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« KATE (KAshinhou Tool for Ecotoxicology)
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1) KATE2011%% (BIFKRT)
2008.01 £REEEM TR X7 L (KATE ver0.1) = ARRF]FARE

ItEMBOENBEL S B, SV 10EMFEUARICE T2 ERREEE FH
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KAshmhou Tool for Ecotoxlclty FREsETHEIS A5 A

HEESTH QSAR °

Disclaimer
For example, EC \R, developed by the US Environmental .

KATE2025

Display of QSAR model graph; Prediction of t rvalues for _.

o Jp

jp » chemi : k

A7 /s KATE | ‘[%ﬁi ==}

ﬂ:—ﬂ%ng - cENSEETRENCERIT34E
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< KAshinhou Tool for Ecotoxicity bl e =
(AR byt VB b= AN
"'-M A $§§ﬁ$ mlj b4 Z T L\ National InstﬁéEﬁrﬁﬁﬁiﬁs
KATE2025 KATE on PAS FL<HIEH
2011 EMER o pRUS— FAQ
HOME

% KAshinhou Tool for Ecotoxicity - £8&5#FHSIFA

News

&5
£3

n EXA nHA Ty 7 mEnglish Page

BNEEECEBEIIEL.

A5 EPOVEEEIEHEECHAVWEETET.

2025-08-25  KATE2025 # version 1.1 "FwITF— FLELRE, EFEESIEB{EEL,
2025-03-27 E£EEUFISRATA KATE ATy —7vFF7— I~ KATE2025 version 1.0 # UV -2 LE L.

2024-06-28  KATE2020 % version 5.1 "FwFF— bLFE L. BBEEGCEBEE.
2024-03-25  KATE2020 % version 5.0 ANFPwIF— bLELE., BERBEESTEBEE,
2024-03-01  KATE2011 -1 A —Fw bHElZ 2024528298 £ > TERIELE L.

2023-08-04  KATE2020 # version 4.1 "FwIF—hUFEURL. BHBEEGCEB S,

KATE2025 MUEBE®DEHIC. EROCER - CRERERBFELTHEDET.
7L B EERRAR S8R « #EEE KATEEY kate@nies.go.jp

KATE2025 version 1.1

KATE2025 MEFRIZ [KATE2025 version 1.1] (20258F88258R) TY.

2 KATE2025

FESHFRAMSAT A TKATE (51 1 [EDWT

FESUHFMI A7 (BT KATE®!) (3. EEE0FSEHF LT, EULSERHARM
BREVUAY - BEARCESVT. IR - BESNEEESE QSAR Y AFATT.

IEFMEDIFEENS BREUSESSICSI3F8HEEE (LCs) - ST O8ER
RESARICESTSFERHERE (ECy) FOEESHT FATZCLEENLLTVE
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“4\ KAshinhou Tool for Ecotoxicity
D, FESEFAUATL

KATE2025 KATE on PAS
2011 SEERE

HOME > KATE2025

< KATE2025

o) KATE2025
L login

¢ FRAE

FERAETBET 1 FILETE I,
KATE2025 OFEITEREBROA LGN FET, BEFBE2Z 5T ; Firefox)

B KATEZ2025 login (version 1.1, 2025888258

m KATE2025%{F~—21 7). (PDF 5.6MB} (20258F3H27HAR)
B KATE2025#ff3z= (PDF 2.2MB) (2025438278

m QMRF (PDF 0.8MB)

¢ KATE2025 [CDWT

KATE2025(Z. T[KATE2020] (OEFHETY,
[KATE2020] SDFERFELFEEEED 2025-03-27 QERECET L.

1

2026/1/9

shinhou Tool for Ecotoxicity
KATE2025 version 1.1

Terms of Agreement

KOWWIN v1.69 (April 2015)
© 2000-2015 U.S. Envircmmental Protection Agency

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

Permission is granted for individuals to download and
uze the software con their perscmal and business
computers.

Usgers may not alter, medify, merge, adapt cr prepare
derivative works from the socftware. Users may not
remove or obscure copyright, tradename, or proprietary
notices on the program or related documentaticn.

ECWWIN contained therein is a tradename owned by the
U.S5. Envircnmental Protection Agency.

OF =z v 7 HAND

Il agree to and accept the terms of agreement above.

e (VB IPP RS
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Uﬁﬁ EHHA[EEMED DY £ T
Eéﬂi?# TRRICHIFRE N, Y —/3—|C

NIES > HERD > KATE > KATE2025
ndex > Front Page

Front Page
Input SMILES of Your Chemical —— tl:% %; % ;\/E\IJ

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

SMILES (Required): I I Predict

CAS RN®: \ |

Chemical Nams: | | m]
g . —

Skip KOWWIN™: [0+ when any error cccures in log P estimation by KOWWIN™

» about SMILES notation in KATE2025

» about log P

Prediction of Multiple Chemicals I%E?k&#% % ﬁl </\ v FEF— R )

SMILES List: Select

._Lix‘ﬂiﬁﬁﬁm):ﬁ

35 8 A
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AHEE ()

Group: Acid
Structure ID Description Decision tree
F
| 125012 ||CNOS_X acid reactive w/o N+ | LID:3102 = 0 and ID:3013 = 0
omplete | || CNOS_X acid unreactive LR 00051 = false and ID:3013 = 0
” ';lblﬂuf HJE SM{LES :JSIL formar | G1_250 | CNOS_X oxoacid unreactive carboxylic unhindered |-ID:E.|’J34 > 0 and ID:4034 = 0
| G1_25014 | CNOS_X acid unreactive sulfonic LIp:3034 = 0
List of Data Used Group: Sulfonic acid
Structure ID Description Decision tree
» Structure Classes
* Substructures [ G121160 ||c0s-X sulfonic acid L1p:3008 = 0
» QSAR Classes
Group: Alcohol
c c . c c == = D Descripti ——
Maintained by: Health and Environmental Risk Division] |2t cecription ceision tree
Copyright(C) 2019-2025 Ministry of the Environment, Gove ]
(I
G1 21021 CO_X alcohol reactive w/ proMichael 8 | | L1p:3003 = 0
| L

2026/1/9 E LIRS IURN
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JSME
« SMILESO AAICIE 3 DDHFEN D B O B 0358
@CASE - I3WEREANBICZY v I LT BAIF 4 X &RE L TH g
SMILESZEfS (AEBD 4 — & 2 % F] ) = > SMILES % BRiS g

Input SMILES of Your Chemical [Submit smiles to KATE |

Export chemical structure from applet:

(et mfie | (et smiles | (et J5ME string|
READ ME FIRST ( [ Get information using Chemical Identifier Resulver_} ok LGenemte SMILES using JSME Editor ]
SMILES reauiza: | CCCCON| (1)=& CSMILES & A 77 [ Predict |
CAS RN 110-58-7 /
Chemical Name: | pentan-1-amine j Clear

log P: | _‘I-IIW
Skip KOWWIN™: ] * When any error occures in log P estimation by KOWWIN™, you can skip it. :

