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» Input » Profiling » Endpoint » Category Definition  » Data Gap Filling » Report
Document Singe Chemical Chemical List
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Name Structure Select Delete Query ChemIDs DB Inventory

Filter endpoint tree... 1 [target]

Substance |dentity
CAS Number
Chemical IDs

122043
Einecs Number:204...
p-nitrobenzoyl chloride
benzoyl chloride, 4-

4-nitrobenzoyl chloride
benzoyl chloride, p-
C(=0)(Cl)c1cee(N(...

Chemical Name

Structural Formula
[Physical Chemical Properties
EEnvironmental Fate and Transpd

[EEcotoxicological Information
EHuman Health Hazards
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MDHLIEBDT—FXN—XATHANFARLTHSEEF. COBICHRYETS,

e BAFEBEMOEBRENTITREHY EFEA, SETFLT—FN—XTHA
FHEGHBEICRIYHETONDEEEF, COBIZEYET,

RE¥atr k=232 20 7137 R—2

2012410 R



QSAR TOOLBOX QSAR Toolbox 1—H—<=a7JL
A3—KrHA K

2 Jazgrayy

Cla 10100

b Profiling ¢ Endpoint » Category Definition  » Data Gap Filling

21 Profiling (FA2741) ) ELa—ILOEM

[Profiing (7R 2774)>Y) | FED2—ILEERTHLE. MEOBEXIIYMHEBEREICED
WTHEHRZIETEEY ., QSARToolbox IZ[FHRE. CHFETICERSN-ATI)— CRER
RRETCTHRCLEYVEZTM I 67-DICERSNI=HATI)— (US-EPA New chemical

categories) . OECDHPV 7O4 S ATEHliSNIzAT I 1K E) ~DIRE. FAAH=XL
XIFERHE. BLURRREF I aL—TavhoFon=-REME#EZET S lprofilers (7
A7745—) ] OLEL) X MAEFEFATVEYT, BHNERICT I X HICFE,. FRI74
S—DERT (1) ZERL, TOT 74 5—DAFEEY Y v LTHS About (2) #FIRLFE

< r = T

* Endpoint » Category Definition b Data Gap Filling

Substance Identity
CAS Number 122-04-3
Chemical IDs Einecs Number 204
- e A5
———— [E=SEEr=>)
Donator(s)
ECHACECD
Author({s)
Thes report desaribes the development of & new profier compling «
mechaniatic ergank chemistry fraoments (n the form of Mofﬁmmv&u.mmMWu .
stnuctural alerts) for the binding of ergank compounds to ' ¥e
Website
M ey gecd] oo e alnadaty iaseas s to b aly 145
Qptions %1393 of
Show boundanes Detalls
Select all Adopted QSAR Toolbox 2.0 beta, April
Unselect all Humber of categories. 87
TSR] Meimber of heln files R7
[ o |
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F¥aAvbkn—232 20 8137 R—Y

20124 10 A



QSAR TOOLBOX QSAR Toolbox 1—H—<=a7JL
A3—KrHA K

View (R7R) K2 &3 & (2) | FHOERBERENETEEY,

DNA binding by OECD - Category definitons
4 DNA binding by OECD -

4 Acylation Structural alert: Acyl halide
4 Drect Additon of an Acyl Halide
Acylhakde o
Akyl carbamyl halides )L
4 Isocyanates and Isothiocyanates
Isocyanates R X
Isothiocyanates =
4 P450 Mediated Actvation to Acyl Haides X =halogen
1,1-Dihaloakanes
4 P450 Mediated Activation o Isocyanates & (| | R =any carbon, hydrogen
Benzylamines-Acylation
Formamides
Sulfonylureas
Thiazokdinediones Mechamsm
Thioureas
4 Michael addition An acylation mechanism has been suggested to be responsible for the ability of acyl halides to bind to DNA
4 P450 Mediated Activation of Heterocyckc macromolecules (Benigni et al 2008, Kazius et al 2003).

Furans ‘
Thiophenes-Michael addition

| (O L]
4 P450 Mediated Activation to Quinones am /u\& /U\N.
3Methyindole derivatives ll,C a H ,C

S-akaxyindoles
Akyl phenols
Arenes Na

Hydroguinones.
Methylenedioxyphenyl e g
Polycydic (PAHs) and heterocydic (2 Nu = biological nucleophile
4 FPolarised Alkenes-Michael additon
Alpha, beta- unsaturated aldehydes
Alpha, beta-unsaturated amides
M Tonization atpH =4 | Alpha, beta- unsaturated esters
Alpha, beta- unsaturated ketones

Structural alert mitigating factors
*  No mitigating factors have been reported

Metaboksm/Trans? ||

Azocarbonamides
[T S
M Documented Wﬂ:’ References
Qe raices Benigai R et al (2008) Mutation Research 659, 248-261

Kazius J et al (2005) Journal Medicinal Chemistry 48, 312-320

4 Chemicals Activated by P450 to Mono-ald:
Benzylamines-Schiff base
N-methylol derivates
Thiazoles -

] | »

= ————— = — s = —— ——|

T, TOTFAV D TORBRICE - T, BUMEERRTIRELAHELRFVET (B4 E
ESHR)  ERICFE, IRTOTAT 74 5—DRHERBICLHFFMEEZMEL TLDSDIFTT
EHYFERBA, FUNVEREEDO L STV OADO—RBHLGERBNLETO D745 —1E. %
KOIYRRAU b (RERENE. SHSHE. KESMH) ISELTOVETA, —BOT0I74
I—FHEDIY FRA U MMZHTH2AhTITV—HEICRONTVET ., F4EDR4-112,
FISELESETFLIVRRA D MIBETETAT 74 5—DBRETNSOBEEMEZRL
F9,
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4-nitrobenzoyl chloride (CAS & 122-04-3) M5 EH{EFEALET, I_XTOTO T 74

S— (1) £Fz w5 LI=#%T. Apply GER)

(2) RAVEWRT E, RORYY—2 3y b

[ZRTESIZ, TAT7A4A 5 —DFERENT—ET M)y I RITEASINET,
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Profm: Profiing Schemes

# kA A

Apply New View Delete

Srofiling methods

ETE T

Predofined

Database Affiliation

Inventory Affiliation

(ECT gy *mical Categories

e
hemical Categories

General Mefanistic

Bicvseg BioHC half-ife (Biowin)

[ Bic deg primary (Biowin 4)

Biodeg probability (Biowin 1)

Biodeg probability (Biowin 2)

Bio deg probability (Biowin 5)

Bio Jeg probability (Biowin 6)

Bio Jeg probability (Biowin 7)

Bio Jeg ultimate (Biow

DNA binding by OASIS v. 1.1

DNA binding by OECD

DPIRA Cysteine peptide depletion

DPRA Lysine peptide depletion

Esirogen Receptor Binding

Hydrolysis half-ife (Ka, pH 7)(Hydrowin)

Hydrolysis half-ife (Ka, pH 8)(Hydrowin)

Hydrolysis half-ife (Kb, pH 7)(Hydrowin)

Hydrolysis half-ife (Kb, pH 8)(Hydrowin)

Hydrolysis half-ife (pH 6.5-7.4)

Ianization atpH = 1

lonization atpH = 4

Metabolism/Transformations

B Documented
[l Observed Mammalian metabolism
Il Observed Microbial metabolism
Il Observed Rat Liver metabolism
Il Observed Rat Liver S9 metabolism
B Simulated

[l Autoxidation simulator

Il Autoxidation simulator (alkaline medium)
M Dissodiation simulation

[l Hydrolysis smulator (addic)

Il Hydrolysis smulator (basic)

» Profiling

Filter endpoint tree...

