 1log(1/ECs0 % [mmol/L]) @ 95% Tl X [#]

W'E DEIR

(797 kD Nr—=7%y hT—%] (K6 —7T0D [+] TRRINDHKA
K 2270 v 7 LTGRIRT S L BRI ROWE % [BRXOFHE D S ERIN L 72 [B]FE
BOORE) ZBIMTERRSEDLZENHKRET, TR, THIKHE (aoihfl) &
FHEXE (Baofiit) [2onTh, HROWEEEVWTHIHRILET, #&oY
BAaEIRT 52 L b AaiETT,

777 ETIR@EIR LWEIL TEAREINET (K6 — 70k  HElE,
BROWET —4% ECIIBIRENT-WEIZEOHICHENTEREINET (HEL—&
27 TOFENL, 6 —8DHKRHE) . b9 —EZORA L NV vy 732 L BIRDE
FraivEd,

WEORRZITHY &, 77 70K LI, @RLEMEERIZOWTDORA v E—UNREK
RENET M6 —T7TOFR) . £/, Z77RNOEATF (K6 — 7 OfAM) (21X
[—> ] HIORIIWEZHIER% O QSAR & R2, Q2, KO hL—=7"F% v hOEN
ForEn, EROT 7 40 FTOMEE BT 5 HFENRAEETT,
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7 T
Il reference chenical dulntul)
6
- 5
-
S at
i
gLl
= 27
S,
< 1
g
-]
= 87
ad
e
-t
]
[=]
<& -8 L
-3 ’; = 0,68 = log P -0,63 _, Yy = 0,69 = log P =0,67
R2: 8,84, 022 8.81, NI 26 E2: B.84, 02; 0.88, NI 25
-4
=3 =2 =1 a 1 2 3 4 5 6 Fi 8 9 18
Estinated log P (KDHHIN}
He—7 MEDER (F37)
[ structure view T table view |
List of Chemicals
sort by [X-axis(log P) ¥ in | ding order ] | Update
= | Reference chemicals (used in regr
° )/ N N N
\ (\ I\‘/o /Jj H )w
0173 0211 0192 0,187 0.240 . 0.224 0232
(=1.61,-153) (=1.67.-1.23) (=1.19, -1.53) (<081, -0.84) (0,79, 0.68) 10,34, -0.72) (0.76. -0.58)
b ~ ) | L 7Y Y

K6—8 MEMER BEX—ETOH)

ER—E, MOWET — X ICF RSN TV AREER (K6 — 8 ofEER, #iko
K6 —150HRE) ([ZO5WTIEZ Y v 7 a[§ET, Lk 7 T 7 2 &7 = Tl
LET, #lziE, M6 —8DEEDHEREZ Y vr 3+, 777 L kOWET
— X OBPURREITAISITER L E T,

T, BT HEEXN—ETO Y — MEETY — FLTH, BIUREIXRFF SN
FEY—-FERFET,
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(3) FRIMFRMEER
77 7 DA EEIC, FRRSWE OEARR R ER, KOHWEAN T RS ET (K6
_9) o

Query Chemical

NCclcceecl
SMILES

100-46-9
CAS RN*

phenylmethanamine
Chemical Name

‘ log P (Estimated) l 1.07
‘ Molecular Weight [ 107.15

K6—9 FHXNEMEFER
FENOBATIZLLTO L 5 127> TWET,

SMILES : Tl 545 » SMILES

CAS RN : Tl EME I T 52 —F N AT L7z CAS F 5

Chemical Name : RSB T 22— B AT LI-WEL

log P : THIXSME D log PE, HO%AIZIE, 2—FANMEDOEE [(User Input) ]
KOWWIN (2 X 2 #EEDSE [(Estimated)] 23R R S5,

Molecular Weight : THIXISEW)E D41 &

(4) EERFER
77 7 BRSO TIcERA (QSARN) fF#wnFranEd (M6—-10) .

. Number of Chemicals Number of Applicable Range 2 >
e used in Regression Support Chemicals of log P R Q ALiis
y = 0.68 * log P -0.63 26 2 [-1.61, 5.25] 0.84 0.81 054

H6—10 EIFXIFER
EHNILLTFD X 972> TWET,

Equation : [ElJfzl (QSAR )

Number of Chemicals used in Regression : L —=2 71t v &

Number of Support Chemicals : ¥73"— k7 I I /VEK

Applicable Range of log P : hL—=7% v FH D log P #iH (F/IME & & KMHE)
R? : QSAR 0> R?

