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» Endpoint

Structure

- | Search by CAS #
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-

[ | Tautomeric sets
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Select Al Clear Al Invert Selection | Selected 1 of 1

Selected |cas
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|Depiction
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3: Ger  3: DS!{1: High

2: High Q 2: High Q

1: AIC  1:Phy@
cl 2: Car 2: Car
o : 3:ME  3:TS¢
Lpaitrol 4 phy 4 ME

A 122-04-3 [SEVIE) O § ':_E:::’: S:TS(  5:AICE
Yes 4 benizoy 6: US 6: US
S 3: High Q|3: High Q
/N=0 1: AQu 1: RE/
© 2:ECH  2: ECH
3:EIN  3:ME

2: DS¢

2: Ger

RFaAr k=232 20

20124 10 A

63T R—




QSAR Toolbox A —H—<=a7JL
ARA—FAHAF

(L 1 D0BIEITERD CAS BESAMFNTND, F1E 1 DOBENEROYEICBIEL T
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Document Single Chemical Chemical List
] N\ & £ a
DB

Name Structure Select Delete Query ChemIDs

| Filter endpoint tree...

Document

C(=0)(@)c1ccc(N(=0)=O)cc1 °b

Structure

Substance |dentity
CAS Number
Chemical IDs

122-04-3
Einecs Number:204...
p-nitrobenzoyl chloride
benzoyl chloride, 4-
4-nitrobenzoyl chloride
benzoyl chloride, p-

C(=0)(Cl)ctece(N(.

Chemical Name

Structural Formula
EPhysical Chemical Properties
[HEnvironmental Fate and Transpd

EEcotoxicological Information
EHuman Health Hazards

i) H5—a— FiHEMESHFOEBEERLET,
G BT LBERICEVVEEEAHY T, RERTSN-EMDT— 2 RA—R T
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» Profiling » Endpoint } Category Definition  » Data Gap Filling

21 Profiling (FRAZ7741U YY) EVa—ILOBEK

[Profiing (7O 274 1U>Y) | EDa—ILZ2EATEHE. MEOEEXIIMEFEREFICED
WTIEBRZIMGTEET . QSAR Toolbox IZIFHRE. CAFETICERSN-HTI)— CRER
BRETCTHRILEYMEZTMI 5-DICERSNI=HTT)— (US-EPA New chemical
categories) . OECDHPV 7RSS LTEHMlichizhT ) —%E) ~DRE. FAAH=X LA
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A7745—) 1| QLERI) X MAEFEFATVET, BEHNERICT IV XTHICFE,. TR 74
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el

QSAR TOOLBOX ?‘T m E
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Profiing Profiing Schemes

Structure

Substance ldentity
CAS Number 122-04-3

Chemical IDs Einacs Number 204
Donator(s)
ECHA/ECD
= Author(s)
Ths report describes the development of 8 new profiler - ey
o mechanistic crgani chemstry fragments (in the form of m“"w’m"&“‘m’d JohnMocres o
n stuctral alerts) for the bindng of crganic compounds to ¥e
= Disclaimer Website
B BHuman Health Hg bt e :'."21.C!';;‘i‘.f‘:_;?i—):i:‘.x;.‘.ﬁ:’.:-:—:t’:!:,‘;“:!"ft:;.:‘f -
- Options 401293 odf
oy Show boundanes Details
" (o S S -
: ¢ Select all Adopted QSAR Toolbox 2.0 beta, April
| | Unselect all Number of categories  §7
P8 0. 274, %) Number of heln file< R7
HosdiE =

FEAEDTOT7A45—I2DWTIE, AT 745 —D1D2FN\A54 FRERSET (1) .
View (R7R) RAVEHTE (2) . FHEEEHERZMBTEET,
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Profie Description

4 Isocyanates and Isothiocyanates
Isocyanates
Isothiocyanates

4 P450 Mediated Activation to Acyl Halides
1,1-Dhaloakanes

Benzylamines-Acylation
Formamides
Sulfonylureas
Thiazolidnediones
Thioureas

4 Michael addition

4 P450 Mediated Activation of Heterocydic

Furans
Thiophenes-Michael addition

3-Methyindole derivatives
S-alkoxyindoles
Akyl phenols
Arenes
Hydroquinones
Methylenedioxyphenyl
Polycydic (PAHs) and heterocydic (H#
4 Polarised Akenes-Michael additon
Alpha, beta- unsaturated aldehydes
Alpha, beta- unsaturated amides
Alpha, beta- unsaturated esters
Alpha, beta- unsaturated ketones
4 Polarised Azo Compounds

4 Schiff base formers
4 Chemicals Activated by P450 to Glyoxal
Ethanolamines (induding morpholine)
Ethylenediamines (indluding piperazine
4 Chemicals Activated by P450 to Mono-ald:
Benzylamines-Schiff base
N-methylol derivates

|| Structural alert: Acyl halide

4 P450 Mediated Activation to Isocyanates =

4 P450 Mediated Activation to Quinonesan |

Thiazoles -

(o]

A

R X
X = halogen
R = any carbon, hydrogen

Mechanism

An acylation mechanism has been suggested to be responsible for the ability of acyl halides to bind to DNA

macromolecules (Benigni et al 2008, Kazius et al 2005).

Gy — L,
ne’ya HC

L

Nu = biological nucleophile

Structural alert mitigating factors
e No mitigating factors have been reported

References
Benigni R et al (2008) Mutation Research 659, 248-261
Kazius J et al (2005) Joumal Medicinal Chemistry 48, 312-320
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4-nitrobenzoyl chloride (CAS &5 122-04-3) OFlZ5|EHmE/EALET, IRTOTAT 74
53— (1) #Fzv Y LIE=&T, Apply GER) (2 RE2VERTE RORYVYY—2iavy b
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» Profiling » Endpoint » Category Definition » Data Gap Filli

Profm Profiing Schemes

¥ E A

Apply New View Delete

rofiling methods Filter endpoint tree... 1 [target]
N c c
Preacfined
Database Affiliation Structure O
inventory Affiliation =0
CECT e *mical Categories )
S'ti R ASProfile
i U5 emical Categories
General Meganistic rEPredefined :
Bicvseg BioHC half-ife (Biowin) Aquatl; US-EPA EQOTOX
Bicdeg primary (Biowin 4) = Patabase Affiliation Bactenal_ mutagenicity ISS...
Biodeg probability (Biowin 1) Genotoxicity OASIS
Biodeg probability (Biowin 2) Phys-chem EPISUITE
Biodeg probability (Biowin 5) AICS
Bio Jeg probability (Biowin 6) Canada DSL
Biodeg probability (Biowin 7) DSSTOX
Biojeg ultimate (Biowin 3) ECHA PR
DNA binding by OASIS v. 1.1 —Inventory Affiliation EINECS
DNA binding by OECD METI Japan
DPIRA Cysteine peptide depletion REACH ECB
DPRA Lysine peptide depletion TSCA
Es'rogen Receptor Binding US HPV Challenge Program
Hydrolysis half-ife (Ka, pH 7)(Hydrowin) —OECD HPV Chemical Categories Not Categorized
Hydrolysis halfife (Ka, pH 8)(Hydrowin) L Substance Type Discrete chemical
Hydrolysis halfife (Kb, pH 7)(Hydrowin) y . -
Hydrolysis half-ife (Kb, pH 8)(Hydrowin) — US-EPA New Chemical Categories Acid Chlorides
Hydrolysis halfife (pH 6.5-7.4) H=JGeneral Mechanistic
Ionization at pH = i —Biodeg BioHC half-life (Biowin) Not calculated
v ti t -
= et | Biodeg primary (Biowin 4) days - weeks
TR e — Biodeg probability (Biowin 1) Does NOT Biodegrade Fast
— Biodeg probability (Biowin 2) Does NOT Biodegrade Fast
- SclectAl U"se‘““u — Biodeg probability (Biowin 5) Does NOT Biodegrade Fast
Il Documented = — Biodeg probability (Biowin 6) Does NOT Biodegrade Fast
= gzz:::::g m’i;";;;ar:e':;ﬁ::m — Biodeg probability (Biowin 7) Does NOT Biodegrade Fast
[l Observed Rat Liver metabolism — Biodeg ultimate (Biowin 3) weeks - months
[l Observed Rat Liver S9 metabolism - Radical
M Simulated Radical >> Radical mechan
Il Autoxidation simulator Radical >> Radical mechan
Il Autoxidation simulator (akaline medium) SN1
Il Dissociation simulation —DNA binding by OASIS v.1.1 SN1 >> Nitrenium ion forma
Il Hydrolysis simulator (acidic) SN1 >> Nitrenium ion forma
Il Hydrolysis simulator (basic) & SN2
=~ - SN2 >> Direct acylation inv
QAID s NMirant ancdatinm ime
[
KExaAv k=232 20 10/37R—