» Endpoint

& g

» Category Definition » Data Gap Filli

1 [target]

Structure

™S4 cProfile

HEPredefined

— Database Affiliation

— Inventory Affiliation

—OECD HPV Chemical Categories
— Substance Type

— US-EPA New Chemical Categories
H=JGeneral Mechanistic

I— Biodeg BioHC half-life (Biowin)
— Biodeg primary (Biowin 4)

— Biodeg probability (Biowin 1)

— Biodeg probability (Biowin 2)

— Biodeg probability (Biowin 5)

— Biodeg probability (Biowin 6)

— Biodeg probability (Biowin 7)

— Biodeg ultimate (Biowin 3)

— DNA binding by OASIS v.1.1

Aquatic US-EPA ECOTOX
Bacterial mutagenicity ISS...
Genotoxicity OASIS
Phys-chem EPISUITE

AICS

Canada DSL

DSSTOX

ECHAPR

EINECS

METI Japan

REACH ECB

TSCA

US HPV Challenge Program
Not categorized

Discrete chemical
Acid Chlondes

Not calculated

days - weeks

Does NOT Biodegrade Fast
Does NOT Biodegrade Fast
Does NOT Biodegrade Fast
Does NOT Biodegrade Fast
Does NOT Biodegrade Fast
weeks - months

Radical

Radical >> Radical mechan
Radical >> Radical mechan
SN1

SN1 >> Nitrenium ion forma
SN1 >> Nitrenium ion forma
SN2

SN2 >> Direct acylation inv

QhI <~ Nirant acidatinm ims
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SEITFELTOT7AF—I2& Y BHREEVENEDS VRNV MY —IZFEL, EOATTY
—ICHEET N EVS EFRMLGERNAVC OMBALSMICHEY FT, FHIZIEX. US-EPA New
chemical categories h 731 —IC KB EFEDEAT T — (B/N\OT W) ITITHEKEE
MENZELTVET, HEDTAT 7MY VITHR (1) 28TV Vv o T5E. JARIEFE
MENREDERA D ZXLICHEESNBL, BLUBEET HIELERIGICET 2ERERICT
DERATEET,

r@;}

Database Affilation
Inventory Affiiation

General Mecha
Biodeg BioHC half-ife (Biowin)
Biodeg primary (Biowin )

Profie Descripton

~ ot Betow B
: Ak . ok £ ety wenou
Category: Acid Chlorides Envirormental Toxicity Tl A
= ; ! Category: Cator Dyes
DNA binding by OASIS v. 1. Definition. This category inchides carbonyl chlorides (R-C[=0)C1) and - ey Ak Ao (N s
DNA binding by OECD ;T..rxmm, (R-S[=0)CY) where R may be either aliphatic or aromatic Ry R, Pty kit Sactaabis
h o ‘anlcity is Bnited by the fact that this class of compounds hydrolyzes and
DPRA Cysteine peptide depletion sisay, probebly, i the actmobater pactition cosfficient (Kow) fs above a
otide depletion fog Kow value of 8. It has been assumed that these compounds need to be
i absorbed to be toxic, therefore, compounds with MWs > 1000 will 1
Binding probably be excloded in the fuhac once this assumption is confirmed with
Joychy informpatign. Haweyer mm'lv= is needed 10 coufm this

fe (Ka, pH 7)(Hydrowill
g 8)(Hydrowin) tsubg[ance Type Discrete kchemical
SR US-EPA New Chemical Categories
.4) EJGeneral Mechanistic

— Biodeg BioHC half-life (Biowin) Not calculated
|—Biodeg pnmary (Biowin 4) days - weeks
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3 TOFRA2F
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» Profiling » Endpoint » Category Definition » Data Gap Filling

3.1 Endpoint (LY FRA U k) EVa—ILOEB

FEndpoint (T RRA U b) | EDa—ILTIE, T—IR—ZANLERERZMETEET,
QSAR Toolbox Version 3.0 [Z[&, & 3-1 ITHIERT D ZHD T —IR—ZADNEENTWVET,

#£31: FILOMSA VA P—ILENTNET—EAR—XEABTDHHA

T—aR—Z NE : SEHER

Aquatic ECETOC KEHM

Aquatic Japan MoE KESMH

Aquatic OASIS KEZMH

Aquatic US-EPA ECOTOX KESMEEYiRiE
Bacterial mutagenicity ISSSTY B TEARALTE, 2BKEE
Bioaccumulation CANADA KEEYDEYETE
Bioaccumulation fish CEFIC LRI REODEMER
Bioconcentration NITE A RERE
Biodegradation in soil OASIS TIEF DS ESEMN
Biodegradation NITE SENEYE

Biota-Sediment Accumulation

. EWIRIEREHER (BSAP)

Carcinogenic Potency Database " PR
(CPDB) EHBMERER

eromogeniclly & mutagenicly g wapmic BT 5 RMBMIL A FT v 1

RIFRREET Vv EAIZE DV EORTAUE

Chemical Reactivity COLIPA U S ORICET 37— 4

FFaA2 k=P332 20 12137 R—2
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Dendritic cells COLIPA

2DO07vEAICEET ST —4F ¢ £ MEREKE
t{EERER (h-CLAT) & Myeloid U937 B8 REAETEER
E& (MUSST)

ECHA CHEM

ECHA CHEM F—42 R—XR (X, BN TalEE -
[FEA SN EEYEIZRET HEBASENTLY
£9, COEHRIE. REACH HAIDORMEHADH ET
TEMNSERMIEFERT (ECHA) ITIRE S =-&48%
BRELICHELTVET . HILEYMEICEAL TH
FATZ5EHMNDEIL. REACH THESATLS1E
HMEGICKH>TERBYET, fIZIE. MEOLEEE
NEWNIE. REFIZDEREZRBETILELD
YES,

Estrogen Receptor Binding Affinity
OASIS

I NOSUSERESENME, TR RS5O —
S & LT A A B S L TR
nEY.