SMILESAA#®&ICZ YU v 7 L TFAIRRE

Infarmation ebtained from SMILES.
SMILES: CCCCCN

@ T\\ HX?%IC L/ 7L: Ir% %& CAS RNS: 110-58-7

IUPAC NAME: pentan-l-amine

2026/1/9 E LIRS IURN
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T RS R

Summary of the Query Chemical -% //\J j(—J' gQFTI- | $I§
Query Chemical t_
| SMILES | ccecen
| CAS RN [110-58-7

‘ Chemical Name | pentan-1-amine

| User Input Value ‘ |
| Estimated Value by kowwIN™ 133
| Measured Value in KOWWIN™ Database ‘ 1.49

| [ Re-calculate ]

log P

‘ Molecular Weight | 87.16

QSAR Prediction Result % /,\_I %%%

Toxicity filter: Statistical filtess

iETAﬁLtL%Rm'%%mk%m

ZETBEI 52 &b AlEE

F v uENTELTDQSARY 5 RDIEHRAFRINS
(77 # )Lk TIZR2=0.7, Q2>05 N=5%&E1-THDDOANAERRIMND)

all Fish Daphnid Alga |:|r y the following statistical criteria (uncheck thiz box to all QSAR reaulta):
Acute MR Em .Q E- .HED
W W W W =z A S \
S B Ml T 825 ERSER O KT R B RO s EIE
- OSAR Class Name'1 Type of Predicted e | - Applicability Domain Statistics of QSAR Class
rin ass Name __.2 redicte .
Detail P — Todclty Toxicity Prediction " =i o LogP _:"dge'"e"t g
to cee the QSAR details Organism Acute or [mg/L] Interval stimate Lt Structure’3 RZ | Q276 | RMSE n’? criteria 8
& & Chronic £ & o [Range] o o P & &
. . . [
amine prlfnar_‘,r'unreactwe Fish Acute a7 [3.4. 640] 133 [-1.61,5.25] in 0.84 0.81 0.54 26(2) ’
NH2=1 aliphatic |
T FEASN : BRI R & N D WE
FEIA : BROBEICER I NG WEE
2026/1/9 E L IRIBH ST RT
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« 2 TCDQSARY 7 X & KR L 7= IKAE

QSAR Prediction Result

Toxicity filter:

Statistical filter:

all Fish Daphnid Alga [ Apply the following statistical criteria (uncheck thiz box to zee all QSAR rezultz):
Acute Crrzfo7 | CJe2zfps | Clnzfs |
Chronic
. Type of Predicted Applicability Domain L
Print QSAR Class Name 1 .. e Predicted 95% Statistics of QSAR Class
Toxicity log P Judgement
Detail Click the clazz name Toxicity Prediction i =
_ ] Acute or ., (Estimated) log P4 . . . .
L to see the QSAR details Organism [mg/L] Interval Structure 8 R2 Q2°® | RMSE n'7 criteria”®
o o Chronic 2 s o [Range] o s o o s
amine primary unreactive NH2=1
X p v Fish Acute a7 [3.4. 640] 1.33 n [-1.61. 5.25] n 0.84 0.81 0.54 26(2) v
aliphatic
— amine primary unreactive NH2=1 ) _ _ _ -,
] Daphnid Acute 11 [0.32, 350] 1.33 n [-1.61, 4.76] n 0.78 0.38 0.55 7(1)
aliphatic
— amine primary unreactive NH2=1 o B . . e ., -
|| . i Alga Acute 26 [0.0040. 1700] 1.33 n [-1.61. 4.76] n 0.43 -0.61 1.02 7(0)
aliphatic alga
— CNO_X unreactive Fish Chronic, w/ _ ) . - - . . = 1ar
[l NO Fish Chranic 0.14 [0.0076, 2.7] 133 n [-1.61. 5.99] n 0.62 0.54 057 19(2)
— amine primary unreactive NH2=1 - i i ~ X
I L Daphnid Chronic 0.95 [0.046, 19] 1.33 n [-1.61. 1.63] n 0.23 -2.22 0.26 4{0}
aliphatic
— amine primary unreactive NH2=1 ) _ .
|| i . Alga Chranic 0.33 [0.0016, 65] 133 n [-1.61. 4.76] n 0.60 -0.08 D84 70}
aliphatic alga

[ Create Print Format

7Uv 9% EQSARY Z XnFE EmE (Verify QSAREIE) ~%8)

2026/1/9
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2026/1/9

Verify QSARH]

Verify QSAR

Fish (Acute) G1 22008

Regression Equation

Horizontal Axis (log P

7

6 |

toxicity log;ol 1/LCg[ mmol )

*log P - 0.63
R%: 0.84, Q% 0.81, N: 26

3 |y=0

-3 -2 -1 0 1 2 3 4 5 6 7 8 9 10
Estimated log P (KOWWIN)
Predicted Toxicity [mg/L]: 47

m (EER)

amine primary unreactive NH2=1 aliphatic

LogPXiEMED T Z 7

Query Chemical

CCCCCN
SMILES

. 110-58-7
CASRN

pentan-1-amine
Chemical Name

[log P (Estimated) | 1.33

[ Molecular Weight  [87.16
Query Cheemical Regresszion line
o User Input

Reference Chemicals

+: Used in regression

default

New regressicn line

when datapoint was clicked,

95% prediction interva

95% confidence interva

Support Chemicalz (not used in regression) Vertical line
95% Prediction Interval [mg/Ll: [3.4, 640] TA: Data with " or " og P =6.0
log P Judgement: in, Structure Judgement: in s Data on mixture, etc. Data with leg P = & is not used
5 Eoy it (1o e B0 the regression line.)
Shiﬁ: L U # Data with log P = 6.0 X =
@ N Data with log P = 6.0 and "<" ar "=
Zoom: E] b E] Y: E] Default . Clicked datapoint
. Number of Chemicals Number of Applicable Range
Equation ) R . RZ2 Q2 RMSE
used in Regression Support Chemicals of log P
y=0.68%log P-0.63 26 2 [-1.61, 5.25] 0.84 0.81 0.54

E LIRS IURN
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Verify QSARBIHE (FEX)

1 reference chemical deleted Query Chemical .
i 1 CCCCCM N
] SMILES
] ) 110-58-7
CAS RN

A pentan-1-amine
Chemical Name

[log P (Estimated) | 1.33
| Molecular Weight | 87.16

3

= e . - T |

toxicity logy el 1/LCso[ mmaliL])

at ]
2t . 1 Query Checmical Regrezsion line
3 |y=0%68*logP-0.63 y =S8 = log P - 0.58 ] £3: e et Azl
R%0.84, Q% 0.81, N: 26 ™7 R%0.86, G0.83, N: 25 T — New regression line
= = +: Used in regression when datapoint was clicked
2 ° E:tim:ted I-:’o P4fKO:VWIz) ’ . > g Exeluded from regression 85% confidence interval
. -g- (when datapoint was clicked — 95% prediction interva
Predicted Toxicity [mg/L]: 47 i} )
05% Prediction Interval [mg/L]: [3.4, 640] i Yo LEMBDT —4
log P Judgement: in, Structure Judgement: in ; ' / - E T
. ) [} < - >
snie (D) o) (o) (&) o« EAYFORIATDLS
Zoom: + ]| % +| v +| | Default
oom:(JJ(+) x(H(#) v:(I (] M=
. Number of Chemicals Number of Applicable Range
Equation . i ) R2 Q2 RMSE
used in Regression Support Chemicals of log P
| y=068+%logP-063 | 26 | 2 | [-1.61,5.25] | o8s | o081 | o054
. . > — ~B= 7 - - vy = £
Most Recently Clicked Chemical 7 - 7 l: ‘( Ei’[ﬁ L\_ 7 U Vi 7 L 7"\_"T|‘ = d) ]ﬁ :fl‘_li
SMILES: cclcclcn
\J
CAS RN®: 5813-64-9 N
Chemical Name: 2 2-Dimethyl-1-propylamine
Molecular Weight: 8716
06, ¥): (1.21,-0.74)
Square of Residual: 0.87

Meazured Toxicity Value Data:
LCsp [mg/L]: 476.0, Species: Pimephales promelas,
Reference: USEPA

Note:

EShvaz ey
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« QSAR”7 7 X (C

LogP (X#h D fi#).