20124 10 A



QSAR Toolbox A —H—<=a7JL
ARA—FAHAF

SESFEFLRTATFA5—I2& Y. HRIEFEMENEDA RV MY —IZHFEL. EODTTY
—ICEARTEME VS EERMLBEENN DMBALAIZHEY FT ., HlZE US-EPA New
chemical categories A 731 —IZ &k B EHEDILELTI— (BN\OST e IZIXHZIEE
MENZELTVET, BEDTAT 7MY VITHR (1) 23TV Vv TbE. JdFLEE
NENMREDERA D ZZALIZHBESNRRL, BLUBEET HILFERICICET 2ERERICT
DERATEET,

Acid Chlorides
QSAR TOOLBOX Sordaries [Tramngset
@ %) 9 o
Profiling Profiing Schemes @) "@
$ E A ) s
=2
Apply New View Delete if.)"
Profiing methods ‘Metabotam
Smdator
S—
e Mot
Predefined o) p
Database Affikation
Inventory Affiiation
OECD HPV Chemical Categories
Substance Type
US-EPA New Chemical Categories
General Mechanistic
Biodeg BioHC halfife (Biowin)
Biodeg primary
Biodeg probabiity (¢
Profie Gescroton Pt Commrts
T otal selow are
Category: Acid Chlorides Environmental Toxicity E ?’uﬁ,’ B _" .
Caton
v.L Definition. This category includes carbonyl chlorides (R-C[=O]C) and .:(: eyt v ik X okymers ( Mocomers)
DNA binding by OECD sulfochlorides (R-S[=O]CY) where R may be either aliphatic or aromatic Ery: R s hocy sl Patstes
Touxicity is limited by the fact that this class of compounds hydrolyzes and
DPRA Cysteine peptide depletion also, probably, i the octanol water partison coeffcient (Kow) is above a
& DPRA Lysine peptide depletion log Kow value of 8. It has been assumed that these compounds need to be
absorbed to be toxic, therefore, compounds with MW's > 1000 will
Estrogen Receptor Binding probably be exchuded in the futae wrﬂuumvscunﬁmdv\‘lh 1
Hydrolysis half-ife (Ka, pH 7)(H B = Loyt information._Howa, i s needed to confinn this
:vg- aE:::e E:; Z: i;?:{ ) tSubstance Type Discrete chemical
y alf-ife (Kb, ydrow < .
Hydrolysis half-ife (b, pH 8)(Hydrowin) US-EPA New Chemical Categories Acid Chlorides
2 Hy al 6.57. eneral Mechanistic
& Hyd ifdife (pH 6.5-7.4) G | Mechanist
;mmo" atpH =1 Biodeg BioHC half-life (Biowin) Not calculated
4 Ionization atpH = 4 s P B
Biodeg primary (Biowin 4) days - weeks
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» Profiling » Endpoint » Category Definition » Data Gap Filling

3.1 Endpoint (LY FRS U F) EVa—ILOBEB

FEndpoint (LY FRA U bF) | EDa—ILTlE, T—IR—ANEREREZWMETETET,
QSAR Toolbox Version 3.0 [Z1&, & 3-LITBIRT H2ZHDT—IR—XDBEFENLTVET,

F31: FLOMDAVAP=LENTNET—EIR—REABTDEHA

T—RR—X NE: ERER
Aquatic ECETOC KEEMH
Aquatic Japan MoE KEFH
Aquatic OASIS KESM
Aquatic US-EPA ECOTOX KESH & EWiRE
Bacterial mutagenicity ISSSTY BIRFEARALE., 2BHKEE
Bioaccumulation CANADA KEEYDEYMETE
Bioaccumulation fish CEFIC LRI BEODEMER
Bioconcentration NITE EMREHERE
Biodegradation in soil OASIS TEPDZESEME
Biodegradation NITE HES R
Elota-Sedlment Accumulation EMRIERETEES (BSAF)
actor
Carcinogenic Potency Database " U
(CPDB) EHEB B
Lprenogeniclly & mutagenicly. |z mmymi= BT 5 RMRBIE AT v 1
: . RIFFRIGET v A ICEDVEORTAUE
Chemical Reactivity COLIPA U SO ORDIET 37 —4&
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Dendritic cells COLIPA

2007 viAIcEETBT—4 : b MERKE
HALEER (h-CLAT) & Myeloid U937 B2 8 REAE M3
B (MUSST)

ECHA CHEM

ECHA CHEM T—4 R—X [ZI%. BN calEE =

FEA SN-IEEYEICET BERAESENTL

x93, COIEFHRIE. REACH HEIO#HEAFDE ET
TENSERMEFERT (ECHA) ITIRHE SN =-%8%
BREHEICHELTVET . HLEWEICEAL TH
FATZ5EHMDEIL. REACH THESIATLS1E
WMEHICKH>TERYFET, BRI MEDEES
NEWFE . TEIZDERFRZBETILEND
UEd,

Estrogen Receptor Binding Affinity
OASIS

TR FOSLSERAREEMME, TR 54—
SN & LB LT ARR B A A BRI S LTRS
*Lij—o

Experimental pKa

pKa fE

Eye irritation ECETOC

7Y X OIRRIHE

GSH Experimental RC50

T AT IVAINREIC &K 2 IREMHITF A —ILRIESTE
REFHI~NDRIE

Developmental toxicity ILSI

SESTELHEADRREEFDOI Y FRA U MIH
(T 5 REEENRICET SRERIET—4

Repeated Dose Toxicity HESS

RELESSMH

Hydrolysis rate constant OASIS

PHEEET TOMKIEICET S2ERBRT—4

Cell Transformation Assay ISSCTA

4 DD EERBRT v A ICET ST —4
SHE (pH 6.7 & pH7 LlL) . BALB/c 3T3,
C3H/10HT1/2, LU Bhas42 7 vt A

Keratinocyte gene expression
Givaudan

EC1l5. EC2. BLUEC3 (JLvTJxS5—EFES:
15fF, 2f&, 3EICEMSEZEE)

kM database Environment Canada

KEEYDOERRRHICET SEFRREREEEHR

Micronucleus ISSMIC

EHHE Y DERR/NMERARERFH AR

Micronucleus OASIS

HHE Y DERR/NMERARERFH AR

MUNRO non-cancer EFSA

NOEL. LOEL ¥—%

Genotoxicity OASIS

BIEEMDORBRER

Phys-chem EPISUITE

WELFHEE

KxaAk/N\—232 20
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Rep Dose Tox Fraunhofer ITEM