Experimental pKa

pKa f&

Eye irritation ECETOC

Y X DRRHE

GSH Experimental RC50

R AT IVINRGIC & 2 IFREDHITF A —ILRISTE
REFEI~ND R

Developmental toxicity ILSI

SESFELHEBDREEFDNOI Y FRA U MIEH
(T 5aEBEEMNRICET SRERIKET —%

Repeated Dose Toxicity HESS

RERSEE

Hydrolysis rate constant OASIS

PHEGET TOMKIEICET 2ERT—4

Cell Transformation Assay ISSCTA

4 DDENHBREESERT v A ICETH T —42
SHE (pH6.7 & pH7 LlE) . BALB/c 3T3,
C3H/MOHT1/2. & U Bhas42 7 vt A

Keratinocyte gene expression
Givaudan

EC1.5, EC2. LU EC3 (Lo Tz 5—HFE%
1.5, 215, SMBICEMSEDHRE)

kM database Environment Canada

KEEYDERRBICET 2 EFRNEHEREEH

Micronucleus ISSMIC

BB ORR/NMEERARLE RS AR

Micronucleus OASIS

BEIBNOERN/NMIERAZEF R

MUNRO non-cancer EFSA

NOEL. LOEL ¥—%#

Genotoxicity OASIS

BIEEMORRER

Phys-chem EPISUITE

WELFEE

FFaA2 k=P332 20
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Rep Dose Tox Fraunhofer ITEM RiERESEH

Rodent Inhalation Toxicity Database | 5 v FRARERD T—4

Skin irritation R IERIBMHEEAERC &k 5 — REERIEHIEE
Skin sensitization FEIEH & U2 RIES

Skin sensitization ECETOC B I8 R AR

Terrestrial US-EPA ECOTOX BEA SN, WEBYMEE. HLU0EYRE
Toxicity Japan MHLW HEkE5EMERETERMEHR
ToxRefDB US-EPA IS, RESESLULRESMERR

Yeast estrogen assay database
University of Tennessee-Knoxville |178-T X k5 A —ILDHEXHLEEFHEIR
(USA)

SEITFLHAATOERT—HICEDOVT, HILLWTF—ER—XDERH®D QSAR Toolbox
Version 3.0 AR ENE L= COTF—AR—XDIERHIZ. HOMLOHEEIATWWEIUR
A EY)—D/ —FOERIZR>TWET,

F—AR—E, LTD4D2OEREI 3 VIZHEINET,

o MEFHHEE

o REPEGEIUBE
o HAREFME®

e Lt HMMEREE

QSAR Toolbox Version3.0 [CRZE I NI RTOT—ERXR—XD/N\ v 7r—CFR1IZRLET,

FFaA2 k=P332 20 14/37 R—2
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Databases
rscecns | et | oot

I pPhysical Chemical Properties

B Chemical Reactivity

W ECHA CHEM

B Experimental pKa

B GSH Experimental RC50
B Phys-chem EPISUITE

B Environmental Fate and Transport

B Aquatic US-EPA ECOTOX

W Bicaccumolation fish CEFIC LRI
M Bioaccumulation Canada

B Bioconcentration NITE

B Biodegradation in soil OASIS
B Biodegradation NITE

B Biota-Sediment Accumulation Factor
B ECHA CHEM

Il Hydrolysis rate constant

B krMdatabase

W Phys-chem EPISUITE

W Terrestrial US-EPA ECOTOX

B Ecotoxicological Information

B Aquatic Japan MoE

B Aquatic OASIS

Il Aquatic US-EPA ECOTOX

B Aquatuc ECETOC

W ECHA CHEM

B Terrestrial US-EPA ECOTOX

B Human Health Hazards

= 1

B Bacterial mutagenicity 1SSSTY

[l Carcinogenic Potency Database CPDB
B Carcinogenicity&mutagenicity ISSCAN
B Dendritic cells

M ECHA CHEM

B Estrogen Receptor Binding Affinity OASIS
Il Eye Irritation ECETOC

B HESI developmental toxicity

B HESS Repeated Dose Toxicity

B I1SSCTA

B Keratinocyte gene expression

B Micronudleus 1SSMIC

B Micronudleus Oasis

I MUNRO non-cancer

B Oasis_GENOTOXICITY

W RepDose Fraunhofer ITEM

B Rodent Inhalation Toxicity Database
B Skin Tirritation

B Skin Sensitisation

B Skin Sensitisation ECETOC

I Terrestrial US-EPA ECOTOX

W Toxicity Japan MHLW

B ToxRefDB US-EPA

B Yeast esrogene assay database

ET—IR—ADERBREMST BHICE. T2 XA—ADAFZERLTHS (1) . About
REVEDVYILET (2) .
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Skin sensitization

includes two datab

| OASIS Skin Sensitisation includes 876 chemicals tested by Local Lymph Node Assay
| (LLNA). Guinea Pig Maximization Test (GPMT) or chemicals from the BRR list (Kayser, D.. E
Schiede , 2003). For 102 chemicals more than one skin sensitization data is stored in the datab

Based on the observed skin sensitization effect the chemicals are classified 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 BRR (Category A)

1/ Donators
Unilever. Procter & Gamble; ExxonMobil, Organization for Economic Co-operation and Development
(OECD)

Inventories

[ seiectl fomselect Al ivert ] _sbout]

A—H—E, T—EAR—RDEHDEICHIRYIREFIVvITHEICEHT, T—2 %W
BT —IR—XHFEIRTHIENTEET,

HRILEYEICEH L TR/ SNT—2E AREEYVEDOT—F I M v I RIHEASAET
(FTOBIESR) . A —F—AHRREFNENELUNEEZRR LGS E. F4ETHHRT S &
S, BIRLAET—2RA—XOFEENABTHICIG SN, T—2I M)y I RITEBMENES,

3.2 i

4-nitrobenzoyl chloride (CAS & 122-04-3) Ofl#5|IEHEFEALFET, 21— —[1&. B&ER
REBMEECET IRBRIERICHIBT 5 LHAIEETT . TWE. 2 DODT—HFA—X (Skin
sensitisation ECETOC & Skin sensitisation) [ZEEMEICEIT 2EBERNSELTVET,
ZDH. ThbDT—E2R—R (1) OHZEEIRL, Gather (INK) R4 > (2) WL TE
REFBLES,
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& i

» Category Definition  » Data Gap Filling

Delete Tautomerize
&«

Qatabase

[MSubstance Identity
@Physical Chemical Properties
Emironmental Fate and Transport

No data found.

HREFMEICOVTIE, BIERICEHT IRBRT—EANFEELLGVEH, T—2EMEShFEE
Ao

DT RRA Y ML TERT 2 ZAFTELMNHERT H5EEF. ERERMNEFL T
DT —EIR—REBEIRLT. RREBRALFET.
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QSAR TOOLBOX 6 _d? m

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

Oata Import Export Delete Tautomerize
- k4 e t i ¥ &
Gather ponort IUCLIDS Database
—

—atabases Filter endpoint tree..

[ sedtnr | ececins NNnvet ] avout

o
Physical Chemir . I
e PA Structure O

[ESubstance Identity
ysical Chemical Properties (1MM: 75 °C
wonmental Fate and Transport
ical Information (1/3)M: 5 mg/L. 5mg/L, 5m

—Acute Toxicity
HElCarcinogenicity
HEDevelopmental Toxicity / Te
H=IGenetic Toxicity

B I R Mutation Assay (e.g
L ElGene Mutation
(=1 Salmonella typhimunum
EHNo S9 Info (1/1)M: Positive

HWith S9 (1/5)M: Positive, Positive, N
EHWithout S9 (1/8)M: Positive, Positive, N
HEDNA Damage and Repair Assay, Unscheduled D
HFIDNA React. (Ashby Fragments)
HBIn Vitro M ian Cl
HEMouse COMET Assay
“{Sister Chromatid Exchange Assay
“Hin Vivo
—Immunotoxicity

2 Test

F—RYY—EBETHIE. YU—D/—F ([H. (1)) #U vy LTHBILET. 20D
BITIE. Ames ZEFEMABOBENAFENET,

ELERRIZH D [Filter endpointtree (T2 RRA U b YU —DT4)LR) | AT 3y (2) %f&E
RAInlE, BEAHLERET CICRETEET, fIZE. EPEOLHE. BF. T2 RRA >
FaEEAAL, BRENET—2EFRTLET,

T8 MIYIRDELEZTLY Vv T 5L BRBRERICET SEMERZEAFTEET,
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& Fiud T

+ Category Definition » Data Gap Filling

Filter endpont bree.