2026/1/9

TR RME & DRBRLUE
KA MEE (Y D)

iﬂ%ﬁ

\/erify QSAREH]

FER (Long\/ X WVIE

(FFER)

ICHEN LA TUND)

structure view ] table view

List of Chemicals

sort by [X-axis(log P)

- ‘ Reference chemicals (used in regression)

0 1 B l b N
g ) 7\
O O l
0.467 0.500 0.531 0.552 0.400 0.810 0.783 0.905 0.284
(-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) (0.83, -0.56} (1.07, -0.29)
0.692 0.739 1.000 0.769 0.309 0.955 0.875 0.405 0.567
(1.18, -0.51) (1.21, -0.74) (1.33, -0.31) (1.63, 0.48) (1.76, 0.67) (1.82, 0.25) (2.31,0.72) (2.43,0.78) (2.58, 0.72)
0.750 0.808 0.240 0.808 0.808 0.808 0.808 0.808
(2.73, 1.400 (2.80, 1.40) (3.00, 1.34) (3.29,1.82) (3.78, 2.18) (4.27,2.91) (4.76, 2.98) (5.25, 3.49)
Support Chemicals (not used in regression)
+ Definition of Structure Class
+ Substructures of the Query Chemical
L Tm e T T oD
SLERIBATTRT
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Verity QSAR
c MBEIBHRORTTECREZET 5 ENA]

[y

uii
QYA

FER)

ZZzxr Vv o LIGE

[

structure view

Details of Chemicals

table view

- | Reference chemicals (used in regression)

Measured Toxicity Data
CAS RN® e HES Structural Similarity Molecular | Estimated
emical Name imilari
Formula Weight log P LCso log1o(1/LCso Rl Note
- - - - - s | [mg/Ll,| [mmel/L]), - o
0
141-43-5 Monoethanolamine  |NCCO 0.467 61.08 -1.61 2070.0 -1.53 |USEPA
Aminoethyl) )/
140-31-8 . . NCCN1ICCNCC1 (\ 0.500 129.2 -1.57 2190.0 -1.23 |USEPA
piperazine \)
0
78-96-6 1-Amino-2-propancl |CC{OJCN 0.531 75.11 -1.19 2520.0 -1.53 |USEPA
2-Methoxyethyl _
109-85-3 COCCN 0.552 75.11 -0.91 524.0 -0.84 |USEPA
amine (]
2-Butenenitrils, 3- _
1118-61-2 ] N&CC=C(NIC 0.400 821 -0.79 17.0 0.68 [MOE 2010
amino- I |
107-10-8 Propylamine CCCN H 0.810 59.11 0.34 308.0 -0.72 | USEPA
—L7om |5 Arka]
ELRIEUT SR
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Verify QSARE R (TER)

— Definition of Structure Class = YA [
7 7 ADREDEEK
Group: Amine primary Show all structures
Structure ID Description Decision tree

G1_22008 amine primary unreactive NH2=1 aliphatic

amine primary unreactive NH2=1 aliphatic alga

LID:4510 = O

Lps 00033 = false

» detailed information about font decoration and color

— Substructures of the Query Chemical %‘;HU ;(T_I'g%'}r }jéi (,:_ % i 7’/[, % %Béj\7l§§ﬁ@ %Eiﬁ (‘_’_ % 0) L—HE%%

- l Substructures used only for Structural Classification

— l Substructures used for the Judgement and the Classification

Hide SMARTS

‘ Jl.ldgen'hent"1 ‘ FraglD . ‘ Substructure Name ~ ‘ Count... ‘ SMARTS ~
‘ in ‘ 5007 ‘Nit'ogen [M.n] ‘ 1 ‘[“]
‘ in ‘ 5037 ‘pl'o—SB 1 ‘ 1 ‘ [CHZ] [WHZ]
[#7:w3;K3; 'S ([#71 [ 4610 S ([#7] [#6:K31([#T1) (#7165 ([#T7] [#6]=,#['#468]):!
in 5500 amin (daphnid ACR100) 1 S{[#TI['#6;R]I['#6; 187188 1#16;RI[1#6; 187 148, 1#16;R] [ 1462147 148, 1#16:R
111

2026/1/9 E LIRS IURN
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28 A BRI D ]

NIZHNIL"In" (B E

TFEIZDWNT (LogP)

Horizontal Axis (log P v | Go Default

" Query Chemical
o CCCCCN N
SMILES
= 5
=
T 4 . 110-58-7
E CAS RN
E 3
é pentan-l-amine
ﬁ_ 2 Chemical Name
% 1
& [logP  (Estimated) | 1.33
- 0
= [ Molecular weight | 87.16
= -l
0
=]
=2 Query Checmical Regrezzion lime
3 X User Input (default)
0 Reference Chemicals — Mew regressigf line
-4 : ! . ! . ! g ! * - * . in regressi {when dataghint was clicked)
-3 -2 -1 o 1 2 3 4 5 6 7 & 9 10 i E..sjd - r'fE'E“'G" F - G:“ :c:na' aencl:z i:.';r' a: ]
Estimated |ﬂg Ri{laWNIN] N 'n;dc:c N i I-;E‘Er-ssllz'llﬁl d) — 95‘; pyfdiction interval
- - . Lwhen aatapoint was clickea) - a i W
Predicted Toxicity [mg/L]: 47 . , Vorbioal I
. Support Chemicals (not used i ? ical line
85% Prediction Interval [mg/L]: [3.4, 640] e s et ussdn pesEsn . (i
) ) i Data with "< or "= E =6&.0
log P Judgement: in, Structure Judgement: in o Data on mixture. ete. | Data with log P = 6 is net used
Sh]ft@ * - Data with log P = 6.0 in the regression line.)
P Data with log P == 6.0 and "<" or ">"
Zoom: + | X: + [ + Default -
BB xEE EHM R
) Number of Chemicals Number of Applicable Range
Equation . . . R2 Q2 RMSE
used in Regression Support Chemicals of log P
| y=068%logP-063 | 26 | 2 | [-1.61,5.25] ” | o84 | os1 | o054
SIRIBHTZTRT
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25 AR A

e 2= -

SENEROEA NG

_j:,\ﬁ-@/\TD)?% EZ)?ILJ\1/E|§E

&%) ZFHOLD0HNH HHBE"In

“out”l= D WTHID
EaFOL D LYWE L

—uﬁt?%t

o)1

“-\

. <D ’C W 5E " out”

| FRSRYE I
EENGTL

— Substructures of the Query Chemical

+ | Substructures used only for Structural Classification

ZDOWT (s

AT RY)E 1=

BENDT

/EI’