RERSEHMHE

Rodent Inhalation Toxicity Database

Zv FRARBROT—4

Skin irritation

RIERHMEHERIC & 5 —REBRIBIEH

Skin sensitization

RIEH & ORI

Skin sensitization ECETOC

R B RRAFE

Terrestrial US-EPA ECOTOX

BEAESE. MELBYSE. BLUVEYIRE

Toxicity Japan MHLW

HESEHHR E EER TR

ToxRefDB US-EPA

BiEEN. RESHSIVERESERAR

Yeast estrogen assay database
University of Tennessee-Knoxville
(USA)

178 -T R b5 DA —ILDERHIEGEFHEIR

SEITFELAATOEBRT—FICEDOVT, HILLWT—EAR—XDEH®D QSAR Toolbox
Version 3.0 "R EhFEL=, COT—ER—XADERKIZ. HONLOEEINATWEZIUFR
RAEYY—D/ —FOBERIZA>TULET,

T—EAR—RIE. LTD4DOEXEI L aVICHEENFET,

o MELZEMEE

o REPEGHELUBE
o HREEHMRER

e EMEEREZE

QSAR Toolbox Version3.0 ICREIN=TARTDT—EIR—RDNy5—CFR 1ITRLET,

KxaAk/N\—232 20
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Databases
[ urscectss | mere | soo |

I Physical Chemical Properties
B Chemical Reactivity
B ECHA CHEM
B Experimental pKa
B GSH Experimental RC50
B Phys-chem EPISUITE
I Environmental Fate and Transport
Il Aquatic US-EPA ECOTOX
B Bioaccumolation fish CEFIC LRI
B Bicaccumulation Canada
B Bioconcentration NITE
B Biodegradation in soil OASIS
B Biodegradation NITE
I Biota-Sediment Accumulation Factor
W ECHA CHEM
B Hydrolysis rate constant
B kMdatabase
B Phys-chem EPISUITE
[l Terrestrial US-EPA ECOTOX
B Ecotoxicological Information
I Aquatic Japan MoE
I Aquatic OASIS
Il Aquatic US-EPA ECOTOX
Il Aquatuc ECETOC
B ECHA CHEM
Il Terrestrial US-EPA ECOTOX
B Human Health Hazards
B Bacterial mutagenicity 1ISSSTY
B Carcinogenic Potency Database CPDB
B Carcinogenicity&mutagenicity ISSCAN
B Dendritic cells
B ECHA CHEM
B Estrogen Receptor Binding Affinity OASIS
Il Eye Irritation ECETOC
Il HESI developmental toxicity
I HESS Repeated Dose Toxicity
W 1SSCTA
M Keratinocyte gene expression
B Micronucleus ISSMIC
I Micronudleus Oasis
MUNRO non-cancer
W Oasis_GENOTOXICITY
RepDose Fraunhofer ITEM
Il Rodent Inhalation Toxicity Database
B Skin Tirritation
B Skin Sensitisation
B Skin Sensitisation ECETOC
B Terrestrial US-EPA ECOTOX
B Toxicity Japan MHLW
B ToxRefDB US-EPA
B Yeast esrogene assay database

X 1

BET—AR—ADERFEREIMFT SI2E. T2 XA—RADAFZERRLTH S (1) . About
REVEIIVYILET (2) &

FEaArbknN—232 20 15/37TR—2
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e——
QSAR TOOLBOX @ eh 100
» Input » Profiling » oint » Category Definition  » Data Gap Filling

Delete
. ES L 4

tabase  Inventory Database

W Human Health Hazards

Databases J dpoint
T T Y e
-]

Y

Database Name Skin sensitization
Short Description

Skin i d includes two datab

1 OASIS Skin Sensitisation includes 876 chemicals tested by Local Lymph Node Assay

(LLNA), Guinea Pig Maximization Test (GPMT) or chemicals from the BfR list (Kayser, D., E
Schlede., 2003). For 102 chemicals more than one skin sensitization data is stored in the datab

P

Based on the ob: d skin effect the are cl d in three classes
Class 2 - strong sensitizers. These are chemicals with EC3 < 10% in the LLNA test, or
showing positive response in more than 30% of tested animals in the GPMT or classified as
significant contact allergens by BR (Category A)
| Donators
Unilever, Procter & Gamble; Org
(OECD)

A—H—lF, T—ER—RADBHDEIZH B RV I REFIVITHIEITELT, T2 &M
BIBT—ERN—REERTHENTEFET,

HREFMEICEHL TG ST -2 AREEVEDT—E I M) v I RIHEASAES
(TOBIESR) . A—HF—AHREENEDEUNEERR L-BSE. F4ETHHRT S &
S BIRLET—EA—ADOHERNBFHICIFSN, T2 M) v I RZBMESNETS,

3.2

4-nitrobenzoyl chloride (CAS &% 122-04-3) DOl #5IEmEFEALET, 1—H—[&, BEX
KEBMEEICET IRBRIERICFHIBT 52 EMNATEETT . T/E. 2 DDT—HA—X (Skin
sensitisation ECETOC & Skin sensitisation) [CBAESICBEIT 2EBERNEENTLET,
ZDRH. INbDT—2R—R (1) OHZEEIRL. Gather (IRE) K2 (2) WL THE
REBWBLES,

FEaArbknN—232 20 16/37TR—2
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QSAR TOOLBOX 6 x %’.5

» Input » Profiling » Endpoint » Category Definition  » Data Gap Filling

Tautomerize

Human Health Hazards
[l Bacterial mutagens

[@Substance Identity
@Physical Chemical Properties
Environmental Fate and Transport

No data found.

Inventories

HERLEYEICONTIE, BRERICETIERT —EAFELLGV SO, T2 EREEIhFEE
Ao

DTy RRA Y ML TRERT -2 ZAFTE SN HERT H58F, EREENEFTh T
PMDT—EN—REERL T, RRZBHRLEY,

FEaArbknN—232 20 17137 R—2
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QSAR TOOLBOX @ Cia %»w

» Input » Profiling Endpoin » Category Definition » Data Gap Filling

oata Import Tautomerize
&

Database

Fiter endpont tree..

Structure b

L0
chem El EISubstance Identity
Environmental Fate and Transport ysical Chemical Properties (1/1)M: 75 °C
ARRIC SIS nmental Fate and Transport
al Information (13)M: 5 mg/L, 5mg/L, 5 m

—Acute Toxicity
HECarcinogenicity
HEDevelopmental Toxicity / Tel
HGenetic Toxicity

(1/1)M: Positive
With S9 (1/5)M: Positive, Positive, N
EWithout S9 (1/8)M: Positive, Positive, N
HHDNA Damage and Repair Assay, Unscheduled D

—HFDNA React. (Ashby Fragments)

HHIn Vitro M: lian Ch Ab Test
HFMouse COMET Assay

L@ Sister Chromatid Exchange Assay
in Vivo

— Immunotoxicity

FT—RYY—EBBTHIE. YU—D/—F ([H. @) #2Uys LTHBEILET. 2D
BITIE. Ames ZERURBOBRISIAFINET,
ELBBIZH S TFilterendpointtree (T2 FRA VMY —DT4)LR) | +F 3> (2) &&E