Databases
E=TR T T
Physical Chemical Properties
Re. A

Postive (Gene  TA 100 CCRS Bacteral reverse 0252011 i Viro
mutation 1) database Tox mutaton assay
net databases (e g Ames test)

Postive (Gene Postive (Gene  TA 100 Bacterial reverse
mutation [ mutaion mutation assay
(e.9. Ames test)

(/1) M: Negative

(1/1)M: Negative

(1/2)M: Positive, Positive
A Namana and Danair Aeeau |inerhadidad N

Databases

B Human Health Hazards
[l Bacterial mutagenicty IS
[l Carcnogenic Potency Database (CPDB)
B Cardnogenicity8mutagenicity
B Cell Transformation Assay
[l Dendritic cells COLIPA

.DE“- el tal toxidty N oo — R — N - =
.ECHAOE:E_ . RODED2—ILITEDRIZ, ROETHERT SHEREZE
[l Estrogen Receptor Binding Affinity O

Bl Eye Imitabon ECETOC ‘ BT 5012, T—2R—ZA0BIREBIEMRBRERD

[l Genotoxicity QASIS

[l Keratinocyte gene expression Givaudan ﬁ"ih'c L\éj—\_‘_g &_Z‘: U t ‘y l“-a_é : & %BE}J

cronudeus Oasis
= MUNRO non-cancer EFSA &) L/ 35 _d— o
B Rep Dose Tox Fraunhofer ITEM
B Repeated Dose Toxidty HESS
[l Rodent Inhalation Toxicty Database

B Toxiaty Japan MHLW
B ToxRefDB US-EPA
[ Yeast estrogen assay database University of Tens

FXxaAbnN—32 20 19/37 R—2
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4 H7F3)—%F=H

2 ® i e

» Endpoint » Category Definition ¥ Data Gap Filling

41 Category definition (h 731 —%F&H) EPa1—I/LOEMK

[Category definition (AT —F&K) | ELa1—IILTIE, ST IF4H MEUE] (BENL
ERANZXLXISERAHE, ELLIIBERLELE) ORECHK>TEEMEEZ T IL—TIC
NETEET, TOEH. YIL—THATET—E2F vy v T2 Y—FF7IVBRORLYRTFYUD
ATHETEFET, BRI, KELGA URY N —RHNTIE, KESEOERKFICH > TIEEY
BEHETEET, HDVI. BEWGI DNV EREA DX LARE SN E-HRIEEYVEDL
5. ACERAAD=ZXLEHL, ERERNAFTELHLMELZRDIToNET, —HOHE
ZRICET AHMERRIIR 41 2SBL TS,

=41 HEEICET ABMEER

SEE

— MRS B

CDNEEICIE, DNAESIZET A AT —F =131k
DNA Binding by OECD MEENEENRTVET, COFZIHFIEESHEOT Y
RKik4 > FIZEBLTWVET,

COREEICIE. DNAKEICET AT ) —F e
MFENEENTUVET,

ZDTOT77AIIE. REBREEOEEHERBRK

(adverse outcome pathway : AOP) M % &~ B8&E L THERL
SNTLWET, RTF FEAMHERER (DPRA) hioBich
F=T—RIZEDWTHESNI-EDTT, DPRAILZ /N
DB ERIGT DIEEMEDEREE T T AREET v A
T9,

DNA Binding by OASIS V.1.1

DPRA Cysteine peptide depletion

F¥aAvbkn—232 20 20/37 R—2
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DPRA Lysine peptide depletion

COTOT7AIE, KEREEOESERERER (AOP)
DELLEELTERINTVET, RTF FHESHRER

(DPRA) Do/ onf=T—RITEDVWTHEINIZLO
T9 o DPRAIZZ VIV B ERET HILFYMEDEREZET
By dRIEE7 YA TY,

Estrogen Receptor Binding

DHFEEICIE, TR AT UZER (ER) HEDERM
&ﬁ-r:u—h\aihtui?o COAHEE, BERKLUD
HWELEYOERESEET Y KIRA U MZBLTWETD,

Protein binding by OASIS v.1.1

DHFEEICIE, 2NV BEERICETShTd)—F 1=
(iﬂ:%)if"%ﬁ?b‘ FhTWET,

Superfragment

CDNFEETIH, EFHEESNERERORFHAZREL F
Yo CORTEIBENMBBOELGLLEVEZRET 5D
[SELTWAD, NMFTRASE)T A DEREBEH
wIADITEATEFS,

Biodeg probability from 1 to
7(Biowin)

NS EEYMEDEYMHEEICEAT HEPISUIT 7RSS
Lo EIN-ETILTY,

Hydrolysis half life (Ka) at pH7 and
pH8

ZN5EHYDROWIN [ZEDW-T7O 274 5—T. &
il s ANk 5> AR EE TE B % A L Thnvk 2R O 343 A % ST
LET, BAEMKASEREERICKDFERHEAILpHT &
pH8 TEHELZEY,

Hydrolysis half life (Kb) at pH7 and
pH8

ZN5EHYDROWIN [CEDW-T7O 274 5—T. &
il B AN K 5> AR FE TE B & A L Thnvk 2 2 O 345 A % ST
LET, BAEMKSEREERICKDFERHEAILpHT &
pH8 TEHELZEY,

lonization atpH 1,4,7.4,9

NoDTOT7A45—TlE, BB pH=1. 4. 74, &
VIOTAAMESNEDFREONEEE (1421, %)
#tELET,

IV RRA Y FEBEDOSEE

Acute Aquatic Toxicity MOA by
OASIS

DHFEETIE 1997 FLYRINZT 7Y hAYFZT/—T
ﬁ%ﬁéhtﬂ:%%ﬁl HONT, 2MKkESHE (&) £
FAANDZALIZE>TIEEYEESRFELET,
COHEIIEFICEAMKESETI Y FRA U MZBELTULE
ERR
CDHETIEI7Z7YMANY RS/ —HhE5DERAAD=X LA
DHMNEIBENDT-6, BRMEKESHEICEAET SN D48
EEHAEDOETOFEANZETT,
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Aquatic Toxicity Classification by
ECOSAR

ECOSAR (XL BE Y S A ERET 51=6
HICKEEET Y FRSA U FMSELTWET,
COFEEIRELBAGEMBUNEEITHDD. 2LD
BEERESNBAHETT,

DAFETT .