L

SENDHEE

1

\ZBd 5 BB

AN

HI%E A EB 1

ot

| Substructures used for the Judgement and the Classification

| Reference chemicals (used in regression)

A& 215

H 0 N N N
Hide SMAR" i; Hl }l(—,l-%tl: Lu = i ﬂ%)*%l_:':u = /r 5 I
| Judgement'! | FraglD . | Substructure Name | Col'lt,\| SMARTS (\ <
: of com . i |
N !
5007 Nitrogen [N.n] 1 [£7]
0.467 0.500 0.531 2 0.40
5037 pro-SB 1 1 [CH2] [NH2] (-1.61. -1.53) 1.57.-1.23) 1.19, -1.53) (-0.91, 0,
N N
[E7:v3 H37 15 ([FT] [1£E]) S IS ([£#7] [#E;H3] ([27]) ;
5500 amin [daphnid ACR100) 1 FOIETILIEE;RI[IEE; LT 128, 1216;RI [ V67 1875 13
111

2026/1/9

1.00 0.769 0309 0.
133 -031) (1.63.0.48) (1.76. 0.67) (1. ) (231 ( )
0.750 0.808 0.240 0.808 0.808 0.808 0.808 0.808
(2,73, 1.40) (2.80. 1.40) (3.00, 1.34) (3.29.1.82) (3.78.2.18) (4.27,2.81) (4.76. 2. (.25, 3.49)

EShvaz ey
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KATE2025 CEF N TWL 5 a0

DEE—BE~DY I HH B

Substructures

Vo
=

Filter(ID,Mame):

Filter SMARTS:

o1
{

Sollls, PIEdseE UOWTTTOdd TIe

TSIt e 11oT =olT

e pTEQC OO T

Substructures used for the Judgement and the Classification

f your PC goes into sleep mode, the predictions may stop.
) ) ) o FraglD . Substructure Name ” SMARTS »
|o further operations on this screen will be accepted until the predictions = = =
5001 |Lithium [Li] ra1
. 5002 |Sodium [Na] £11]
» about the SMILES List format 5003 |Boren [B] (s
5004 MH & menbered aromatic ETrEHL;2([#7] (2] (2]))]
5006 |Silicon [Si] [£14]
List of Data Used BOC7 | Nitrogen [N.n] (71
50CE | Oxygen [0.0] a1
e Structure Clazses 5012 Arsenic [As] [£33]
Subst " 5013 Selenium [Se] [£34]
* SUDSTrUCTUres
b | 5014 |Fctass'u'n [K] |Z¢'_S]
< A o
* QSAR Classes | 5016 | Sulfur [5] |::'_a1
§017  |Tin [sn] 8501
. . . . . e . . 5018 Phospherus [P] [£15]
Maintained by: Health and Environmental Risk Division, National — S IF.CLmr T,f N0 0011 (7 CLEs,TLi =0 02 CAN 500 s 2 B e
020 SNAr1 0}1}ec([F,CL,Br,I,$(H(=0)~0],5 (CEN}, §(C=0),$(C(F} $(5=0)1)cel
Copyright(C) 2019-2025 Ministry of the Environment, Government of IENEE SR CLEr T s M0 O ) ([5,CL BE, T (0201 -0) £ (R 13 020, () (21, 5 (5=

2026/1/9

cl{[F,CL,Bz,I,$(N({=0]~0}1}
§=0}]}ecl

noc | [F,Cl,Br, I, 5{H{=01~0},5{CEH) , ${C=0], 5 (CI{F) (F1F],§1(

el{[F,CL,Br, I, 5{N({=0]=0}]}

neeeel ([F,C1,Br, I, § (N(=0)=0), $ (C§H) , £ (C=0) , § (C(F) (F} F}

L305=011)
5024 SNATS cl({[F,CL,Bz,I,$(N(=0]=0}]}ncccnl
5025 SNAT 6 el {[F,CL,Bz,I,$(N(=0]=0}]}ncncel
5026 I el{[F,CL,Br,I,%(N(=01=0C}]}nece([F,Cl,Br, 1,5 {H(=01=0),3 (CEN},${C=0), $(CIF) (FIF),5(

5=0}1incl

E LIRS IURN
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Ecotoxicity Prediction by KATE2025 version 1.1 [https://kate nies.go.jo]

December 25, 2025 at 18:11 (JST) Nat

FBIE SR oo F) Rl RE

Summary of the Query Chemical
Query Chermical "
SMILES
CAS RN"
Chemical Name pentan-1-amine
. P T =
QSAR Prediction Result e
Molecular Waight 87.16
QSAR Prediction Result
Toxicity filter: Statistical filter:
all Fish Daphnid Alga [_] Apply the following statistical criteria (uncheck thiz box to zee all QSAR results): | L e ]
pete Cre= M= Doz ] - ] o
Chronic | 4 /] = = o el P £y o] vl [ ey Py ey ot R
[Range]
. Type of Predicted Applicability Domain —— —— T —
Print QSAR Class Name ! ) Predicted 95%
Toxicity log P Judgement e .
Detail Click the clazz name Toxicity Prediction i =
— i Acute or (Estimated) log P4
[ to 22 the QSAR detailz Organism [mg/L] Interval
& P Chronic 2 & s [Range]
amine primary unreactive NH2=1
P v Fish Acute 47 [3.4. 640] 1.33 in [-1.61. 5.25]
aliphatic Fish (Acute) G1 22008
— amine primary unreactive NH2=1 . _ :
] . Daphnid Acute 11 [0.32, 350] 1.33 in [-1.61. 4.76] _
aliphatic 2 :
— E
£
— amine primary unreactive NH2=1 3
0 nine primary Alga Acute 26| [0.0040, 1700] 133 in [-1.61, 4.76] i
aliphatic alga H :
— =
— CNO_X unreactive Fish Chronic, w/ L o i,
[] Fish Chronic 014 [0.0076, 2.7] 1.33 in [-1.61. 5.99] N N
Nro R%0.84, Q% 0.81 N: 26
— 4-3 2 <1 0 1 2 3 4 5 6 7 8 9 10
— amine primary unreactive NH2=1 St on 2 o)
0 nine primary Daphnid Chronic 0.95 [0.046.19] 1.33 in [-1.61,163] s el i 5
allphahc log P Judgement: in, Structure Judgement:
. ﬂﬂ'lil'l& primar}' unreactive NH2=] B ] =1 Number of Chemicals Number of Applicable Range 5 5
OJ Alga Chranic 033| [0.0016, 65] 1.33 in [-1.61. 4.76] L = used in Rogrssion_||_ Support Chamicals ofog A AR
aliphatic alga y = 0.68 8 log P - 0.63 26 2 [-1.61,5.25] 0.84 081 0.54
Reference Chemicals (used in regression):
pr—————
Create Print Format ] il Rl B N I Y I e -

Uy 2§ % & TR o RIS ~ % #) |

E RIS R H’

2026/1/9
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gy I LTAATAETFANT7 74 IL%FEIR

v about the SMILES List format
Prediction of Multiple Chemicals

In KATE2025, to process multiple SMILES strings consecutively, we use a custom file format called "SMILES List".