AIhiE, BRAHLERET CICRETEET, FIZIE. £YEORA. #FH. T2 FRA >
FaEZEAAL, BRRENFT—2ERTLET,

T—AIRN)YGRDEILEZT TV ) v o T5HE, ABRERICEHT 2 EMNEREAFTEET,

FEaArbknN—232 20 18/37TR—2
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QSAR TOOLBOX (C) T m i)

» Category Definition » Data Gap Filling

Tautomerize

<]

Environmental Fate and Transport

Postive (Gene TA 100 CCRS Bacteral reverse 0252011 n Vero
mutation 1) database Tox mutation assay
net databases (e.g. Ames test)

]
=
/]
]

Postive (Gene Postive (Gene TA 100
mutation 1) mutation 1)

[§] 4. Positive, Pasitive
(172) 0
(1/1)M: Negative

(1/1)M: Negatve

(172)M Positive, Positive
A Namana and Danair Accau |inerhadulad N

& Human Health Hazards
[ Bacterial mutageniaty ISSSTY
[l Carcinogenic Potency Database (CPDB)
[l Carcnogenicity8mutagenicity IS
B Cell Transformation Assa CTA
[ Dendritic cells COLIPA

[l Developmental toxicit N s —, — ey
Wi e ROES2—ILISECHIC, ROBTHHAT HREE
[ Estrogen Receptor Binding Affinity OASIS

Il Eye Iitaton ECETOC BT 5012, T—ER—XDBEREZBEEHBRIERD
[l Genotoxicity OASIS

[l Keratinocyte gene expression Givaudan A \ - S — | — N

[l Micronudeus ISSMIC Eszn—cb 67- 9/\ X‘& Jt‘y Fj_é;téjb&b
B Miconudeus Oasis

Il MUNRO non-cancer EFSA &) L/ 35 T o

B Rep Dose Tox Fraunhofer ITEM

[ Repeated Dose Toxicity HESS

[ Rodent Inhalation Toxicity Database

) irritn bimm

in sensitization
n sensitization ECETOC
. e ~~teial | ISFDA E=0
B Toxicty Japan MHLW
B ToxRefDB US-EPA
[l Yeast estrogen assay database University of Tenr§

FEaArbknN—232 20 19/37TR—2
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4 ATIV—ER

® i T

» Profiling » Endpoint » Category Definition » Data Gap Filling » Report

4.1 Category definition (hT7IJJ—FH) EPa1—ILOBEW

Category definition (AT IV —EHK) | EDa—I/ILTIE, SEIFH MEUME] GFEMNYG
ERA DX LRITEARE, ELCIIBERLEL L) OREICH>TEEYMEZ I IL—TIC
PETEFET, TOEH. YL—THATET—E2F vy v T2 Y—FF7IVORORLYRTFYD
ATHETEFET, BIRIE. KELGA URY N —NTIE, KESHOERKFICH > TIEEY
BENETEET, HHLE. BEMLGI VRV ERKEA DX LPRESNI-RHRILEHED
5. ACEAAN=XLEZEL, ZERERNAFTEZLHELMWEEZRODITohET, —HOF5E
ERICET AMEFERIIR 41 ESBLTLESL,

=41 EEICET A EIER

SEE

— IR AR ES £

CDRFEEIZIL. DNAHESICET S hTT) —F =Tz
DNA Binding by OECD MEENEENTULET, COAEIEICEESEEDT Y
FaRA > RZELTULWET,

COREEEICIE. DNAKESICET SHhTI) —F=(FeF

DNA Binding by OASIS V.1.1 BMEENSENTINET,

ZOTaT7AILE. REBEEOEETHEHRRER

(adverse outcome pathway : AOP) D3R4 & BE&E L TIERL
ENTVET, RTIF FEEHHRER (DPRA) M ifEoh
FT—2ICEDVWTHESNZBLDTT, DPRA 42 2/X
VBEERIGT HILZEMEDHREZFTME T AREHET v A
TY,

DPRA Cysteine peptide depletion

FEaArbknN—232 20 20/37TR—2
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DPRA Lysine peptide depletion

ZDTAT7AIIE. REREEOASHERIRRZE (AOP)
DEZELEELTERINATVET, RITF FEAHRER
(DPRA) oG ont=T—2IZESNTHESIAI=ED
TY, DPRAIZZ VNV B ERIGT HILEMEDHEREEET
s 2REHE7 YA TT,

Estrogen Receptor Binding

PMEEICIZ. TR MO UZER (ER) #HEDEKRM
BATIY—DEENTNET, COAHEIE. AERKIUV
HELEMMDEBEE T Y KR4V B LTWVET,

Protein binding by OASIS v.1.1

DREEEIZIF, 2RV EREICEST S HTI—F
lat’H:%JiFB’fﬁ%’f%fJ\a FNTLEY,

Superfragment

CDNEETIE, BFREEA SN -HRKOREFHAZREELE
T CORAETAEMBHORLIILEYEEZRTET HD
[CHELTWBEH, NAATRLSE)T A DEEELHE
RIHDIFERATEET,

Biodeg probability from 1 to
7(Biowin)

NS EEYMEDEYMHEEICEET S EPISUIT 7RSS
Lo EINf-ETILTY,

Hydrolysis half life (Ka) at pH7 and
pH8

ZN5IEHYDROWIN [IZEDS W70 774 5—T. 2
il BE AN 7K 7> AR FE TE B & A L THnoK 9 R D 33 A % ST
LET, BAMEMKIEREREERICISFRAAGpHT &
pH8 TEHELZET,

Hydrolysis half life (Kb) at pH7 and
pH8

ZN5EHYDROWIN [ZEDW =70 774 5—T. &
RS INK D AR E E S E L TnK 2 R0 3R % 51
LET ., BAMEMKDEREERICEDFERIATpHT &
pH8 TEHELZET,

lonizationatpH 1, 4,7.4,9

4, 74, B&

hon7ao7745— tﬁsifép=
EGEE (44216, %)

VI TAF UEESh=-0FEDS
EERELFET,

IV RRA Y FEROSEE

Acute Aquatic Toxicity MOA by
OASIS

NFEETIE. 1997 E X YRICT 7Y FAYKE/—T
HERSNT-EEMEICEDONT, AKkESE (FEH)
AAD=ZRALICE>TIEEMEEZRELET,
COHEIIEFICEAMKESFSETI Y FARA U MIBEBLTULE
ERS
CDHEETIEITI7Z7Y ANV R/ —HOoDERA DXL
DHMNEIRENDT-6, BEKESHICEAET S0 D38
EEHAEHOETOFEANZRETT,

KxaAk/N\—232 20

20124 10 A

21/37TR—%




QSAR Toolbox 1—H—< =2 7JL

RAB—FHAF

Aquatic Toxicity Classification by
ECOSAR

ECOSAR [JMLZEME I SR ZRET 1=DDRWETT,
FIKEFEET Y FRAV MMZBLTOET,
COHFERIZRLBNGEBRNIBVETHLS=H. E<LD
BERRSNESHETT,

Acute Aquatic toxicity Classification
by Verhaar

M RFEEMEICET ARBRERICE
M EETY .
EKESET Y FARA Y MZELTWE

CDFHEIX. 1992 FFTOE
DL RGHEIZ & BERGS
CDFEIFFIZE
ERS
COFEFLELGRIGEY SR (FiEEG, FEDHS.
RIGEDE L., FEMIERT HEFEYE) OAZRL
TWaT=8, RMKESHICEET 2O EELBHE
HETOERNRETT