Acute Aquatic toxicity Classification
by Verhaar

COHEIF, 1992 FETHRMARSMEICEHT HRRICE
DLRGEIZE DERMGNIEETY .
COFEFHFHIZAMKESETI Y RSV MIBLTUVE
ERS

COFEBFRELGRIGHEY SR (FiEMERG, FEDHS.
RIGEDEL., FHEMICERT HILFEYME) OHERL
TWa1=8, RMEKESEICEET 2D NEELBAE
HETOFERANRETT

Bioaccumulation — metabolism
alerts

NG 2O2078EFT. KEREREFAITICHAREINT:
HRKNETEICET ABCFBAF ETILCHERAINIEETS

Bioaccumulation — metabolism half
life

— MZEISVLTWET,

o DHTERIFRIC, £EFERBED)—F7V0ARTIE
FYEZREIIEERICEREZHIITANICELTVE
‘d_o

Biodegradation Fragments
(BIOWIN MITI)

DHEEE. BESEEICETHBET S — FZEDL
'CL‘??"O

Carcinogenicity (genotox and
nongenotox) alerts by ISS

NIEE5DEET7S—bF (SA) OURKZEDLNT, H
EEElT 57 0—Fvr—FELTHBELE T, DD

5., 35(% Toxtree ED a— LMW SIREL=H£ DT, 20 (XFH
FIZEHIN-EDTT, FHILLWSADIFEAEITIEERE

HSUREHICETLIEOTTHL., IHIUR FD SAILEIC

BioslEEENI—FMESh=4DTY, REMICET
5 SAlL. EEVMEORETHICEHAET S EAHMBLNT

WARNFEREF(IB/BETT . P FEEICHARAE
*L_C L\%) SA 75\ 1 OI’J\J:DL. u&éné & ﬂi%%ﬁl-/grﬂﬁ

BEREEODISUTNEREINET,

DNA alerts for AMES, MN and CA
by OASIS v.1.1

X &
DTEEICIE. DNAKEED LTI ) —F I EMFE
b‘ai#’lﬁ(lﬂi?’o COAEXIHIEGEET Y RS>
MIELTWETD,

Eye irritation/corrosion exclusion
rules by BfR

DHRFEEIE, BRIBES X VERRISE
WEEIEOUTU$TO

L =B ro 8

Eye irritation/corrosion inclusion
rules by BfR

DHEEE. BRIHEFRLERRICETAHEETS—
( %’DL"CL‘&?’O
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in vitro mutagenicity (Ames test)
alerts by ISS

—NTOT7A45—I&, Toxtree VI kD7D
Mutagenicity/Carcinogenicity (ZREFHM/FKEMS) P2
—JLIZEDWTWET, CNIZ30DHEET7S—F (SA)
DR BMZEDNT, invitro (Ames iRER) ZTERMEZET
i dRERE LTHEELFET, TERRMICEAT 5 SA L.
ILEMEOEERMEFEICAET S LAMONTILND S
FEREFLEIBMBETT ., FEEICHARAEATL
H5SAN 1 DLUEREIND L. LEYEICBENGER
FEREOD IS ITMNERESNET,

in vivo mutagenicity (Micronucleus)
alerts by ISS

ZD7TAaI774 55—, Toxtree ¥V 7 k9 = 7® ToxMic JL
—LR—=X[ZEDVTWET, COIL—ILR—XIE, BE
MEERRNEEZEYEOFHERV ) —=2JICET 5
B5NEETS—F (SA) DYRMERBLET,

Keratinocyte gene expression

ZDTAT7 745 —EREBREHEDEETHERRZR (AOP)
DEELBEELTHERESNATLET, ThiX KeratinoSens
TyvtADhLBonf-T—2IZEIDVWTHEIN-EDT
HY. COT7vEAEFREILE M5 F UMRICEERIC
BASNI-E F AKRIC2 EIZF®D ARE QE—OIa E—I(Z
HEHEINBZILY T S—FELR—4—BEFNMEEMEIC
KO THBETHAEERERELE T,

Protein binding alerts for skin
sensitization by OASIS v1.1

CONEEICEK, FUNROEREOHTI) —FEEEFE
REEBENEENTVET,
CDFERIIHFICKES S UFRFRE & RMEKESECE
LTULWETA, FEBESHICTLELTOET,

Oncologic Primary Classification

CONEET. BEMREVEICET AEEMSEDOEE
HEIZCESOTWLET,

Skin irritation/corrosion exclusion
rules by BfR

COREEE, RERHMES S CERICE L -YELZEY
HERBEEICEDVTLET,

Skin irritation/corrosion inclusion
rules by BfR

COREEE, RERNHEEELEZRICET 2BET 53—
FMZEDSWTWET,

REREI D HFRIE

Chemical elements

7O 745—IZlF, 18 T IIL— TR S -FHR
DIEERTENTRTETATLET,

Organic functional groups

AHERE (OFG) YRATLIF. KEET—ER—ZAHMD5
EILEMDOIESELHESIVHEHEETI ST AV F
D—EOREEIVERIEZEAL., BEMICEB LI
B ERIET A-OIZHITShTLET,

FFaA2 k=P332 20
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TOOLBOX QSAR Toolbox 1—H—<=—a7JL
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Organic functional groups (nested) § 4y s Lo WVERERRRShERA, 205

OFG tRILE#REMNEENTLVS OFG (ALF) . D
EZWE, OFG (—f) TIRAREEMEICEFEFNSERE
NIRTRIENETH. OFG (ANF) TIEHKRELVERE

OFG (AhF) YARTL®D NEH] ENERIZIEHLVLE
REEZHRLES,

Tautomers unstable BEUBRHFICESVCHESATLET, FRELE

Unstable tautomer (RRELHEZEEMEE) TO7745—
X, KESLUVKHBOEEEEAREEICEAT 28T —4

ZEUEFRBEIL. BRHhTI)—ELTRRINFET,

HRICEMEOELUYMEEZRERTHBHEIE. TAIT71 IV ITORR (5 2 E25H)
[CE D TRBELHAENRESNTT . UTOEEHEBHLET,

HRILEMEICET IHREDERAA DX LXIEAREFIRE SN, AERIROTY
FARADMIBELTWAGESF, RCERA DX LRIIERAEFOILENEEZRET
HTLEBBOLFET, RERBRERYADICE., BENITRLELZDHILEMEZRN
LEY,

HRILEMEICET IBEDERAA DX LXIIERABENRESIATE LS., AEX
ROITY RRA Y MIBELTOWEWNMERE, ARIEEVEICEENICEUL-LFEYE
ERETHLEHBOLFET. REBRERYACICE, BEDERAH=XLRIZ
ERBFOIEFMEZRNLES,
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QSAR TOOLBOX

Import
L I

Gather Import IUCLIDS

Databases

Select All Unselect All

B Physical Chemical Properties
# H Environmental Fate and Transport

Il Aquatic US-EPA ECOTOX
M Bioaccumulation Canada
Ml Bioaccumulation fish CEFIC LRI
[l Bioconcentration NITE
[ Biodegradation in soil OASIS
[ Biodegradation NITE
B Biota-Sediment Accumulation Factor US-EPA
. ECHA CHEM
B Hydrolysis rate constant OASIS
B kM database Environment Canada
B Phys-chem EPISUITE
I Terrestrial US-EPA ECOTOX