Q% : QSAR o Q2

RMSE : QSAR :l®» RMSE



(5) mEICVV VI Sh-YE

Most Recently Clicked Chemical| @ FiZ [H&ZIZ7 U v 7 SaWE ] OFHRBE
AENET (®W6—11, M6—12) . WIHLRETIE Not Clicked] &F/RIAL TV
£+ K6—-11) ,

Most Recently Clicked Chemical

Not Clicked

6—11 HRITVUYI LIEHEDREHR MEDY ) v IR

WEE7 Vv 7328 TREIZZ Y v 7 ShEWE] BT LR EEENNFRRIN
ji‘?— (6_12> o

Most Recently Clicked Chemical

SMILES: COCCN

CAS RNs: 109-85-3

Chemical Name: 2-Methoxyethylamine
Molecular Weight: 75.11

(X, Y): (-0.91, -0.84)

Square of Residual: 0.17

Measured Toxicity Value Data:
LCso [mg/L): 524.0, Species: Pimephales promelas,
Reference: USEPA

Note:

6—12 HRITVUYILIEHEDRER MEDI ) v IHK)

FATIILL T DO L 51T 5> TV ET,
- SMILES
- CAS &=
- B4
0t E
« 7T 7 EOJEE
C FEFED IR
- EHIEEE, AWFE,
- fETEER GRBRICET 2 REN D DGHDH)
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(6) QSARYV S RICEFNLYMERHRORTYY B A HE

(

a—»»

b — [ - | Reference chemicals (used in regression)

e —»

Verify QSARMIfi - E¥ Tl, #4QSARY 7 AD hL—=1 7% v hKOHE— h

I BNDOERE ., BEX—E (structure view# 7) EWET —4 (table view#

7) T TRBLTWET, 727V w7352 LICEVFRTEZDVEZD

TENTEET,

7) #EEX—E (structure view% J)

structure view# 7 (6 — 1 3OFMET 77 4 7H) 121X, ZDQSARY 7 AD L

—= Ty PBIXOYR— M I ofEEl—-ErnFrshEzT (K6—-13) ,

i structure view i tablo view ]

List of Chemicals
[ sort by (X-axis(log P) Y] in (ascending order ) M)
NUTICE, o TN Wallies LT CIIe i UCILITE TGN CSeTILs U

Ty
¥

rentheses indicate the coordinate values [x, y) of t

o

PR

0173 0211 0,192 0187 0.240 0.224 0.232
-1.61,-1.53) -1.57,-1.23) -1.18,-1.53) (-0.91, -0.84) -0.79, D.68) (0.34,-0.72) (0.76, -0.58)
0.254 1.000 0.257 0.254 0264 0324 0873
(0.83, -0.56) (1.07, -0.29) (1.18, -0.51) (1.21.-0.74) (1.33.-031) (1,63, 0.48) (1.76, 067)
———
L _\‘ l
TN
0.299 0.309 0.304 0.247 0.292 0300 0851
(1.82, 0.25) 12.31,0.72) 1243, 0.78) 12.58,0.72) (2,73, 1.40) (2,80, 1.40) (3.00, 1.34)
0.300 0.300 0.300 0.3200
3.29. 1.82] 3 78 2.18] 14.27, 291! 14.76, 2.93! (5.25, 3.49!
h + l Support Chemicals (not used in regression) D

K6—13 YET—20EEX—E

a V— MERE
FEDTNE Y TV — NAHZRIR, FOTNVE T o THIADFEIAZ SR L |
Update] #7 VY v 7352 TY— 352 ENRHKET,
V— FRGUILL T 720 £9,

1. THSRWE & L EOFLE  (Similarity)
PubChem fingerprint % f\ 7= Tanimoto 5%k GE#fliZ KATE2025 H:1i73C

EHERM) L HEIZ 0000 1 OEFNT, THIRSRYE & OELPEREVE D

ZE1IZEVMEETS,
WHEWED 7T 7 Lo X EE (X-axis(log P))
WHEWED 7T 7 EDY EAE (Y-axis(toxicity))
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log(1/ECs0%% [mmol/L]) DA,

4. YEWE DD F (Square of Residual)

AL, XBIER VY HEETY — F LIGEITiE, Y — F SNz m A (X 6
—12®Dc,dM) . KFETEMBRINET, 774/ b TEXEE (log

P) OFIATY —FSHTWET,

b  Reference chemicals (used in regression)

f—=27 %y F OGN,
c  THIRSGWE & OFELE
d 777 LoREE XEE, Y EE)

e  Support Chemicals (not used in regression)

PR— "I INOEERXR—E (F 7+ FTIEHFFVEENATOET) |

% KATE2025 CTld., #A bVAEKEIZ T+

[—] ORI HHHEE L, B -

HoELNARETT (6 —13 ObRe, BiRX6 —15747Y) .

[Support Chemicals (not used in regression)

(K6—13me) 27V w79

e, YR= 7 IDNOREN-RR, WEHOKBRIZESE, K0 SN TER
ShET (M6 —14) , FEEISHTLE8IE, Ao Fb—=7%y hEFEL

A TT (M6 —1 3DmHISHR) |

- [ Support Chemicals (not used in regression)

Chemicals with log P = 6 and inequality sign in the data

X hea

0.183 0.149
(-0.60, <0.09) (1.49, <0.33)

Data on mixture, etc.
No chemicals

Chemicals with log P > 6 and no inequality sign in the data
No chemicals

Chemicals with log P > 6 and inequality sign in the data

No chemicals

K6—14 HR— I HILDEEX—E
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(8) ¥ET—%4 (table view#7)

table view# 7 (X6 — 1 5 OFRWT 77 4 7WE) 121F, ZOQSARYZ 7 AD hL—=
Y7y FBIOYR— M I WVOFEMERNAZIEATERSNET (M6—-15)