Bioaccumulation — metabolism
alerts

NG 2 DODREET. KEREREFAITICHAREINT:
HERRNEIEICET 5BCFBAF ETILCTHERAINZEET S

Bioaccumulation — metabolism half
life

- I\ I:%’jl;\—c L‘ij—o

ChoDHTEEIEREFIC, £ERBED)—F7V0RTiE
FYEENTEIHEEICEEBELZREE T HDICEL TLE
TO

Biodegradation Fragments
(BIOWIN MITI)

CDREEEE. BESBRECET HEET T — FZE DL
TWEY,

Carcinogenicity (genotox and
nongenotox) alerts by ISS

NIES5DEETS— b (SA) OYRKMZEDWNT, H
M EIMET 570 —Fvy— & LTHBELET, TDS
5, 35(% Toxtree ED a—IILMWSIREL-H DT, 20 (XF
FZICEHEINF=3DTT, HLLWSADIZELEAEITIEER
EUREEICETLIIOTTL., FHURX FD SAILEIC
BioslEREENI—FESInEHDTY, REMICET
5 SAL. IEEMEOREFTHICEET LS ENHMbNT
WANFEREFIBO/EETT . P FEEICHARATE
NTWBHSAN 1 DLUEREINS L., ELEVEITEBEN
BEREEOISUTNEEINET,

DNA alerts for AMES, MN and CA
by OASISv.1.1

SEEEIZILZ. DNARED AT I —F =T EMFE
NEFENTUVET, COFEIBEIZEGEETIY KR4 >
MZ@BELTULWET,

Eye irritation/corrosion exclusion
rules by BfR

DHEEEE, BREMES X VREICE L =B a0
ﬁ%ﬁlﬁomruiio

Eye irritation/corrosion inclusion
rules by BfR

DHEEIE, BRIBEER-IIZRBICETSAEBET S —
I %’DL\'CL\i'é’O

KxaAk/N\—232 20
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in vitro mutagenicity (Ames test)
alerts by ISS

ZDTAT7A5—IL, Toxtree VI kD7D
Mutagenicity/Carcinogenicity (ZEFRM/FHEMS) P2
—LIZEDVWTWET, CNIE30DEET7T— b (SA)
DY A KZEIDNT, invitro (Ames RER) ETERMEZEET
fidHREARAE LTHRELE T, ZTERMEICET S SA L.
LEMEOEERMEFEICEAET S LAMBNTILNS S
FEREFIIMIEETT ., FFBEICHARAFTIATL
H5SAN L DULEREEINS &, EEYBICBENGER
FREDISITNEESINET,

in vivo mutagenicity (Micronucleus)
alerts by ISS

ZDFTaI7745—IlE. Toxtree ¥V 7 k2 = 7® ToxMic JL
—JLR=X[ZEDVTWET, CDIL—ILR—XI[E, BE
MEERNERZEMEDOFTHR IV —=2FICET 5
BDEETS—hF (SA) DVRAMERHELET,

Keratinocyte gene expression

ZDTAT7 745 —IEREREEDEEERERZE (AOP)
NDEZELBAELTEREINATLET, Zhid KeratinoSens
TytaAhoBont-T—2IZ&VTHEIN-LDT
HY. COT7IvEAIEIFEILE bS5 F U HBIZREMIC
BASINTIZE b AKRIC2 ERZFD ARE DE—DIE—IC
HfEIhdILY D 5—FELR—4 —BEFIMMLEMEIC
KO THBETHUHEMEERELET,

Protein binding alerts for skin
sensitization by OASIS v1.1

CONEEEICE, BNV EREOHTI) —F=FEFE
RIGEBNEENTNET,
CDHERIIFFICKES & UFRHZEE & RMEKESMECE
LTULWETA, FEBESHICIELTOET,

Oncologic Primary Classification

COREEE, BEEREVEICET HEFHNIBEOBEE
HECEISVTWLETS,

Skin irritation/corrosion exclusion
rules by BfR

COREEE, RERHMES S VERICE L -YEILFEY
HRREEICESVTLET,

Skin irritation/corrosion inclusion
rules by BfR

CODEEIE. RERIBEFEILZRICETIEET 5—
FMZEDWTWET,

RERM DA

Chemical elements

7O 7A45—IZIF, 18 FIIL— TR SN -FHR
DIEERTENTRTETATLET,

Organic functional groups

AHEREE (OFG) AT LK., KEET—ER—ZAHD5
ERILEYMDOIESELHERIUHEEHEETI ST AV F
D—HOREELIVERIEEZEAL., BEMICELLZIE
B ERIET A-OIZHTShTLET,

KxaAk/N\—232 20
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OFG &R LEMEMBENTLNS OFG (ARF) . Z0
EUE. OFG (—) THNZRIEPWEICAENHEEL
o MERTERRSNETH, OFG (AMF) TIEKELVER
Orgaric funcional groups (nested) [ 2 A & h 4t Ao 20Tt
OFG (ANF) YRTLD NEHE] EARRICIIHFLWE
BEEMELET.

Unstable tautomer (FEZELEEEMREK) 0774 5—

Tautomers unstable @~3@@;Uﬁﬁ@ﬁ%iﬁ%%ﬁt@?éﬁﬁ?—@
BLUERTEICEOVWTHEIATWET ., FRERE

TEEFEEX. BAHTIT)—ELTRRTENET,

yi HRICEMEOELUYEEBRETHHEEIE. TRI74 IV TOHER (F 2 BEE25HR)
LR THRBELAENRESNET . UTOEZHBOLET,

o XRIELEVEICEHIT IRHEDEAADZIALXIEAKELRESL, RAEXROT Y
FARA D MIBELTWAIGESF, RACERA DX LRISIEREFOILENEERET
2LEBBOLFET, RERBRERYADICE., BENICRLELTHILEMEZRN
LET,

o XRELEVEICEHIIFEDEAA D IXLXIEAKEIEESNTELT . RAEX
ROIT Y RRA D MBELTOWEWNEEE, IRIEFEYEICHEENICBE L =LE2HhE
ERRTDHILEHBOLFET. REBRERYACICE, BEDERAN=ZXLRIF
ERBFDIEEMEZRNLES,

RFaAr k=232 20 24/37TR—<
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Data Import

p = el FELUMEDKRFEIL, EIRL - Databases (F—4 X—
Sefer dmert IUCLOS =eert R) [ZRTREINTWRIEZEME £1-1d Inventories (A

Databases

URYPY=) [LRFEENTVNES VR b Y—TE
B Pyl Chomtond Fropesties FE&NET, HlzIE. TSkin sensitisation ECETOC |

# [l Environmental Fate and Transport
Il Aquatic US-EPA ECOTOX

M Bioaccumulation Canada 3‘3 & U rSkln sensitisation ] 7_"_ 9 R—R DH %E?R
[l Bioaccumulation fish CEFIC LRI
- T5HE. INLDT—EAR—XATREREEICET S
M Biodegradation in soil OASIS
= S:z::gsr:;:nhei: :::rcimulation Factor US-EPA 5%%%7—_“_ 9 h§$ljm —G % 6 1t$%,—§0) H ': i‘:l- l-’ —C ﬁﬁﬂ’\l%
Il ECHA CHEM N
[l Hydrolysis rate constant OASIS E*ﬁ% 75‘%'”- 3 ;h' i _g- o
Il kM database Environment Canada
B Phys-chem EPISULTE .
Il Terrestrial US-EPA ECOTOX FEHkIC. BRRFTIEEYWEA ARV N)—IZH KT S
[l Ecotoxicological Information
M Aquatic ECETOC < = | . .
- LHTEET, HlRIE. TCarcinogenicity &
e, mutagenicity ISSCAN| & & U [Genotoxicity OASIS |
Il ECHA CHEM . . . .
I Terrestrial US-EPA ECOTOX T—HAAR—X L lCanadaDSL] 4 RV M) —% &
Human Health Hazards
RI % &, QSAR Toolbox [(FTN D 2 DDT—4E AN
Inventories
—REZDA IR M) —THEUMEERERELFET,