Il Ecotoxicological Information
[l Aquatic ECETOC
M Aquatic Japan MoE

B Aquatic OASIS

W Aquatic US-EPA ECOTOX

[l ECHA CHEM

. Terrestrial US-EPA ECOTOX
Human Health Hazards

Inventories

W US HPV Challenge Program
[N USER DEFINED

QSAR Toolbox A —H—<=a7JL
ARA—FHA KR

FALUMEO®ERIL. #IR L 1= Databases (7T—4% X—
R) [TRESN TV SHILEYMEF =X Inventories (1
IR BM) =) IZRRENTWVSAS VARV M) —TE
TENFET, FIZIE. TSkin sensitisation ECETOC |
# & U TSkin sensitisation] T—4% X—X D& %:&R
5L INODT—EAR—XTEREBREEICET S
ERT—ADNMATEZHLEMEDOAHITH L TEUY
BRENETENFET,

FFRIC. RREFCEYEA R M) —ITHEKT ST
L3 TEFET, HIRIX. TCarcinogenicity &
mutagenicity ISSCAN1 & & U Genotoxicity OASIS |
T—AAN—ZX& lCanadaDSL] 4 YR b1 —%&
RTB&E. QSARToolbox [EENHD 2 DDT—E AN
—REIDA R M) —THUYMEEBRERLET,

1 AT3)—EEZERTAT IN—RABEEIWEREEA R M) —Z2BIRT HHEIF.

LUTDZEZHEBOLET,

e HEDIVFRAVIORBRT—2E3L DBUMELTZRE-VERIE, ThonTy
FRA Y MBI SBEAEFENTVNET —IR—RDAZREIRL TS, 1A
v h—EBBRLGWTLES0Y,

e EREBERLCLOBLUMELRL-VERE, FRIEEVEDSESERKRIIT—2F vy T
HENTEDSD, BUGA AV ) =3 FRL TS,

© AU R U—IZI5000~100,000 DMESREERTNET . 4 VR b Y—%F 1 D
REHFEICEMT 5 &, BERERARCGYES,

KEaArknN—232 20
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4.2

4-nitrobenzoyl chloride (CAS &E& 122-04-3) OHlZ5|IEHmEFEALET, BMIE. U—FT75
ARTCT—4X vy THTET 5012, BIEEICETI2EBRERNHLIELUYMEER DTS
L TY,

AR EEY. TOI774 ) D TRRICE > THUMEZRRT IRELAENRFYET, K
EREEMIZE>TRVAERL IO T 74 5—I% Tprotein binding (2 /0 B#ES) | T, 7
AO274 )V IHR (B2EZ5R) Mo, MREEVEIBREDERAAD=ZZXL (AILKRVE
DNAT LT VIADRZER) (CE> TR UNRVEITHEETED I ENHALMIZHRY E L,
ZDRH. RORATYTELT, ALERANDZILTE VNV BEIZRETSE., BIEEICET S
ERERNFATELILEYEZRRT A CENRBETY, 32HITRT &SI, BULT—4
R—XT#HH [Skin sensitisation ECETOC] & TSkin sensitisation] ZZERLET,

LT, ROR—UTHEERT 5K 52, @Y 2EEE TProtein binding by OASIS] (1) Z:#EiR
L. Define (&) R4> 2) #LFET, Ry T7v T4V RO TRET SHHTI)—%
BIRTBESEREINDZNDT, OK (3) #HLZET,
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20124 10 A



QSAR TOOLBOX QSAR Toolbox 1—H—<=a7JL
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/ i A—— 107010"
QSAR TOOLBOX @ T13 E 2o o100

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

Grouping methods Filter endpoint tree... 1 [target] |

DPRA Lysine pep.e depletion

Estrogen Receptor Bu~ding

Hydrolysis half-ife (Ka, p* 7)(Hydrowin)
Hydrolysis half-ife (Ka, pH 8, Mydrowin) Structure

Hydrolysis half-ife (Kb, pH 8)(Hydrow™)
Hydrolysis half-ife (pH 6.5-7.4)
lonization atpH = 1

onization atpH =4

s | Acylation >> Direct acylation involving a leaving group
p““*""_‘ binding potency 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 toxicity dassification by Verhaar
Acute aguatic toxicty MOA by OASIS

Aquatic toxidty dassification by ECOSAR Acption >5 Dhict b s Ieav'né gr - 2‘; g&c‘rwm and isoth— ;
Bioaccumulaton — metabolism alerts ‘Wam > Direct a:'lamh i 5 Ve o > A . drides
Bioaccumulation — metabolism halfdives

Biodegradation fragments (BioWIN MITI)
Caranogenidty (genotox and nongenotox) alerts by T
DNA alerts for AMES, MN and CA by OASIS v. 1.1

Eye irritation/corrosion Exdusion rules by BRR

Eye irritation /corresion Indusion rules by BfR

in vitro mutagenicity (Ames test) alerts by 1SS

in vivo mutagenicity (Micronudeus) alerts by ISS
Keratinocyte gene expression

—Hirritation / Corrosion

&IZ QSAR Toolbox T, MEILAMERLZ VNV BREEBANZXLMNHY . LBHERL=T—
AR—RATT—REZAFTETHLEVEZRELET ., COFITIE, 9 2DEE (HRILEME
ZEL) PIBENET,
Defined Categories Defined Categories (E&FADTITV—) 1 D4
Bt eyt s et |~ FIS. AR T U —0&EINSRTEN, HTTY
—ICBT OMEDHLREREINET,

QSAR Toolbox M5, BfFT STV FRA 2V FERBRT 5L 5 HBMICERSIET . BHEDT
Y RRA Vb (COBBEEERMEY) 2BRTEET L, TIHLPTETRTOLY FRA
Y hDT—4EMBTHENBREATVES (TRESHE) .
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@) All endpoints (") Choose... from Tautomers

COBITIE. 1 2DT Y RRA 2 FOHZET EFEBIEENTNEST—F A ITHNERS
NTWBTH, EE6DFTLarTHLRICERMNFONET,
BUMEICET IRBRERNT 2T R v I RIBAShET, BEOERFEREMSEIT 5
F. T2 YV I RTHETHDEILEFTLY YV I LET,

QSAR TOOLBOX @ o100

¥ Input » Definition ¥ Data Gap Filling

Categorize

Structure

HGenetic Toxicity
In Vitro
|Bacterial Reverse Mutation Assay (e.g. Ames Test)
(Gene Mutation

country

Strongly positive Skin Regulatory LMC BUL
(Skin Toxicology and

sensitisation | Pharmacology,
(Casis)) 48:225-239

t— Neurotaxicity

—Repeated Dose Toxicity %

rHSensitisation i N
HHTaxicity to Repraduction

RIZ. TFilingdatagap (T—2F v v THTE) | EDa—ILIZEL I ENTEFET,

FXxaAbnN—32 20 28/37 R—<
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ARA—FHAF

5 T—2Xvvy Iz

o1 1
10100

¥ Endpoint » Category Definition » Data Gap Filling

5.1 Filling datagap (F—4 ¥+ v J#5%E) E2a—ILOBEM

[Filing Data Gap (T—42 ¥ v v J#5) | EPa—ILOBEMIE, 3TBEDT—4 X+ v TH5E
V—ILIZT7 O ERT B ETT,
e Read-across (J—F74-B0X)

e Trendanalysis (kL2 F7F+ 1) R)

e (Q)SAR models ((Q)SAR ET /L)
J)—RKR72BREMLURTFUSRTIE, T—EI M) YO R TAFARELGBEREERALTT
— A X yyTEHELET. (Q)SAR models ((Q)SAR ET /L) | TlE. QSAR Toolbox IZ#f