R ERX & & [AEEIZ.  [Reference chemicals (used in regression)] @ FIZX4i%
QSAR”Z 7 AZj@T 5 hb—=27Fy bOFEMIEHR —%. [Support Chemicals (not
used in regression) ] @ FIZY4§%7 7 AZ®T DA — b7 I DV OFEMIEH—E R
SNET,

l

structure view | @ table view _)]

Details of Chemicals

= | Reference chemicals (used in regression)

Measured Toxicity Data

3 Structural ..., |Molecular | Estimated
CAS RN Chemical Name SMILES Simnilarity Welght log P LCso  |log(1/LCss

Formula
imafLl,, | immol/iLi Rofarm: Note

g

L+ 2

[
<3

141-43-5 Monoathanolaming |NCCO \\ FRNE] 61.08 1.61 20700 1.53 |USEPA,

]

1-(2-
Aminoethyllpiperazi

140-31-8 NCCHI1CCHOCT l/\ J/ 0211 129.21 =157 21900 -1.23 |USEPA

1-Amino-2- o
78966 mine CCIOICN kl/ 0182 75.11 18| 25200 1.53 |USEPA.
propanacl

X X X X X R A
e f g h i i
H6—15 YET—4

CAS RN : CAS &=
Chemical Name : ¥'E 4
SMILES : KATE2025 CfEH & v T2 SMILES
Structural Formula : f#i&
Similarity : 45%EW'E & TR RE & OFERLE
Molecular Weight : KATE2025 CTffi fl STV 501 &
Estimated log P : KOWWIN™ |Z X % log P HE &1
LCso™[mg/L] : #tEfE (ECs0 % [mg/L] )
log(1/LCs0*[mmol/L]) : #MEME (log(1/ECs0 % [mmol/L]))
¥ h & 1IZOWTIE, M4i% QSAR 7 T 2D FIFEMED # A 7128V . LCso, ECso,
NOEC OWFNLRRRIND L DI TVET,
i Reference : 7t —# O ( IMOE RERFEEFEE ]  (F: MOE 2007) %721
[USEPA] ) ., 22T IMOE] o7 —#OH#ILL D URL &> TWET,
https://www.env.go.jp/content/000212330.pdf
REEALTFWEORREY A 730 F2 2& FH2fm [ 1I-1) EEAOLEREE
2R (;*féi:é\ R, SO MR —% (BF6E3AM) 1 . 2025423 A1 H
T A

50 th @ o 0 o ®

e
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[USEPA| 7 —4% OHiix, KERERET (USEPA) O77 v by
K )— « F—A_XR—20MFEANEFERBRER L > T ET (FLURLS

B, 20254F3 H1HT7T Z7k&XA) ,
https://archive.epa.gov/imed/med archive 03/web/html/fathead minnow.html

k  Note : WHEIZFT 5 Z OMONHR (AERERERBRIZEET 5 HHE)

£D YV — MERE

KATE2025 O—ORICIE, T—T N~y X E2 7 ) v 7 TH5HFILD Y — MEgEE 5
ELTWET, VY— FAEERINIIE, ~v XA TIZ, ETO=f~—7 PNRRINTNE
T (X6 —16DKRMR) , ~vFE7 Uy 7T HEFANAFIANREI D BEbv | kL=
ARBVEINET (X6 —16 DAL [Estimated log P %)

Structural Similarit Molecular | Estimated
Formula L ar: y Weight log.P LCso  [log(
[mg/Llg (| [mn

A A -
2 N v

0

k N1792 21 N0 121 2€n7NA N

K6—16 XROY— MHEE

% Shift ¥ —Z2MLR2NL 7V v 73252 LT, BEIITOY — FRATRETT,
X —HOERTIE, Y= MHERRWI D~y Z %7V v 7925 2 & THHIRRBIZR I 5
NARETY,

9) BEYVZRER
[Definition of Structure Class] 27 UV v 735 & . Y%iZQSARY T AIxfIid DG
7T ADERERPEREINET (K6—-17) ,
F B TONTMEEZ T ANHEBTNA 74 FENTEY, [Structure ID | FITHEE
277 Z1ID, [Description| ZIZHEE7 7 A S LT HEEDOAFR,  [Decision Tree |

SNCHEE 7 7 A6 LS IFEED ER DL ST ET,

— Definition of Structure Class

Show all structures

Decision tree

Structure ID Description

L ID:4510 = 0

G1_22008 ||amine primary unreactive NH2=1 aliphatic
GA_22008 | |amine primary unreactive NH2=1 aliphatic alga

L RA_00033 = false

M6—17 #HBEYIAEERIFH
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(10) PRI EMEDRTBE—E
[ Substructures of the Query Chemical | @ F @ [ Substructures used for the
Judgement and the Classification] @ FIZiE [HE&E 0 & &R EOW FIHEH S5
MotE—%) AErRInET (K6—18) ,