SMILES List: The SMILES List has the following features:
J_xl— OOO',T% |__| H_j' % //\J 1. ltis a tab-delimited text file.
mal

& predictions for up to 2000 chemicals. 2. Column names are limited to SMILES, CAS, NAME, LOGP, and ID, representing SMILES, CAS RN®
ting 100 chemicals will take about 80 second
oad and other factors

f the num

R . chemical name, log P and
Notica: KATE2025 can currently ! g R

-ss, depending on server ID, respectively. Column names are case-insensitive.
Soo, USpolid s LIl 2eive
3. Each line must include a SMILES string. Columns other than SMILES are optional.
o o 4. The ID column can only contain alphanumeric characters, '-"and '_".
ar 300, only errors are shown in the result table.

o ) R ) . 5. The number of tabs must be the same in all lines.
o see all oad the result file from the prediction results page.
ur PC soss into the predictions may stop 6. The column order can be customized according to your preferences.
ou . g0es Into & + LIons may stop.
lo further operatior edictions are Two examples are provided below.
complete.
Example 1: Single column S I\/l | I_ ES O) %\ /E\ &b %) i}%é
» about the SMILES List format
SMILES
ccecoc (=0)Cs
cc(=c)cs

ccl{ccz2(c)cc3(Br)Cl)Ccc(Br)

7Yy I LTAATBETFRA LT 7 A LD coceoorer

CCCCCCCCC (Br) CBr

75: %/—_]__\ CCCCCCCCeeBr
Example 2: Multiple columns SM”—ESJ’/{%(CAS LogP ) :E)/E\&b%i;%l/:—\

ID NAME LOGP SMILES

A0l namel -0.8 CoCccoc (=0)

220 name2 cc({=Cc)cs

BO& name3 1.3 NCclceencl 3731-52-0
" "and” " denote tab characters.

For ID: AO1, CAS RN® is empty. For ID: AZ20, both log P and CAS RN® are empty.

2026/1/9 E LIRS IURN
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FHTZTICHELRBE X Z DRHE
(v b &7 L)

Prediction of Multiple Chemicals

Total time: less than 1 min.

Motice: KATE2025 can currently make pradictions for up to 2000 chemicals.

Predicting 100 chemicals will take about 80 seconds or less, depending on server
load and other factors.

f the number of chemicals is over 300, only errors are shown in the result table.
To see all results, please download the result file from the prediction results page.
f your PC goes into sleep mode, the predictions may stop.

Mo further operations on this screen will be accepted until the predictions are

complete.

B L FOETIR
(a7 L ZANN—EWED)
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Results (batch mode)

— ANz AY V4
» about the result file associated with the button in the right. | 7 —_— 0) % O 7’-— "Ll' e *& / /_:E # ):FEFT_ *ﬁ
- @ H% % ===
QSAR Prediction Results: 4 errors / 24 chemicals
Toxicity filter: Statistical filter: I N :l:
~N
all Fizh Daphnid Apply the following statistical criteria (uncheck thiz box QSAR ) \‘/ BIJ % % # Z I\
, N f ﬁ [/ C i I A E ;
Mri=l07 | E@=p5 | En=fs | R .
AL JrANELTRE Y yO—R
all chemicals T chemicals with errors only ]
. Type of Predicted B Applicability Domain .
. QSAR Class Name*l Lo Predicted 95% Statistics of QSAR Class
" Chemical Molecular Structural Toxicity o o log P Judgement
Mo [1s] CAS RN - SMILES Weight = I Click the class nama Toxicity Prediction (Estimated) : o
me i ormula Acute ima P’
ta =00 tha QSAR dotails Organism o .or [mg/L] Interval - Structure’® | RZ [Q2"6 |RMSE| n'7 criteria’?
Chronic [Range]
C X hydrocarbon
unreactive aliphatic w/o Fish Acute [8.8. 390] 0.78 o n 0.73| 0.68| 036 21(4) v
X
narcotic group Fish Acute Fish Acute 200 [27.1400] 078 n [-0.63. 5.88] in 087 087 043 152(33) v
narcotic group Daphnid R R o - - . -
Daphnid Acute 21 [2.6. 160] 0.78 | outlp) [1.08, 5.88] n 071 070 043 v
Acute
narcotic group Alga Acute Alga Acute 220 [24. z2100] 0.78 | outip) [1.08, 5.26] in 076 | 0.73| 043 v
1 C 16.04 C Cnos_X unreactive Fish ) N .
. Fish Chronic [0.10. 36] 078 out n 076 | 068 043 v
Chronic
C_X hydrocarbon ) . R - N
N Fish Chronic [0.10. 38] 0.78 out [1.52, 5. n 078 | 068 043 1100} v
unreactive
narcotic group Fish ) i . - . . - |
. Fizh Chronic [0.14. 36] 0.78 ol [1.52,5.81] n 082 075 041 12(0) "
Chronic
narcotic group Daphnid B i R R . _ _
. Daphnid Chronic 21 [0.23.19] 078 n [-1.20, 5.88] n 078| 076 046 T0(12) v
Chronic
C_X hydrocarbon
unreactive aliphatic w/o Fish Acute 82| [7.0.550] 132 out [2.58, 4.98] in 073 | 0.68| 036 21(4) v
X
narcotic group Fish Acute Fizh Acute 120( [17.880] 132 n [-0.63, 5.88] in 0.87| 087 043| 152(33) v
narcotic group Daphnid B _ R . - . _
Daphnid Acute 17 [2.2.130] 132 n [1.08,5.88] n 071 070 D43 82(23) v
Acute
narcotic group Alga Acute Alga Acute 130 [14. 1100] 132 n [1.08, 5.26] in 076 | 0.73| 043 51(46) J
2 cc 30.07 Cnos_X unreactive Fish ) _ _ . - R . |
. Fizh Chronic 15| [0.094, 23] 132 ol [1.52,5.52] n 076 | 068 043 12(0) "
Chronic
C_X hydrocarbon ) . . - R .
N Fish Chronic 16| [0.099,25] 132 ol [1.52.552] n 078 | 068 043 11(0) v
unreactive
narcotic group Fish ) i _ R - . . - )
. Fish Chronic 17 [0.13. 23] 132 ol [1.52,5.81] n 082 075 041 12(0) v
Chronic

2026/1/9 E LIRS IURN
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Results (batch mode)