BEINFEHEBQSAR ETILDSA TZ)—IZ7VEALET ., KRITIHEL., UTOEESEEZ
BRELT, RELT 23X v v TANZXLEBIRL TSN,

e U—FT7HVOREZE HBROBENMRESNTLG (B, EE. HIEFREGE) | KE
BRAEEOERRMELGLED TEUMNGE] TURRA D MIBLET—2 XYy THTET
¥, Tz, RRERZEHIHHELUMPESDVPHLIERSALGNEEE, TEEMIVF
R4 b1 (BEED 9h-LC50 4 E) M —F7 U RREHEDLET,

o RERBEREFHOZHOHELUMENEREINDBRIE. FLUFTFUIRN EENT
VRRAU ] (D 96h-LC50 %2 E) ITBEL-T—2F vy THTEICHYETS,

o XMRIELFVEOBVGHELUMENR OMALLEMERIEX, [(QSARETILI ZFEAL T,
T—RXX Y THRETICEMNTEET,
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5.2 i

BEDERAA DX LXIFEAKFICH > THRUMBEOREZET LGS, IRE L TEL
LEYE IR —DBEEST DERAA DX LE L CEREEZLZEHBE T, 4-nitrobenzoyl chloride
(CAS & E 122-04-3) #HlIcT—0 70—DFHRAZTLTICEEITET,

AISRLT=& 512, QSARToolbox [T& > T, REILEYMELRULZ NV EHEEAHZXLH
HY., EREREZFHATES 8 DDILEMENSSICHERINE L, BEX TEEMNLT] TV
FRAD M THB =D, T—2X vy TE2)— K7V RRATHETEET,

BRETHIT—AX YV TICRETET—EAIRI Y IADEILENA TA4 FRRSE, T—42F
Xy THSERE (1) ZFIRL. Apply GER) (22) 29 UvyHLET,

Possible data inconsistency (BZZ 6N dT—2FEE) | D14V FONKRRIN, EHTEE
BRT—INITARTRTENET, BRODLGVRT—ILDIFEIX, Skin sensitisation Il
(ECETOC) (KRER/F D (ECETOC) ) AL T —R7VRREZRTTEHLEHEDL
F9., OK/R22%5 1) v LT (3) . Skin sensitisation ECETOC R4 —)LEZHEELET,

QSAR TOOLBOX : & Dod
» Profiling » Endpoint } Category Definition » Data Gap Filling

mh‘qa
Da‘a Gap Filli
| & Read-across

) Possil 1
. -l Skin s ation ratio} (€ points) = = £ a e
® Trend analysis | (Dasis) (2 points) /_}:a )_/_/_/_/
® (Q)SAR models L O cl ¢

Target Endpeint

Human Health Hazards 5 isatio

122-04-3 98-88-4 625-36-5 764-85-2
Einecs Number204__ Einecs Number-202. | Einecs Number-210.__ Einecs Number212.
‘benzoyl chioride propanoyl chloride, .. |nonanoyl chloride

J-chloropropionyl ..

o - propionyl chloride. ..
ting gap filling ... 3-chloropropanoyl c.... |

=C(Cljclccoeet  O=C(CICCCI CCCCCCCCC=0)C!

converted data
6 from scale Skin sensitization EC3{ratio)
2 from scale Skin sensitisation I {Oasis)

Selected [8/8] points
LK | % cancel |
[FSensitisation m:(&,)_M: 023% IM: Strangly positive M 18 %

ZOHRR. VI I7PEEEIN-T—E2F v vy THEV 1V FINRTENFET,
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Resd prediction
taking the maximal from the nearest § neshbours. based on S values from 5 nesghbour chemicals,
Observed tarpet vakse: N/ A, Predicted target value: Poaitive’ - Sebect/filtes duta

e | @ s a8 sm L L b My sy nch
- Descriptors/data.

Hurman H eaithy Hazadsst onsaisatbon (she)

Hesatne

400
to Kerw

€D 7—sxvy ITRRFHOVTAAEEAT FHIZ. MOOBHHTY KRS Y b LHR
MEESBIET—ET )Y IRADEILEERLET,

HBROISTI2IF, BkF XEH) [T TIXRTOELUYEICET SBHFORRER (Y #)
N7y bEhET, TI4I FOERF(E log Kow (HEERE) TT. T3 TDEVFD Ky
MIEUYMEOFERATRELGERERZTL. V- F7J0RATHASIAET, V53 70FD Y
MIBEUYMEOFERTIRLGERERZTL. U—F7 70X TRAASAFEREAL, Cho(E X8
RRFOLT, HREEVEILGHENTNS=OTT, FD Ly bE, BUMELIrLD— KT
JORCEDVERRICEVEDHERRERLET,

COFITIE, BEMEICET HRRETRTEHEETT . T0RH. HRIEEVEOREMES B
[CFHEIhFET, TI4I LTIE. QSARToolbox [IZ&>T 520 INER] FFUME (X @it
FTER) OREDEHHNL, MREEVWEORENHESINETS,

DEIC, 7HOT T I O—FOBMRMITERIEEZHE T S ENTEFT, BN EEY .. FE
DIEAA DX LRIIEARF I > THEMBEDOHER ZET LGS, IRILEME &L
MEIXE—DBEET 2EAMES S VCERAA DX LZELET, ThIZEhhb LT, FHUY
BRI FOMDEREREICIDMDEABEBES S CERAA D XLEZHF O LELHYFET,

ChEfERT BIZIX, Select/ Filter Data (T—2 DEIR/ T4 ILA) A= a1—%F=E.
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Subcategorize (THi5%8) (1) %% ') w4 L T. Protein Binding by OASIS v.1.1 (2) ##
KL, BRBFHBELWMEEZBE IO I 74T LET, RIT, BLUYEOHFEERRIEEMED
e (3) ERBLFET., THRISRT LT, HRERLGIF NV EREA N ALEHEDOHE
LMEMN 1 2HYFET @) .

FLTHEWMEEMEZRNT S(2(E. Remove (HIFR) RE2> (B5) 20Uy I LET,

e e

ps ey e
' ” el Grousing methods
(S ) | General Mechanistic —
» Profiling orL e,
Acylation

Acylation >> Direct acylation iny
Acyltion >> Drect acybton nvi

Target

Structure
Analo| ues

5 (8) A - faig \
Fms:munsauon #ET Acylation >> Drect acyatoni
. (1) SN2
b ‘ (1) SN2 >> Nudeophiic substi
Descriotors | | Prediction ¥ 1), SN2 >> Nnuanksub i
| y
n at

£

Fiter points by test conditons
Mark focused chemical

Mark focused points
Remove marked chemicals fpoints

Clear existing marks.

+ Selection navigation
+ Gap filling approach
.+ Descriptors/data

.+ Model/(Q)SAR

- Calculation options
+ Visual options

+ Information

- Miscellancous.