— | Substructures used for the Judgement and the Classification

f —» Hide SMARTS

Judgement”! FragD . Substructure Name 4 | Count, SMARTS

5007 | Nitragen [N.n] 1

5037 pro-5B 1 1

5500 |amin (daphnid ACR100) 1

XX X X X

a b C d e
K6—18 FANEVEOHMEBE—E (BENBEELBEFHIEOmMAIZFER)

a Judgement : 1% |27 5 i A O E RS R (KATE2020 version 2.0 7> 5 O
FERE) OFEHIIEHR CTH Y . QSAR 7 7 ADEEHIEN Tout) X° lin(p)] TH-oTz
BEl, THXEMEICE ENDMOMEED 5 b ENNZOHERREORFE TH
LI PN0 FT, HEIIZUUTRSH D £,

in @ 3@ RN
WELER SRS DN, Y% QSAR 7 T A THEEHIEHEOREEY 2 b ICE E
nNa%4E,
in(p) : A & 3t A ARk Y
ln| OFFITIFEE L2V, Yk ofEn, Uik QSAR 7 7 2D [
S S U X ) . & %M Narcotic Group 7 7 A0 i1
HoMEY 2 b IZEENDIHE,
out : i H fEiES+
lin] & lin(p)] OMADOSFEIZEEB LRSS, T2 Y5k oiiis
2. Y% QSAR 7 7 A0 THEIEHIE R /ofEE Y A ] & Narcotic Group 7
T AD [HEEHEHHHEEY A N OIS EENRWESHEENH D
Yo

b  FragID : #B04%&E ID, KATE HICERELZ 4 0FE 5 TH Y . FHEIXEREOME
HE FBICGRELEZLOTY, LN 5 THEY 3 GEMIEL KATE2025
iscEZR)

Substructure Name: #3431 1E D4 Fro

Count : FHIEWEIZHT % SMARTS &85 CY4RZE RS D) .
SMARTS : HRo 1S D E .,

SMARTS O FoRr/IHEEROYI VB2 R Z > 77 4/ h Tk [Hide SMARTS |
T, 7V w7 925& ISMART | FINIkEERERD, REZ 4D [Display
SMARTS| &bV ¥, bH—E7 Vv 7325 L, HU SMARTS ¥R #ER S
. RE 473 THide SMARTS) 280 #b v £9,

- 0 o o

%7z, [Substructures used only for Structural Classification] %7 U v 735 &

HEETHOAEH Sh oG5 pFrashEd (M6 —-19) .
39
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— Substructures of the Query Chemical

= | Substructures used only for Structural Classification

| Fragio . Substructure Name o | Count, | SMARTS -
l 30m elements other than CX 1 [Ed6; 189 18417, 1#35; 1#53]
3003 elements other than COX 1 [EdGy L H8, L H0; LBL7 L35, 1R5T)
3004 elemants other than CSX 1 (P06 P H16: IR0 PH1T 1035 1H53)
l 3009 elements other than COSX 1 [SEITREEFRESUFRL L FRE DILFR L KEFAY k]|
aon elements other than COns 1 [YE; L 1CL; 1By 11 0y sy top 10]
3014 elements other than CnosX 1 [S00 06 1F L 1B 1T Iy Larte] ) S0 [n+]) ]
3022 Carban 7 [#6]
3100 amina CHHZ 1 [HTXIEZ LS (NI vE) b L E(NIHE] (=~ [#7, 48, #1615 )
121 s 4 ot s I e e e T
4543 MF:not CeOF 1 [iCricrioriF)
4711 aliphatic-MH2 1 [HiH2 w3 M3 1S (NC=[5, N, 0]y s 15 (RCC(=0)0) ] [C]
48592 MF; not CHO (kPilet) 1 [te; les o]
4893 MF: not CHOP 1 [tCyicpiontE)]
4910 aromatic & [a)

X X X X

a b c d
K6—19 FHXEMEDOHRIEE—E BEFEOHIZER)

a  FragID : #7418 ID, KATE HICERE L7 4 HiDFE S TH Y | FFIIFAROMHE
HE, EEICRELEZLOTY, SLHEN 34,6,7 ObLONFEELET GEMIZ
KATE2025 Hli 3CESH)

b  Substructure Name : 545438 D 4 i,
Count : THIXIEWEIZE FID Yot OEE)
d SMARTS : &S D E#E,
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7. BHDILEMEDF A (Upload &)

KATE2025TClx, %RikD 7 7 A V77—~ MIHEU Tl sz, K DSMILES
a7 7 ANET vy 7a— RTH5Z LIk, BEOIFEWEICHT HQSARTHIZ —
FEVZAT D 2 &Mk ET, —EIZTRITE 2WEERO EIRIE, 20254FE7E, 100048 & 7
S>TWET,

Front Page B:® [Prediction of Multiple Chemicals] HH» 6 ZFIH T S0,

(1) ANT7ALTA—T Y FIZTDNT
KATE2025 T3, #OSMILES % i L TABT 57-012, HITIC 1 WEDF —#
DN SR D AT T 7 A V7 +—~ ~ [SMILES List] & LE9, 771 14H
IZHIRRIE S 0 E A,