M aIcs

M Canada DL

B COSING

M D55TOX

B ECHAFR

M EINECS

M HPVC OECD

M METI Japan

B REACHECB
e

M Us HPV Challenge Program
M USER DEFINED

| AT3)—FEEZERAITEITEAR—ZABEIWEEIZSA R B —%ZRIRT BH5EZ.
UTDOIEZEZH8OLET,

e HREDIVFRAVIORBET—FELDELUMELITZREZVERIE. ThodI Y
FRA D BT HREPEFENTVNET —FIN—RADAZERL TS, 1A
R —IRERLGEVTLESLY,

- EBRHERLCLOBLUYEIRE-VEER. IRIEEVEDBELRRICT—2F vy T
HENTE DO, BYEA AV MY —HFIRL TS,
0 A4 R k1) —IZIE 5,000~100,000 DMENEENTVET . 1 VRV ) —% 1 DR
REEICEBMT 5 & BERBARCBYET,

FEaArbknN—232 20 25/37R—<
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4.2 i

4-nitrobenzoyl chloride (CAS & 122-04-3) OflZ5|IEHxEFERALET, BMIE. V—FT7 5
AXTT—2FX vy THTEETH-OIC. BERICEATIERERNHLIBLUMEZR DTS
&ETY,

FDESY ., TAT74 ) VI HRICE > THUMEZRET IRELFENRFYVET, B
FEREAEMEICE >TRIERL IO T 74 5—IF Tprotein binding (4 > /8Y B#EE) | T, 7
A774) v 7HRR (B28Z25R) Mo, HREEVEFIREDERA DXL (HILKRUE
DNBAFT LT VILADRKER) ITE > TR VNV EICHETEDILMHALMIAY F LI
ZDEH. RORATYyTELT, ALERAADZILTE NV EIZHETSE, BIEEICET S
ERERNMATELLEMELZRRT D ENRETT ., 32HITRT LS, BULT—42
R—XT#&H5 [Skin sensitisation ECETOC] & [Skin sensitisation] Z:&IRLET,

BT, ROR—DTHEERT D& 512, BEYL2EEE [Protein binding by OASIS] (1) %:#EiR

L. Define (&) R2 > (2) #LFET, Ry TT7vT D4V RITRET S HTI)—%
BIRTDBELSERINBZDT, OK (3) ##H]LET,

FEaArbknN—232 20 26/37R—<
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5 a0 - 01610"
QSAR TODLBOX & I3 E- H {0100

» Input » Profiling » Endpoint » Category Definition » Data Gap Filling
a Categorize

¥ =

Grouping methods Fiiter endpoint tree...
DPRA Lysine pep.de depletion

Estrogen Receptor Bu ding o
Hydr: halfdife (Ka, p.* 7)(Hydrowin)
Hydrolysis half-ife (Ka, pH 8,M Structure O

Hydrolysis half4ife (Kb, pH 7)(H
Hydrolysis half-ife (Kb, pH 8)(Hydrow™) 5
Hydrolysis halfife (pH 6.5-7.4) . =

asaton st = —EGenenlc Toxicity
onization atpH =4
onization atpH = 7.4

1 amie

Acylation >> Direct acylation involving a leaving group
Acylation >> Direct acylation involving a leaving group >> Acyl halide of carboxylic add

Superfragments
Toxic hazard dassification by Cramer (original)
Toxic hazard dassification by Cramer (with extensions
Ultimate biodeg

Endpoint Spedific
Acute aquatic toxidty dassification by Verhaar
Acute aquatic toxidty MOA by OASIS
Aquatic toxidty dassification by ECOSAR
Bioaccumulation — metabolism alerts
Bioaccumulation — metabolism half-ives
Biodegradation fragments (BioWIN MITI)
Cardnogenidty (genotox and nongenotox) alerts by I
DNA alerts for AMES, MN and CA by OASIS v.1.1
Eye irritation /corrosion Exdusion rules by BfR
Eye irritation/corrosion Indusion rules by BfR
in vitro mutagenicity (Ames test) alerts by ISS
in vivo mutagenidty (Micronudeus) alerts by ISS
Keratinocyte gene expression

m | »

T | [2'™ation / Corrosion

<)

RIZ QSAR Toolbox T, MRILEMERML R VNV EREADZZALAHY | LIFIRIRLF=T—
BR—ATT—RZAFTELHLEYEZRELET ., COFITIE, 9 2DHEE (HRILEVE
ZEL) ABRBEINFET,

Document

et o e |~ BYIZ, AT T —QBRARTES . AFTY
— LB AMEOMLERINET,

QSAR Toolbox M5, BfGT ALY RikA > FE&BIRT LS BEMICERSINET, HFEDNT
YERAV b (COBEIEREREN) ZERTEEFT L, TIAHILEITEITRTOIY FRA
DhDT—AERMBTHILENBIRSATVWET (TRRZESER)

@) All endpoints () Choose... from Tautomers

FEaArbknN—232 20 2737 R—<
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COBITIE. 1 2DTY RRA Y FOHZET HEBNEFN TS T —FA—XFEZITHERSE
NTWBH, EE6DFTLarTELRICERMAFONET,
BUMEICET IRBRERNT 2T Y v I RIBAShET, HEOERBFEREMSEIT BIC
F. T2 MUY I RTHETDEILEFTLY YU LET,

L4 B

» Data Gap Filling

Filter endpoint tree

v ?@2 °"©> | rf,_/-'

Genetic Toxicity

IBactenial Reverse Mutation Assay (e.g. Ames Test)
£1Gene Mutation
ESalmonella typhimunium

Positive (Skin Strongly positive Skin Regulatory LMC.BUL
sensiisation I (Skin Toxicology and
(ECETOC)) sensiisation | Pharmacology,

(Oasis)) 48:225-238

t+— Neurotoxicity
t—Repeated Dose Toxicity
HESensitisation M: Positive M: Positive N

HHToxicity to Reproduction

RIZ. TFilingdatagap (T7—2F v v THT) | EDa—ILICHEL I ENTEET,

FEaArbknN—232 20 28/37TR—
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5 F—8¥vy THE

2 & i T

» Endpoint » Category Definition ) pata Gap Filling

5.1 Filling datagap (7—42 ¥+ v 7#5%) EPa—ILOBEK

[Filling Data Gap (T—4# X+ v J#i5) | EPa1—ILOBMIE. 3BEODT—2 X+ v T
Y—IVIZFHO+ERTBHZETT,
e Read-across (J)—F740OX)

e Trendanalysis (LY F7F+ 1) R)
e (Q)SAR models ((Q)SAR ET /L)