Humuan Health Hazards=Sensitisation (ob=)

i

7.00

Selected 1 (7/8)

sm D Select different
Desorotor : [ogkom | = [ g remove ]
——— )

Fr-. BUMED Y R FTHRIEEVE L OBEELUMIZLEMEEZYEZREL., ZHT D
ISEISELMEDY X O SHIBRTEET,

aA—H—[&. Similarity Option (FBLUEA T a>) #FAE (1) T. Dice (F1R) ix (2) .

Molecular features (9 F#&i&) H 5 Atom pairs (JRFxf) (3) . Atom characteristics (JRF4F1E)

M5 Atom type (RF247F) (4) #BETEET,
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= * Grouphg met
Endpoint Spediic

cl0Hla+c)+(b+e)] Atom type(AT)- encode the species of atom, the ™ Hybrdzaton

number of non-hydrogen atoms attached to it, and the | [ incdent pi-bonds
number of incident prbonds. | £ valency

Atom palr - Atom pairs are defined as substructures |
jieadconopion of the form ATI -AT}-{distance), where (distance) is Cyde

F;':.‘::'IMM S S5 the distance in bonds along the shertest path between
i an atom of type AT and an atom of type AT},

@au;. =l RAE [wroc ] [ Xcns]
—b Simdarity = 86.364% (Detads | -z(;_)z [ 70

ol I Trandormations
2oy [<> ~

Documented =

(0/7)

COFITE. ARIEEYVEDEERLENEBIZEMEEYEN 1 DEFTHYET . 2 —F—[L,
JD—F720RCCOBUMEDHEFAT HHNESIH. FLIXMMOELUHMELIRAT EINE S
MNEFEIRTEEY,
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Grouping methods
Endpoint Spedific
ite aqui

Biodegradation fragme
Carcinogenicty (gen

DNA alerts fi iES,

ye / corrosion Exclusion

in vitro mutage:

in vivo mutagenici
Keratinocyte gene
Oncologic Primary Clas:

A=+ HA K

Anzlogues
) Simitar [20%-30%)
Simitar [30%-40%)
Simiz T

QSAR Toolbox 1—H—< =3 7JL

About Update

The OECD QSAR Toolbox
for Grouping Chemicals
into Categories

Developed by LMC, Bulgaria

in binding alerts fi 1) TR 5 ey [
(3) Simiar [50%-60%) N |
s (1) Simiar [70%-80%) )
Empiric
Chemical e e [
Groups o
Lipinski Rule Oa Accept prediction
nal groups
nal groups ( Return to matrix
nal groups (U A st
nal groups, Norb nsuts;bon, b
i ORERC = filter data
'.'P""'.I. ¢ e'e.“’ I Select/ |
Subcategorize
,,,,,,,,,,,,,,,, T SRR Mark chemicals by descriptor value
Filter points by test conditions
Mark focused chemical
Mark focused points
Remove marked chemicals/points
Clear existing marks
1  Selection navigation
Simulated + Gap filling approach
idation simulator ! YD iot
(akaline medium) ! o ldata
: +1 Model/(Q)SAR
- i + Calculation options
wiator (basic) ! ; =
smulator (neutra ' '+ Visual options
Microbial metabolism simul Selected 2 (5/7) i Information
Skin metaboksm simulator | (@ sgect diferent | : '+ Miscellaneous

\

TFHRI77a—FH, FAA D XLRISEA#FE S L UCEBENBEUEOSR AN 5+ 5 rEE
M EH B &I L -15E(X. Accept prediction (FRIDEEE) #01J vy 2 LOKEIYvoL
TFRHERRBTEET. CNITK-T, BENT—ET L) VI XITHEASIET,
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;
QSAR TOOLBOX 5 ;!;
» Iny »

» Endpoint ¥ Category Definition  » Data Gap Filling

for Grouping Chemi

into Categories
Developed by LMC,

Data Gap Filling Method

© Read-across
@ Trend analysis
@ (Q)SAR models

Structure

Target Endpont
Human Health Hazards Sensiisation Sian In Vivo LLNA EC3 7 |

_Ec3 (/9)

Descriptors | Prediction

Read across prediction of Human Health Hazards#Sensitisation,
taking the maximal from the nearest 5 neighbours, based on 5 values from 5 neighbour chemicals,

‘Observed target value: N/A, Predicted target value: ‘Positive’  —

[L
Mark chemicals by descriptor value
Fiter points by test condiions
Mark focused chemical

[ information [ bl
i Remove marked chemicals/points

.0‘ The current prediction was accepted | Clear existing marks

'+ Selection navigation
'+ Gap filling approach
-uﬁ e

'+ Model/(Q)SAR

'+ Calculation options.
¢ Visual options

'+ Information

'+ Miscellaneous

Postie |- @ Y

Human Health Hazards=Sensitisation (obs.)

€D 753UV IRERRENERREOHES R BHORLF TRENETS M)
(& Tmeasured GRIFE) 1. TR [& lread-across () — K742 B X) 1., IT] & Ttrend analysis
(FLYE7FUTR)I. TQI (X TQSAR model (QSAR EFIL)1 #EBKRLFET,

Return to Matrix (7—2 <Y M) YO RICEB) %0y $5E. U—F7ORRXREKT LT,
D—O JO—%EDDENTEET,

@ FRZIUCLIDS 2TV RAR— b BIZIF. YTORERARIEEVEDIICEHLETHERS
VEVIYVILET, HTERLV ¥ —FE, SETFLGBEBEHRATERNLTINE
To CNIZF, TZTVRR—FFEFAEDRER . ME. hT7TV—. FRHEIV
ZEYMICET HFERGEED LKR— MEBRDIESEI . TOECD#E—T T L— bDER] .
MERMEDESLGIT YRRV FORBRERIFHROELEAL . THROMBIR 0 EDERRE
RHY . mEIZTxml (i5z) T 7A4IILTIY XR— k3 HhH . WebServices > TEHE
IHOAR— T ENEERLET,
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6 LAKR—F

¥ Endpoint ¢ Category Definition » Data Gap Filling » Report

6.1 Report (LR—F) ELa—I/LOEK

Report (LAR—FK) | EDa—ILEFARAT 5L, QSAR Toolbox TERITL=FBIZEET 5 LK
— rEERTEE T, QSARToolbox IZIFEEED LR— kT TL— R e, MBOI—Y—FE
FUTL—FEEETELTUIL—FIT4E3—DEENTLET,

6.2 4l

4-nitrobenzoyl chloride M KR EREAEICEET 5 FRILR— b 4£/T HIZIE. Available data to
report (L7R— MIZERARIEERT—42) 2« > KT Predictions (Ff) (1) 24 TILY )y
S LTCHE. HEDTHE (2) ZEIRLTH D, Create (fERK) RE2 > 3) #VUv I LET,

o " o ik T

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

Repository.
L]

b
|

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

Avaiable report templates

Standard (predefined) QSEB Igﬂlh ox EI:E!!. !- ﬁ = ! l 2 I
QSAR Tooibox Prediction Report (TPRF v.3.0.1)

Custom (user defined)
Editable copy of QSAR Toolbox Prediction Report (TPRF
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T|EE . +33145248200
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