SMILES List 7 #—~ > NI, LFORICERINLTWET,

1. X781 7% R Mg TT,
14T BIZAL DN MLETT 2, [SMILES (SMILES) | . [CAS (CAS
#%5) | . NAME (#&4) | . TLOGP (AJjlog PfE) | . £ LT
MD(—YEFRZDID) | USOSTFINIZ T T EH A, KT/ CFIIE
BT,

3. ETOFTIZIZISMILESOGE# A LI T, oINIHEEATITT,

4. IDFNZ, FfgsTe - CEantTY) &, T CEAT VX —Ra7)
DHEHATEET,

5. 2TDOITTHETOEMNFELCLTHD I ENVLETT,

6. FIINEAFTI,

LITIC, 2oflzm# L £7,
5l 1 : SMILES %11 7

SMILES

CCCCOC (=0) CS

CC(=C)Cs
CCl(CC2(C)CC3(Br)Cl)CC(Br) (C2)C3
CCCCCCCCCBr

CCCcCcCcCCCC (Br) CBr

CCCCCCCCCCBr

Bl 2 ARE O 2 E T

ID NAME LOGP SMILES CAS

AQ01 namel -0.8 CCCCOC (=0)

A20 name?2 CC (=C)CSs

BO6 name3 1.3 NCclcccnecll 3731-52-0

% [ &0 [ B 7E2RLTVET,
ID 78 A01 @ CAS FHZIIARAS, A20 D log P & CAS HF 5 H RASITY,

SMILES List 7 #—~ v MIOWTO#HIIX, [Prediction of Multiple Chemicals| T

¥ Tabout the SMILES List format] #7 VU v 7322 & T, R ITHZENTEE
T (K7—1) ,



If your PC goes int
No further operatig
are complete.

(» about the SMILES List format,

K7 —1 SMILESList 74—~ B SISAT

(2) FRIETFIRE
Front Page H1E¢® [Prediction of Multiple Chemicals| H® [Select] R"¥ %7 Y
v LET (W7-2) ,

Prediction of Multiple Chemicals

SMILES List: {[ Select )

KA

» about the SMILES List format

B7—2 [EHOILEMETR) BD Select KA >

wIETH 2TV EFE OSMILES A E»PN TS 7 7 A v 2R LT TR %
7V v 7 LET (M7—-3) .

Name ~ Size Kind Date Added
B KATE2025_SMILES_list.txt 28 bytes Plain Text Mar 7, 202
cancel ((EEEID

7 —3 SMILES list MER

ZIZT, T AU T OELRAREN S D HAIE. 77— MR ET,
1. THFANT 7 ANDANAREZNT5E
77 A )VOEHEHISMIES list 7 +—~ v MIEbARWES FI4BEE-
TWB, BITTEZ TOEN —FH L7255
3. THIEFR (1,000) Z#x 7-WEENTEHEINTWDLEA

T ANNT v TFa—RENbE, [Select] RNZ L DOERINCT 7 A V4 & WEE N E
IREN., FIZEDHIZ Predict] RZ U NERENET, ZORF L H7 ) v IT5HE
THINBHBLEST (K7—4) .
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Prediction of Multiple Chemicals
SMILES List: KATE2025_SMILES list.txt (3 chemicals) Predict

tions for up to 1000 chemica

» about the SMILES List format

M7—4 TEROLEMETA AOFA (Predict) K% >

TRIDBALGT D L WA ES 2R /N — (TR T VA=) BRERRESNET,

(X7

—5) , L AR—0 FiZiE [Total time] RFE RS, PHIOSE T £ TICHLERE
BIFoOBENERENET (PHOEBELE LB Y RE T X LERA) . Z O

M52 bNTEWERENSRE L b O T, ERLHEREZTT O TEH Y T A,

TR AL E OREIC K> TEL L E T2, BHIT100E DOFHAE THIITKI8OF)

DIRIZH T LET,

Prediction of Multiple Chemicals

SMILES List: huge_chemicals.txt (1000 chemicals) Predict

Predicting.
Total time: about 13 min.

KATEZ025 can curenty make predictons for p to 1000 charmica EEH
Pre will take about 80 seconds or less, depending or

wer 300, only errors are shown in the result

» about the SMILES List format

M7—-5 FEOEHIK
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(3) QSARTFAIMER (HBHDELFHME)
AR TR, PHRRESFRSLET (W7—-6) ,

Results (batch mode)