J—R72BREMLYRT7FIVIVRTIE. T—EI M) Y RTAFAREGHRREEZERALTT
—AX vy TEMHTELET. T(Q)SAR models ((QSAR ETJ/L) 1 TlE. QSAR Toolbox [Z#ft
BEINEAEBQ)SAR ETILDSA TSV —IZ7IEALET, KRITIHEL. UTOEEREE
BRELT, REGT—2X vy TAHZXLEBIRLTLESL,

e U—F7/0RF HROBEISBRESNATND (BiE. BHE. HEFELGE) | KE
REMPEREREGZED TEMHMNE] TURRAY MIBELEZT—2X vy THTET
9. T, ERERZET2EUMENDBLHIERSALGNGEEE. TEEWIUFR
RAU bl (BEED 96h-LC50 74 E) MY —F7 U RREHEDLET,

o FERERFE OZHOBLUMEINERINDEGEIE. FLURTFUIAN IEENT
VRRA k] (BREED 96h-LC50 5 E) [CBELET—4 Xy vy THEEICHYES,

o XNRILEMEDBEYLELUMENROAMALLNMEEX. T(QSARETIL] ZHEHALT,
T X vy THEFITIENTEET,
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52

BEDEAA D XLXIFEAMFICH > TEUMBEORREEETLBEIE. IRBLUVEM
LB IR —DEET DEAA D= XLB L VEA#EEZIFS ET . 4-nitrobenzoyl chloride
(CAS&EE 122-04-3) #HIT7—0 7O0—DOHBAZELUTICHEITES,

BINZRLIz& 512, QSARToolbox IZk > T, RMERILEMELRLZ VNV BHEA DX LH
HY. EREREZFATES8 DDILEMEN S LICHERINE LT, BEIE TEMMNLZ TV
FRA VP THBD, T—2X vy T&)—F7VORXRTHETEET,
HET DT —EAX vy TITHIETET—EI L) VI RADEILENASA FRRSE, T—4F
Yoy JHSERE (1) ZFIRL. Apply GEA) () 29Uy s LET,

lPossible data inconsistency (BEA NS5 T—RXFEE) | V42 FohRRSI., FHHAAEE
BART—IHBIRTRRSINEY, FRODVBEVRT7—I)LDFZEIX, Skin sensitisation I
(ECETOC) (FEER{EM LI (ECETOC) ) #FHALTY—RKR7IV0OREETTHILE#H8HL
F9., OKKRE2U%EH 1) wH LT (3) . Skin sensitisation ECETOC R —)LEHELET,

-rF oG
QSAR TOOLBOX ‘6 o100

» Endpoint } Category Definition » Data Gap Filling
h""‘qa
r Da'a Gap Fillt
! @ Read-across
EC3(ratio) (6 points)

@ Trend analysis in sensitisation | (Dasis) (2 points)
® (Q)SAR models

122-04-3 98-88-4 625-36-5 764-85-2
Einecs Number:204. .. Einecs Number:202__ Einecs Number:210._. Einecs Number:212...

enzoyl chloride propanoyl chloride, . nonanoyl chloride
3-chloropropionyl c_..
propionyl chloride
3-chloropropanoyl c...

=C(Cl)c1cceeet O=C(CljCCCl CCCCCCCCC(=0)CI

ting gap filling ...

converted data

6 from scale Skin sensitization EC3{ratio)
2 from scale Skin sensitisation 1 {Oasis)

Selected [8/8] points

o 0K I X cancel |
[#Sensitisation ”f(a,rs)_l\u‘l: 0.23% M: Strongly positive  M: 1.8 %

TORR. VI BEEIN-T—2FX vV THET 4V FINRRENFET,

3
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QSAR TOOLBOX

e
4

scross prediction of tuman Health ia: rons--mu
nkmlbem-lmllmmlh 5 newhbours. based vahses from 5 neiphboar chemicals,
tarpet valoe: N/A, Predicted uw( value: Positive - Select/filter data

ane | @ e oo e . . ey sppraach

v Heanty T T

Negatne

400
1oy Kew

Descrotor X: | log Kow

8 Amdstimns AMIL Ardstian o3 Mieart srdshinn mmmbinn « lasins sons AN fmdstian + 3 frar Nuts aan fillme Anon -

€D 7—sxvuTHREEOLTAAEERT HMIS, WLOHETY KA b EHE
MEESET B5F—57 Y v I ADLILERRLET,

BROTSTI121F, BF XEH) [TR-OTINTOELMEICET S2BFOERRER (Y #)
NT7Ay bENFET, TI4I bORBFIE log Kow (HEERE) TT. T3 TDRVFD Ky
MIEUMEDOFERATREEREREZRL. V- F7I90XTHAINET, J5370FD Y
FMIELMEOERMELGERERZRL. U— 7V 0XATREAASNFEEA. S LT XEH
RRFOLET, ARIEEVEISBENTNS=OTT, FD Ly bE, BUMELIrLD— KT
JORCEDVEHMRIEFVEDHERRERLES,

:mb :mb

COFITIE, BUYEICET AFERITTIRTEETT ., TDEH. ARIEEYEDOREHE S B
IZFBENET, TIAIL FTIE. QSAR Toolbox [C&>T 520 MEwE) FHUHME (X ghitah
TEE) DERDTFHMNL, RREFEVEDHERNHEESINET,

DEIC, 7HOTT7TO—FORMRBHERIEEZHER TS ENTEET, fildDEHY . HE
DERAADZZALRFEREFIZHE > THEUMEOHR ZRTL-HAE., dRILEYE LHL
MEIER—DEES 2ERABBE I UMERAA D =ZXLEHLET, ThiZL bbb o T, Ei
BEAFOMOBEREICISMDERABBELSCMERAA N ALEZHE O LLHYFET.

ChEEZRT BIZIX, Select/Filter Data (T—2 DFIR/IT 4 ILE) A-a1—%FE.
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Subcategorize (F{z7#8) (1) %% ') w4 LT. Protein Binding by OASISv.1.1 (2) %#
RL. BRFAFEUMEEBRTOI74) 0T LET, RIZ, BLHEOHEERNRILEZMED
i 3) EHBLET, TRISRTLSIC, HREERLGDIEIUNIVEREA DA LERHDHE
LmEN L O2HYET (4)

LU THMEEMEZBR9 T B121%. Remove (HIRR) RE > (5B) 29 vwso L%,

C Grouoing methods
senc b -—

T Taget

» Profiling

Acylation
Acylation >> Direct acylation inv
Acylation >> Dract acylation nv|

Structure 21 {
| 24 (8) Acvﬁtron m &
‘ = (Fa, pHEY IO - =
}-ESensmsa(mn #87 Acylation >> Drrect acylatol i :
+ . ‘ (!) SN2
| (1) SN2 >> Nudeophiic sub o =S
Descriptors | | Prediction yd 4 ¢ 1) SN2 >> Nuhk sub - "

postive |

Fiter points by test conditons
Mark focused chemical

Mark focused points
Remove marked chemicals jpoints
Clear existing marks

- Selection navigation
- Gap filling approach
|+ Descriptors/data

\+ Model/(Q)SAR

+ Calculation options.
+ Visual options.

+ Information

'+ Miscellaneous

Human Health Hazards=Sensitisation (obs.)