» about the result file associated with the button in the right.
QSAR Prediction Results: 4 errors / 24 chemicals
Toxicity filter: Statistical filter:
all Fizh Daphnid Alga Apply the following statistical criteria (uncheck thiz box to zee all QSAR resultz):
Acute RI=|0.7 Ql= hl |§
Chronic
— E —
gy I LTITT7—DH>T-MWEDHI%E TR
chemicals with errors / - L 70N
( all chemicals only |
. Type of Predicted B Applicability Domain .
. QSAR Class Name*l - .en Predicted 95% Statistics of QSAR Class
. Chemical Molecular Structural Toxicity o log P Judgement
No ] CAS RN o SMILES Weight T Click the class nama Toxicity Prediction (Estimated) =
me
to zca tha QSAR datails Organism Acute .or [mg/L] Interval (=302 Structure™® | RZ | Q2% |RMSE n'? criteria’®
Chronic [Range]
Errorl!
[A SMILES Error Has Occured!]
5 cleseen Image wak WARNING: UNCLOSED RING-STRUCTURE sk
Mot Avallable Each ring designation number MUST be used twice and ONLY twice!
SMILES: clcccen
Errorl!
| [A SMILES Error Has Occured!]
11 cleceen? mage wak WARNING: UNCLOSED RING-STRUCTURE sk
POtESvalES Each ring designation number MUST be used twice and ONLY twice!
SMILES: clcccen?
Errorl!
| [A SMILES Error Has Occured!]
17 cleseen mage wak WARNING: UNCLOSED RING-STRUCTURE sk
Not Available Each ring designation number MUST be used twice and ONLY twice!
SMILES: clcccen
Image Error!!
23 cl A il
ceee Not Available . [SMILES] 'A' : 'A' (except '[As]') should not be included.
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1D CAS RN Chemical F SMILES Molecular Weight QSARID QSAR Clazs Mame QOrganism  Acute or Chr Predicted Toxicity 95% Prediction Irlog P Value log P Type log P Judgement log P Range  Structure Judgement RZ2 Qz RMSE n criteria
C 16.04 12120341 C_X hydrocarbon unreactive ali Fish Acute 93 [8.8,990] 0.78 Estimated  out [2.58, 498] in 073 068 0.36 21(4) VCE
C 16.04 12899941 narcotic group Fish Acute Fish Acute 200 [27,1400] 0.78 Estimated in [-0.63,5.88] in 087 087 0.43/152(33) yes
C 16.04 22120341 C_X hydrocarbon unreactive ali Daphnid Acute 19 [0.89,420] 0.78 Estimated out [258 574] in 0BG 051 0.42/15(3) no
C 16.04 22899941 narcotic group Daphnid Acute Daphnid  Acute 21 [2.6,160] 0.78 Estimated  out(p) [1.08.5.88] in 071 0.7 0.43 82(23) yes
C 16.04 32120341 C_X hydrocarbon unreactive ali Alga Acute 3800 [1.5,9.2e+6] 0.78 Estimated  out [258,4.08] in 066 038 0.47 B{(10) no
C 16.04 32899941 narcotic group Alga Acute Alga Acute 220 [24, 21001 0.78 Estimated  out{p) [1.08,5.26] in 076 073 0.43 51(46) yes
C 16.04 12100151|C_X hydrocarbon unreactive IFish Chronic 2 [0.10, 38] 078 Estimated out [152 552] in 078 068 0.43 11400 yes
C 16.04 12500151 Cnos_X unreactive Fish Chronii Fish Chraonic 1.9 [0.10, 36] 0.78 Estimated  out [1.52,552] in 076 D068 0.43 12(0) VCE
C 16.04 12899851 narcotic group Fish Chronic Fish Chronic 2.3 [0.14, 36] 0.78 Estimated out [1.52 5.81] in 0.&2 075 041 12(0) yes
C 16.04 22120351 C_X hydrocarbon unreactive ali Daphnid Chronic 1.7 [0.055, 55] 0.78 Estimated out [2.58 5.74] in 068 032 044 11(2) no
C 16.04 22899851 narcotic group Daphnid Chronii Daphnid  Chronic 21 1[0.23,19] 0.78 Estimated in [-1.20,5.88] in 078 076 046 7T0(12) yes
c 16.04 32100151 C_X hydrocarbon Alga Chronic Alga Chronic 3.9 [0.18, 861 0.78 Estimated  out [1.61,552] in 038 032 0.61 56(24) no
C 16.04 32120351 C_X hydrocarbon unreactive ali Alga Chronic 850 [0.30, 2.4e+6] 0.78 Estimated  out [258.4.20] in 051 024 0.62 9(9) no
C 16.04 32899851 narcotic group Alga Chronic  Alga Chronic 13 [0.45, 370] 0.78 Estimated in [0.69.5.81] in 057 053 0.69 58(26) no
CC 30.07 12120341 C_X hydrocarbon unreactive aliFish Acute 62 [7.0.550] 132 Estimated out [2.58 498] in 073 068 0.36 21{4) yes
cC 30,07 12899941 narcotic group Fish Acute Fish Acute 120 [17, 880] 1.32 Estimated in [-0.63,5.88] in 0.7 087 043 152(33) yes
cC 30,07 22120341 C_X hydrocarbon unreactive ali Daphnid Acute 15 [0.86, 250] 1.32 Estimated  out [2.58,5.74] in 066 051 0.42 15(3) no
cc 30.07 22899941 narcotic group Daphnid Acute Daphnid Acute 17 [2.2,130] 1.32 Estimated in [1.08, 5.388] in 071 07 0.43/82(23) yes
cc 30.07 32120341 C_¥X hydrocarbon unreactive ali Algs Acute 1200 [1.8,840000] 1.32 Estimated out [2.58,4.08] in 066 0.38 0.47 6(10) no
cc 30.07 32899941 narcotic group Alga Acute Alga Acute 130 [14,1100] 1.32 Estimated  in [1.08.5.26] in 076 073 0.43 51(46) yes
cC 30.07 12100151 C_X hydrocarbon unreactive  Fish Chronic 1.6 [0.099, 25] 1.32 Estimated  out [152,552] in 078 0638 043 11401 yes
cC 30.07 12500151 Cnos_X unreactive Fish Chronii Fish Chronic 1.5 [0.094, 23] 1.32 Estimated  out [152,552] in 076 068 0.43 12(0)  yes
cC 30.07 12899851 narcotic group Fish Chronic Fish Chraonic 1.7 [0.13, 23] 1.32 Estimated  out [1.52 5.81] in D&2 075 041 12(0) VCE
cC 30,07 22120351 C_X hydrocarbon unreactive ali Daphnid Chraonic 1.6 [0.068, 38] 1.32 Estimated  out [2.58, 5.74] in 058 032 044 11(2) no
cC 30.07 22899851 narcotic group Daphnid Chronii Daphnid Chronic 1.7 [0.20,15] 1.32 Estimated  in [-1.20,5.88] in 078 076 046 TO(12)  yes
CcC 30.07 32100151 C_X hydrocarbon Alga Chronic Alga Chronic 36 [018 72 1.32 Estimated  out [1.61,552] in 038 032 0.61 56(24) no
cc 30.07 32120351 C_X hydrocarbon unreactive ali Alga Chronic 270 [0.32, 230000] 132 Estimated  out [258.420] in 051 024 0.62 9(9) no
cC 30.07 32899851 narcotic group Alga Chronic  Alga Chronic 9.6 [0.36, 260] 1.32 Estimated  in [0.69.5.81] in 057 053 0.69 58(26) no
coe 441 12120341 C_X hydrocarbon unreactive ali Fish Acute 36 [4.7,.280] 1.81 Estimated out [258,498] in 073 068 0.36 21{4)  yes
2026/1/9 E LRI 44




) https://qsartoolbox.org

0DSAR

The Toolbox is a free software ag
reproducible and transparent ch
It offers functionalities for retrievi
simulating metabolism and prof
These information and tools can
and mechanistically defined anc

which can serve as sources for r(
for data gap filling.