QSAR Prediction Results: 0 errors / 3 chemicals
Touicity filter: Stati:
Fish | Daphnid | Alg [-E following statist teria:
A /] a EaEa 07 Ho? .08 Enaf
+ ] ]
all errars only
., | Type of Pradicted Applicability Domain
Chemical QSAR Class Name'! Toxicity'2 Predicted  95% g P Sudgement Statistics of QSAR Class
Mo | ID | casmN' SMILES Walght R ik the chss name Toxlcty | Prediction ||y 4
Neme Tl toses S OdNi el [Orgenism Acuteor | ron) | interval tog P structure®| RZ (028 RMSE| o7 |criteria®
Chronic [Range]
C_X hydrocarbon I [ 1
unreactive aliphatic Fsh | Acute 6 | [4.7. 280) 18| out | [258 4398 " 073 068|038 214
wio X
:;‘:"WMPW Fish | Acute 66| [9.1,480] 181| i | 1063 588 " 08T | 087 | 043 | 151(34)
narcotic group | I f _— [ - ) 1 a0 ore
Daghiid Acute Daphnid | Acute 11.5.87) 181 [1.08, 5.88] o7 | o7o| osz| suze
narcatic group Alga &1 73 . " 5 4 7
R - o w et AMga | Acute 72,5100 181 1108, 5.26] 075| 073 | 044 | 50t47)
= : : !
Cros X unrssctve Fsh | | oo 93| [0073.13] 181 i | 52552 4 o76| 063 | 043 120
Chronic
€ X hydrocarbon
3 — I . a3 Eag . 72| oss| o |
i " Fish Chroni (0077, 14] 181 nsz, 2] o7a| 068 | 043 1T
narcotic group Fish Fish | Cheonic 1| moaz 13 181 n [1:52, 5:81] " OBZ [ 075 041 1200}
Chronic | |
narcotic group N . . ) . ol osal 730
Daphnid Chronic Daphnid | Chronic C 08z 12) 181 [-1.20, 5.88] Q70| 068 | 054 LENE
aming primary
2 2 CCN 4508 unreactive NHZ=1 Fish Acute 240 | (17, 35004 015 in [-1.61, 525 i 0B84 081 | 054 2602)
aliphatic
narcotic group Fish [480. N
L 0. -0.63, n &7 x E
et Fish Acust 10001 014 1063, 5.88] 087 | 087 | 0.43 | 161(34)

M7-6 [EROLZNETI OFIRE

Fry IRy 7 RAERONEFIL L 2OFWETROSEE LIZIEFERUHEE & 7e > TV E
7, QSAR Class Named|DQSAR”Y 7 A4 %7 V) v 7§25 &, Verify QSARE [ B H)
LET,

BEACFHEOTFRITIX, FHEAHEARVSMILES S H > 5813t EE2Ax v 7 L,
o7 —L L TCHEHLET, [QSAR Prediction Results] &FRSN=H A FILNARIIC
X, T T —H5k, ROetEnFRasnEdT K(7-70 a) , TIT—BhHomHA
Wi, =7 — AR IIR LT E R 3 (M7 —8) , Fo, MEROEFHOLLITICTIE,
TT—RAvb—VERRLET, TT—NRELZLOOLOEREZMR LIZWEAIL,
cEZV I LERSETFEWN (M7 —7Db,c. M7—8) .

a

¥
QSAR Prediction Results: ( Oerrors /3 chemicals)

Toxicity filter: Statistical filter:
all Fish Daphnid Alga Apply the following statistical criteria:
Acute ERr22(0.7 | 022|[),5 | En=5 |
Chronic
all chemicals ] chemicals with errors only [
” | | X | | | | | Wﬂmﬂ"_@
\
b c

®7—-7 [HEEOELFMETE HR2 TiHE

a T I3 RIS IR
T —RboHAE, T AR CFETRRING,
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b TEME] 27

TNV ETIEIZIbONERIND, BHET c VZ, MEHEERE 7 4 VX I2X D
0 IABRFE RN AT BE,

c (=T —DH] X7

TT—OHERELT-WEAEICEH (K7—-8) , 74 VAT L —L7
D, R IAFOEIEIXH 720,

Results (batch mode)

» about the result file assoclated with the button in the right.
QSAR Prediction Results: 2 errors / 5 chemicals
ity f Stat
riter
25
Chrg
all cheenicals I chemicals with errors only ]
., | Type of Praicted | Appiicability Domain
Chemical QSAR Class Name'! Toxicity  Predic 85% e Statistics of OSAR Class
No | ID | CASRN' e SMILES mothr- = Chek the clusa name -| Toxicity | Prediction | lag P = -
ks Acute or e . -
10 60 e GEAR detals = | ImgiL] Interval 5| RE o T 8
urmrusm| Chronc | ™™ [Rangel Ism..uum R? |a? }mss o |r_rknr|n
Errorll
2 |test) tast NCcI%1 2 cecnc] o e
I Errorlt
4 |test2 test NCclocenc1 A Mr::gfm Luded,
Pl e downlo 1 check the result file from the button in the top right.
» detailed information about the

7—8 IZ—HAFELEBED (T5—0DH] % TRRH

(EFEDB00E L 0 2 WA, =T — Db T-WEOHDOERNF RIS, =T
—DIRVE L GO EMEO TR RAFRRT L L TEEEAL (W7 —-9) .

Results (batch mode)

» about the result file associated with the button in the right.