Negative

700

Desarptor X: [log Kow

T, FUMED ) X FTHRILEVE L OBERLUMENIFKLEMEEYEZREL., ZET D
BEITELMED) X M GHIBRTEET,

aA—H—[&, Similarity Option (BEUEA T a ) #HE (1) T. Dice (4 R) % (2)
Molecular features (9 F#&i&) M5 Atom pairs (JRFx) (3) . Atom characteristics (J&F451%)
M5 Atomtype (JRF24 ) (4) #HBETEET,

FEaArbknN—232 20 3237 R—2
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Grouping methods
Endpoint Specdific

Caladaton

Fingerprnt
"] Topologe: torsions
[ Atom centerad fragments 8! Hologram
i Path
1 Cydles Average by features
4 9 Combine al features
Atom char acteristics
Dphr ) Atom type
) Count H attached
Descripton
Count heavy atoms attacec
c10.5(a+e)+(B+e)] Atom type(AT)- encode the species of atom, the e omd
number of non-hydrogen atoms attached to it, and the |7 inadent pibonds [

number of incident prbonds. £ valency
Atom pair - Atom paire are defined as substructures Charge
of the form AT =AT}-(distance), where (distance) is

the distance in bonds along the shortest path between
o an atom of type ATi and an atom of type AT).

a BECe ——— X
QAAE . 9 5 % QAEFE - o Ok X cancel |
5 e sl Q) 2

=4 <> b

Simulated

[ emove
ZOWITIE. HRIEEWME DBEFLUEMNESIZSIMEEMEN 1 DEFHY T, 11— —I(F.
J— K7 0XRIZCOELUYEOAEZFATHINE S, XD EBELUMELIIRTLINE S
NEBIRTEEY,
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Endpoint Specific
Acute aquatic tox classification by Vi
Acute aquatic toxicty MOA by OASIS
Aquatic toxicty classification by ECOSAR
Bioaccumulation — metabolism alerts
Bioaccumulation — metabolism half-ves
Biodegradation fragments (BioWIN MITI
Carcinogenicity (genotox and nongenot
DNA 3alerts for AMES, MN and CA by OA!
Eye irritation/corrosion Exclusion rules by
Eye irritation/corrosion Inclusion rules by
in vitro mutagenicity (Ames test) alerts
in vivo mutagenicity (Micronudleus) alert:
Keratinocyte gene expression ‘
Oncologic Primary Classification
Protein binding alerts for skin sensitizatio (
rtER Expert System ver.1 - USEPA (
Skin irritation/corrosion Exclusion rules b (
Skin irritation/ corrosion Inclusion rules by

Empiric
Chemical elements
Groups of elements
Lipinski Rule Oasis
Organic functional groups
Organic functional groups (nested)
Organic functional groups (US EPA)
Organic functional groups, Norbert Haide
Tautomers unstable

Toxicological
Repeated dose (HESS)

Simiar 100%

Differ from target by:
© At least one catego!
@ All categories

Analogues
(1
1) Similar [30%-40%)
1) Siméar 130 7
3) Similar [50%-60%)
1) Similar [70%-80%)

Membo Transformations

Documented
Observed Mammalian metabolism
Observed Microbial metabolism
Observed Rat Liver metabolism
Observed Rat Liver S9 metabolsm
Simulated
Autoxidation simulator
Autoxidation simulator (akaline medium)
Dissociation simulation
Hydrolysis simulator (acidic)
Hydrolysis simulator (basic)
Hydrolysi nulator (neutral)
Microbial metabolism simulator
Rat liver S9 metabolism simulator
Skin metabolism simulator

Selected 2 (5/

) Simiar [20%-30%)

pct different

®e e\
About Update

The OECD QSAR Toolbox
for Grouping Chemicals
into Categories

Developed by LMC, Bulgaria

=:CL

L C

{
_—_- o
L »

Accept prediction
Return to matrix

insitisation,
from 5 neighbour chemicals,
'Positive’

I~ Select/filter data
Mark chemicals by descriptor value
Filter points by test conditions
Mark focused chemical
Mark focused points

' Remove marked chemicals/points

Clear existing marks

' H '+ Selection navigation

'+ Gap filling approach

'+ Descriptors/data

'+ Model/(Q)SAR

'+ Calculation options

'+| Visual options

'+ Information

'+ Miscellaneous

7R 7 7a—FN ERAA DX LRITERAEF S L UCEENEUEOSE AL 5+ 57 mERE
ENH B LI LT=5E(X. Accept prediction (FRIDER) 91Uy I LOKEYJvIL
TFRZRRBTEET, TNITE>T, BEAT—EI M) VI RITEBASIET,

RFaAr k=232 20
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T E 3 6e
QSAR TOOLBOX
» Endpoint » Category Definition » Data Gap Fillins

About

The OECD QSAR T
for Grouping Chem|
into Categories

Developed by LMC,

, Chs

Target Endpoint
Human Health Hazards Sensitisation Skin In Vivo LLNA EC3

[ Lec3 (9/9)

Descriptors [Pfedi(hon

Read across prediction of Human Health Hazards#Sensitisation,
taking the maximal from the nearest S neighbours, based on 5 values from 5 nei;hbou r chemicals,
Observed target value: N/A, Predicted target value: 'Positive’

Postive | @ - L L 2 L4
Filter points by test conditions
Mark focused chemical

Mark focused points

Remove marked chemicals/points

‘0‘ The current prediction was accepted Clear existing marks

= |+ Selection navigation
'+ Gap filling approach
i ok % . Descriptors/data

[ nformation

Human Health Hazards=Sensitisation (obs.)

€D 753 HU Y IRELER SN R RBOHEHEL BIOKKF CRENET M)
(% Tmeasured GEIFE) J. TR I& Tread-across (IJ— K74 BX)], IT] (& ltrend analysis
(FLY R7FUTR) L. TQI X TQSAR model (QSAR ETIL) | #EBKRLET,

Return to Matrix (T—42 <X bV I RICED) EV U9 TBHE. U—R7IRREHETLT,
D—970—%EHBENTEET,

@ FRIZIUCLID5 2TV RAR— b BIZIF. YORERRIEEZYVEDIICEHLETHERS
DEVVYILET, HTELVA P —FE, SEITFLGEBEHATERNLTINE
o CHITE, TZHVRKR—FFEFREDRER] . THWE, A73)—, FASLY
ZUMEICET HERGEDLR— MEBOIESE] . TOECD#H—T T L— DR |
MEHEMDELSILIT Y FRS VU FORABRERFEROEAL . HREOBRI 4 EORR
NHY., mEITxml (i5z) T7A4IITIY RR— 3 5hH . WebServices > TEHE
IHPARAR—rTENEERLET,
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6 LAR—Fk

m o B

} Profiling } Endpoint } Category Definition  » Data Gap Filling

6.1 Report (L R—F) EDa—I/LOEB

Report (LA R—FbF) 1 EVa2—I)LEFERAT HE. QSAR Toolbox TEITL-FRIIZET S LR
— M EERTEET, QSAR Toolbox [ZIFBEED L R— kT FTL—hE, MEOI—Y—FEE
TFUTL— L EEETEDTUIL—FITA2—NEETNLTLET,

6.2 4l

4-nitrobenzoyl chloride MK EREICEAT 5 FRILR— b EAEKT HIZ(E. Available data to
report (LiR— MIZERATIEERT—42) 2« > KT Predictions (T8 (1) 25 T)ILY )y
JLTHE. BEDFE (2) ZFIRLTH L., Create (JER) R"E2> B) 2V UvI LET,

e B w L4 T

» Profiling » Endpoint » Category Definition  » Data Gap Filling

Repository

€ G L 8

R, > —~ z
Create Pri ave as at
i al
r =

D

Prediction of Sensitisation, Human Health Hazards#Sensitisation for
p-nitrobenzoyl chloride

Avaiable report templates

B e QSAR Toolbox prediction for single chemical
QSAR Toolbox Prediction Report (TPRF v.3.0.1)

Custom (user defined)
Editable copy of QSAR Toolbox Prediction Report (TPRF

FEaArbknN—232 20 36/37TR—
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OECD

2, rue André Pascal
75775 Paris Cedex 16
France

T|EE: +33145248200
FAX: 433145248500
ehscont@oecd.org
http://echa.europa.eu
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