DOWNLOAD LATEST VERSION

Toolbox Repository

QSAR Toolbox KATE Addind X7 > A — bk

() https://repository.qsartoolbox.org

About

Features

Resources

The Toolbox Repository uses cookies to provide personalized content.

WHAT IS THE Q |

Calculators

Profilers

Metabolism Simulators

QSARs

System Extensions

Databases

Tools

Tool nam

ECHA

ECHA REACH
Unlock Plugin

System Extensions

I WY

Pharmaceutical

NIES & NIHS

Ecotox
pharmaceutical

BT PET Pl

“ECHA

EUROPEAN CHEMICALS AGENCY

ECHA

ECHA P
screening
(BETA)

Profilers

HC-BioSIM

Water v1.0

ExxonMobil
Biomedical
Sciences, Inc.

HC-BioSIM

Support Developerd

Repository

“ECHA

EUROPEAN CHEMICALS AGENCY

ECHA

ECHA B
screening
(BETA)

Profilers

NIES_JAPAN
KATE Addin

= E(C

EUROPEAN CHEN

ECHA

ECHAT
screenir|
(BETA)

Profilers

Ve

IRFMN
VEGA m|

Toolbox Repository

2026/1/9

E LIRS IURN

The Toolbox Repository uses cookies to provide personalized content.

Tools / QSARs / KATE Addin

KATE Addin

() https//repository.gsartoolbox.org/Tools/Details/35fec3b5-2379-40e9-bc9c-4c03db78a79a

Current version: 15

Supported Toolbox versions: 44,45, 46,47, 4.8
Developer: NIES_JAPAN
Category: QSARs

Downloads: 347

Rating: 08
Description:

KAshinhou Tool for Ecotoxicity (KATE) is an ecotexicity prediction system that consists of quantitative
structure-activity relationship (QSAR) models and was researched and developed under contract with
the Ministry of the Environment, Government of Japan from fiscal year 2004 to 2019 by the Center for
Health and Environmental Risk Research (CHERR) of the National Institute for Environmental Studies
(NIES). KATE was originally developed to provide predicted ecotoxicity values—specifically, 50% effective
concentration (EC50) values in the Daphnia acute immobilization test and 50% lethal concentration
(LC50) values in the fish acute toxicity test—for chemical substances on the basis of their substructures.
Since KATE2017, the predicted ecotoxicity values of the following endpoints are provided: EC50 and no-
observed-effect concentration (NOEC) values in the algal growth inhibition test (72 h); NOEC values in
the Daphnia magna reproduction test (21 d); and NOEC values in the fish early-life-stage toxicity test
The plug-in developer is responsible for the correct functioning of the plug-in and its results. Before
being made available via the repository, the plug-ins are checked for viruses, impact on stability of the
QSAR Toolbox and documentation. For suggestions on improvement or bug fixing of the plug-in, please
contact its developer directly.

To download and install this plugin, please use the Repository Client* that comes with the
QSAR Toolbox.
*The Repositery Client is part of QSAR Toolbox 4.4

You don't need to manually download this plugin unless you need to use it on an offline
computer.
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QSAR Toolbox 4.8 Desktop Client ! ]

> L]

F7Y QSAR Toolbox 4.8 Repository Client
7Y
E# QSARINS

(] QSAR Toolbox : Toolbox repository client - O x
Client
Updates | Available | Installed | Options
8 QSAR Toolbox 4.8 WebAPI
§) QSAR Toolbox 48 Server Install Mame Version Installed
. QSAR Toolbox 4.8 WebSuite
F
! Toolbox repository client
Updates | Available | Installed | Options
‘ Name Version Uninstall
QSAR Toolbox Calculator 4.5 Uninstall
QSAR Toolbox Profiler 4.8 Uninstall
) olbox 4.8 Repository Cliemi L/
iSafeRat Mechanisms of toxic action profiler 1.1.2 Uninstall
Ecotox pharmaceuticals 1.0.0.0 Uninstall

| Download now and install after restart ! Load from file l
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QSAR Toolbox 4. Document 1]

&

¥ Input

QSAR TOOLBOX
» Profiling
Workflow Editor
e e

New

Gap Filling

= W

Trend analysis Read acros!

T 2

Automated Standardized

®

-

[Q)SAR. Import  Export

° Documents Filter endpaint tree...

*

-
Delete

Y 1 [target]

& Document 1
P: 0] Search chemical (do not 2

Structure

Moo ™,

Structure info
[#] Parameters
[#] Physical Chemical Properties

[#] Environmental Fate and Transport

Ecotoxicological Information

Aquatic Toxicity

Select (Q)SARs by specified endpoint positions

QSAR TODOLBOX

&

» Input

Gap

s Read across

e

Trend anal (Q)SAR

° Documents.
& Document 1

N (&8 | P: 6] Search chemical (do not a

I [IPhysical Chemical Properties
» [CJEnvironmental Fate and Transport
3 Ecotoxicological Information
¥IAquatic Toxicity **
L Isediment Toxicity
[Terrestrial Toxicity *
" [JHuman Health Hazards

[Cintermediate effects - mechanistic information

Sediment Toxicity

awsw

[JObserved metabolism

Details for 44 (Q)SAR models (6 selected)