QSAR Prediction Results: 0 errors / 1000 chemicals

Because the number of chemicals is over . P
only errors are shown in the result table. nal

oxicity fifter:

| with errors only ]
| of Predicted Apphicability Dormai
Chemical QSAR Class Name! WP’YMICM., Predic: 5% . | P B 2 " I Statistics of QSAR Class
No [ 1 | casmn | SEE SMILES [Woket | Fe Cick the chrame actn o | [C0cky | Prediction | nted) =
10 568 T OSAR detals _Dl'vnlnlsm| cho;er | Img/L] | Interval | | I.::"W] \uru"| RZ (g2 kMsi. nT |:rknr|n"
No errors found
Please download and check the result file from the button in the top right
» detailed information about the v

7—9 FHEMEAN 300 LY EMEE

(bW E OB L BE L W 2 W56, R —E %2 Pl GFE LEWEAE, WA
@ TDownload results astsv] #7 U v 2737521280, THER-EL Y 7XE)Y

FXAMNEROTZ 7 ANTHE I L0 — KT HZENTEXET, 2077 A MIITETOY
BOYHRERENEGENET (K7—10) .
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1D CAS RN

B DWW DL BRNN RN RN RN e o o o o o

Chenical
Name

Volecular Aote progicted 9% log P logP  logP Structure

SHILES Weight QSAR 1D OSAR Class Name Organisa a':.rl 8 Toxicity P::::::Tn Value Type  Judgement log P Range Judgement R2 @ RUSE n
ocC 44.1 12120341 CX hydrocarbon unreactive aliphatic w/o X Fish Acute 36 (4.7, 280) 1.81 Estimated out (2.58. 4.98) in 073 068 036214
oce 44.1 12899941 narcotic group Fish Acute Fish Acute 66 [9.1. 480]) 1.81 Estimated in [-0.63, 5.88in 0.87 0.87 04315134
occ 44.1 22120341 CX hydrocarbon unreactive aliphatic w/o X Daphnid Acute 9.3 [0.67. 130) 1.81 Estimated out (2.58. 5.74) in 0.66 0.51 0.4215(3)
oce 44.1 22899941 narcotic group Daphnid Acute Daphnid Acute 1 (1.5, 87) 1,81 Estimated in (1.08. 5.88) in on 0.7 o04381(24)
occ 44.1 32120341 C_X hydrocarbon unreactive aliphatic w/o X Alga Acute 370 [1.6. 87000) 1.81 Estimated out (2.58. 4.08) in 0.66 0.38 0.476(10)
oo 44.1 32899941 narcotic group Alga Acute Alga Acute 61 (7.2, 510 1.81 Estinated in [1.08, 5.26) in 0.75 0.73 0.44 50(47)
occ 44.1 12100151 C.X hydrocarbon unreactive Fish Chronic 1.1 (0.077, 14) 1.81 Estimated in (1.52. 5.52) in 0.78 0.68 0.4311(0)
occ 44.1 12500151 Cnos_X unreactive Fish Chronic Fish Chronic 0.99 (0.073, 13) 1.81 Estimated in (1.52. 5.52) in 0.76 068 0.4312(0)
e 44.1 12899851 narcotic group Fish Chronic Fish Chronic 1.1 (0.093, 13) 1.81 Estimated in (1.52. 5.81)in 0.82 0.75 0.4112(0)
oce 4.1 22120351 C_X hydrocarbon unreactive aliphatic w/o X Daphnid Chronic 1.3 [0.067. 24) 1.81 Estinated out (2.58. 5.74) in 0.5 032 044112
oce 44,1 22899851 narcotic group Daphnid Chronic Daphnid Chronic 0.99 [0.082, 12) 1.81 Estimated in [-1.20, 5.88in 0.7 068 0547304
occ 44.1 32100151 C_X hydrocarbon Alga Chronic Alga Chronic 2.8 (0.14, 54) 1.81 Estimated in (1.61. 5.52) in 0.38 032 0.6155(25)
oce 44.1 32120351 C_X hydrocarbon unreactive aliphatic w/o X Alga Chronic 82 [0.26. 26000) 1.81 Estimated out (2.58. 4.20) in 0.51 024 06299
occ 44.1 32899851 narcotic group Alga Chronic Alga Chronic 6.2 [0.23, 160] 1.81 Estinmated in [0.69. 5.81)in 0.57 0.53 0.69 572D
oo 45.08 12200841 amine primary unreactive NH2=1 aliphatic Fish Acute 240 (17, 3500) -0.15 Estinmated in (-1.61, 5.25in 0.84 081 0542602
] 45,08 22200841 amine primary unreactive NH2=1 aliphatic Daphnid Acute 32 (0.87. 1200) -0.15 Estimated in (-1.61, 4.76in 0.7 038 05710
OoN 45.08 32200841 amine primary unreactive NH2=1 aliphatic alga  Alga Acute 5.6 (0.0076. 4100) -0.15 Estimated in (-1.61, 4.76in 0.43 -0.61 1.027(0)
ooN 45.08 12500251 CNO_X unreactive Fish Chronic, w/ N,O Fish Chronic 0.25 [0.012, 5.4) -0.15 Estinated in [-1.61, 5.99in 0.62 054 057192
oo 45.08 22200851 amine primary unreactive NH2=1 aliphatic Daphnid Chronic 0.69 [0.039, 12) -0.15 Estimated in (-1.61, 1.63in 023 -222 02640
0N 45.08 32200851 amine primary unreactive NH2=1 aliphatic alga Alga Chronic 0.86 (0.0039. 190)  -0.15 Estimated in (-1.61. 4.76in 0.6 -0.08 08470
0o 46.07 10600041 CO_X primary alcohol Fish Acute 3700 [390. 34000) -0.14 Estimated in (-1.75, 5.26in 0.92 0.9 0.44 22015
0 46.07 12102041 CO_X alcohol unreactive w/o EO Fish Fish Acute 6200 (690, 54000) -0.14 Estinated in [-0.63, 5.81in 0.89 0.8 0.4546(13)
0 46,07 12899941 narcotic growp Fish Acute Fish Acute 3600 (480, 27000) -0.14 Estimated in (-0.63, 5.88in 0.87 087 043151034
000 46.07 20600041 CO_X primary alcohol Daphnid Acute 1300 (150. 12000) -0.14 Estimated out(p)  (2.31. 5.26) in 095 07 017607
000 46.07 22102241 CO_X alcohol unreactive w/o EO Daphnid Daphnid Acute 750 (25, 22000) -0. 14 Estimated out (p) [0.78. 5.81)in 0.78 0.72 0.5514(13)
000 46.07 22899941 narcotic group Daphnid Acute Daphnid Acute 240 (28, 2100) -0.14 Estinated out(p)  [1.08, 5.88) in 0 07 04381(24)
00 46.07 30600041 CO_X primary alcohol Alga Acute 28000 (260. 2.9¢+6)  -0.14 Estimated out (p) (2.31, 5.26) in 091 079 0.366(16)
000 46.07 32102041 CO_X alcohol unreactive w/o halogen, acid. E0  Alga Acute 12000 (380, 360000)  -0.14 Estimated out(p) (1.08. 5.26) in 0.95 0.9 0356014
00 46.07 32899941 narcotic group Alga Acute Alga Acute 4800 [420, 54000) -0.14 Estinated out (p) [1.08, 5.26] in 0.75 0.73 0.44 5047

criteria

yes
yes
no

yes
no

yes
yes
yes
yes
no

yes

333

yes

33333

yes
yes
yes
yes
yes
yes
yes
yes
yes

7—10 THEIOLENETA HR2IRNY (tsv) BXT71LDF S

X HMEXOEBRIIEZENET A,

¥ criteria OFNZHOWTIL, FEHEEOEAE (R2=0.7 and Q2=0.5 and n=5) % i/
THDIZONTiT yes, OEEIE no Litdi S TWET,

X T TR ELTHWAIWEIL, QSARID I << Error >> Lt OAit#H L, =T —H
HIMhEnEzEt, =7 —AEICONTIIWebffll T ZHEGE T SV,

FHEICREA N H HSMILES®%: % R -84 1%, KATEH# Y (KATE@nies.go.ip)
FCI-HRETET LT,
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8. —EHIRI 7 #—~< v FERZ (Print Format& )
THAER (RRK S5 —1) T,

(create PrintFormat | 7R % > % 2 1 v 4% & . Resultsifi

3 KO IPrint Detail] ¥ CTF =~ 7 N A->72QSARZ 7 A DVerify QSARME [ % —FF
LCHRIT 272007 +—~ vy MNERBERRSRSNET (M8) |

(1) —
@ —

@ —

Ecotoxicity Pradiction by KATE2025 version 1.0
March 7, 2026 at 17:07 (JST)

Summary of the Query Chamical
) Quary Chamical
| sMILES [NCe 1 eecee

| cAs RN |

| chemicot Mame |

0 oy KCWWIN® | vor
slue in KOWWIN® Databasa | 108

| Mo
| Molecular Welght | 107.15

QSAR Prediction Result

w7 -] 1]

Type of Predicted
Toalcity

Acutn or
|D€u¢mw P

Prodicted  05% .
Toxkcity | Preiction il
[mg/L) | Interval

o |
Dretadl | QSAR Class Name

unresctive NHZs1

aening primary
aliphatio

aliphatic algs
GNO_X unroactive Fish
Chronks, w/ N0

........
unrnﬂmmﬂ 1
aliphatic algs

Fish (Acute) G1_22008
amine primary unreactive NH2=1 aliphatic

- m = & @ ®

e ity Lol LALCS sl AL T3
soa
i &

i
Estinstsd lag P (KDSSIN)

[hitpa ik ate 3 nies go ol

Applicability Domain
Hikgaman
(s timated) lag P
[Rangs]

('1,6 [(TELTTT I&mnm

Haticnal Invtitu I' Envirsnmanmal Studies

Statistics of GHAR Class

Structure | AT | 0F AMSE| A |cr|ur|u

8 Print Format

[EaNv:]

(1) KATE20250/3— 3 B X OTFHIFER S S 7- B (B AREEUERR)
(2) ResultsHEif (F = v ZIIEE TR

(3) F = v 7B A-T=QSARY T Akt % Verify QAR i > 3 72 &)

4y (log(1/ECso

Z[mmol/L]) vs log P77 7| THIXIEME D Y#%QSARY 7 A TUD%{E s (7

mEMEAE,

95% THIX [, 18 I OYESF) |

BT —2 . MEHE oS —R%)
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