i Checked T L 4 QSAR name T Endpoint T Effect T Duration Y
} O 20 ECOSAR: LEMNA GIBBA 26 h EC50 ECs0 96 h
} 1 21 ECOSAR: MYSID (SW) 96 h LC50 Mortality LCs0 Mortality 96 h
} [} 22 ECOSAR: MYSID (SW) ChV chv
\ O 23 ECOSAR: MYSID 96 h LCS0 Mortality LC50 Mortality 96 h
\ O 24 ECOSAR: MYSID ChV Chv Data Gap Fillng Settings
| ] 25 ECOSAR: MYSID SHRIMP (SW) 96 h LC50 Mortality LCs0 Martality 96 h
| O 26 ECOSAR: MYSID SHRIMP (SW) ChV [ A G A
(] 2 I SRR i O 27 ECOSAR: MYSID SHRIMP 96 h LC50 Mortality LC50 Mortality 96 h At this position:
Only endpoint relevant [l 28 Fathead minnow 96h LC50 - Danish QSAR DB battery model LCs0 Martality 96 h QSARs
7\ [l 29 Fathead minnow 96h LC50 - Danish QSAR DB Leadscope model LCso Maortality 96 h [ —
At this pos 4)0 50 Fathead minnow 265.LC50 - Danish QSAR DB SciQSAR model LC50 Mortality 95 h '
QSARs 31 KATE2025 - Algae 72h EC50 ECS0 Growth Inhibition 72h
32 KATE2025 - Algae 72h NOEC NOEC Growth Inhibition 72h
In nodes below: 33 KATE2025 - Daphrid 21d NOEC NOEC Reproduction 21d
QSARs 34 KATE2025 - Daphnid 48h EC50 ECs0 Immabilisation 48 h
35 KATE2025 - Fish 96h LCS0 LCs0 Mortality 96 h
I 36 KATE2025 - Fish ELS NOEC NOEC -
[] 37 M1 - 1050 - Dimepiidies promelas (fathead minnow) LC50 Maortality 96 h
(| 38 Mz - LCS0 - Pimephales promelas (fathead minnow) LCs0 Mortality 96 h
O 39 M3 - LCS0 - Pimephales promelas (fathead minnow) LCs0 Mortality 96 h
[} 40 M4 - LCS0 - Pimephales promelas (fathead minnow) LCs0 Martality 96 h
[} 41 Photeinduced toxicity of PAHs Toxicity on Daphnia magna | Photoinduced Toxicity
] 42 Pseudokirchneriella subcapitata 72h ECS0 - Danish QSAR DB battery model ECS0 Growth Inhibition 72h
] 43 Pseudokirchneriella subcapitata 72h EC50 - Danish QSAR DB Leadscope model | EC50 Growth Inhibition 72h
] 44 Pseudckirchneriella subcapitata 72h EC50 - Danish QSAR DB S5ciQSAR model | ECS0 Growth Inhibition 72h
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OECD QAF 2nd Edition (2024)

« QSARF D FH| KR OEH D
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rSanlE= ey

« QAFZ®5Ed 57=%
OMRF(QSAR Model
Reporting Format) &
QPRF(QSAR Prediction
Reporting Format) & B #7

(Q)SAR Assessment Framework:
Guidance for the regulatory assessment
of (Quantitative) Structure Activity
Relationship models and predictions,
Second Edition

Series on Testing and £% ' : cesd

Assessment 1L e :

No. 405 \-_ : :
RRRE : {

; « vi¢ \ 31
i l
.
N . X X ~> S

@) OECD
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Figure 1. (Q)SAR Assessment Framework (QAF) Result based on an individual prediction

icti Conclusion on the property for a
Workflow (Q)SAR prediction >
(Q)SAR model (= (Q)SAR result) given regulatory purpose
Q I~

Reporting | QMRF ﬂ] QPRF

Model developer < (QUSAR ser

Assessment ChMDf:F'I Prediction Checklist
ecklist Assessor

Assessar

Note: Workflow of (Q)SAR information for a result based on an individual prediction according to the OECD (Q)SAR assessment
framework (QAF). The information about the model i1s reported in the (Q)SAR Model Reporting Format (QMRF) document
prepared by the model developer and assessed by regulators using the QAF Model Checklist. The information about the (Q)SAR
prediction is reported in the (Q)SAR Prediction Reporting Format (QPRF) document by the (Q)SAR user and assessed by
regulators using the QAF Prediction Checklist. Checklists could also be pre-compiled by the (Q)SAR user to facilitate the work of
the assessor.
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« QSARFHFEENFIBICE L TWB Z & AHET 57-0, ETILREECEREIL
QOMRF &£ QPRFICE > TQSARNY F—2 3 VRANZEDC Z &% RT
« OECD QSAR/YY 7—< 3 »[RAJ(OECD, 2007)
1) a defined endpoint
2) an unambiguous algorithm
3) a defined domain of applicability
4) appropriate measures of goodness-of-fit, robustness and predictivity
5) a mechanistic interpretation, if possible

e« QAFICHB T2 TIZQSARN Y F—> 3 VRANICEDE, S0/ D 4 DDR
8] (OECD (Q)SAR Prediction Principles) # &%

1) the model input(s) should be correct:

2) the substance should be within the applicability domain of the model;
3) the prediction(s) should be reliable;

4) the outcome should be fit for the regulatory purpose.
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Figure 2. (Q)SAR Assessment Framework (QAF) Result based on multiple predictions

(Q)SAR model 1 (Q)SAR prediction 1 Conclusion on the
Workflow (Q)SAR model 2 | — | (Q)SAR prediction 2 (Q)SAR result | —| property for a given
— -—— re L"atﬂ urpose
(Q)SAR model 3 (Q)SAR prediction 3 E S
U QPRF 1
Reporting [ QPRF 2 QRRF E‘
[ QPRF 3
Model developers (Q)SAR user (CL)SAR user
Assessment Model Result Checklist
Checklists Assessor

Assessor

Note: Workflow of (Q)SAR information for a result based on multiple predictions according fo the OECD (Q)SAR assessment
framework (QAF). The information about the models is reported in the (Q)SAR Model Reporting Format (QMRF) documents
prepared by the model developers and assessed by regulators using the QAF Model Checklist. The information about the (Q)SAR
predictions and result are reported in the (Q)SAR Prediction Reporting Format (QPRF) and (Q)SAR Results Reporting Format
(QRRF) document by the (2)SAR user, and assessed by regulators using the QAF Result Checklist.
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1.1
1.2

w

2.1
2.2
2.3

Principle

Defined endpoint

Unambiguous algorithm

Introduction

Assessment element

Model 1

when more than one model is considered, add a comment here to identify to which model the checklist refers to (e.g. model name)
Comments

Outcome

Clear scientific and regulatory purpose

Transparency of the underlying experimer

data

Quality of the underlying experimental data

Not applicable/assessed

Not fulfilled
Not documented

Description of the algorithm and/or software

Inputs and other options

Model accessibility

Model criteria and QMRF mapping

Prediction Checidst Pred. criteria and uncertanty Result Checidst Result crteria and uncertainty

Prckdests

Prediction 1

when more than one prediction is considered, add a comment here to identify to which prediction the

Principle

Assessment element

Correct input(s) to the model

1.1
2
1.3

Clear and complete description of the input and model settings

Input representative of the substance under analysis

Reliable input (parameters)

Substance within the applicability domain of a valid model

2.1
2.2

Substance within the applicability domain

Any other limitation of the model is considered

Weight
Default values precom

High
High
Medium

High
High

Model Checklist
(—2B)

Principle Assessment element

Correct input(s) to the model

11 Clear and complete description of the input and model
1.2* Input representative of the substance under analysis
1.3 Reliable input (parameters)

Substance within the applicability domain of a valid model
2.1 Substance within the applicability domain
2.2 Any other limitation of the model is considered

Weight
Default values precompiled

High
High
Medium

High
High

Outcome

Predlctlon 2 (compile in case of multiple predictions, add additional copies when more than two predictions are considered)

when more than one prediction is considered, add a comment here to identify to which prediction the checklist refers to (e.g. model name and/or predicted structure)

Uncertainty Comments

Predictions Checklist
(—&R)

Conclusion on the final Compile only when multiple predictions are considered

result

Principle
5.1
Uncertainty

(final result)

Outcome of the
assessment
(final result)
Comments

Assessment element

Correct determination of the final result from individual predictions

Weight
High

Outcome

Uncertainty Comments

Result Checklist
(—&R)
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