OECD QSAR Toolbox v.4.4.1

S

AR

FIR(CK DR ERAFIE TR EDRFR S




AEERYpIL. OECD & VB &f7-: OECD (Q)SAR Toolbox v.4.4.1,

OECD (Q)SAR Toolbox v.4.4.1, Tutorial on how to predict skin sensitisation potential by

standardized workflow © OECD 2020,
(https://qgsartoolbox.org/wp-content/uploads/2020/04/Tutorial_17_Standardized-workflow-

for-Skin-sensitization.pdf) <49,

AEERIZ. OECDIC K WfEpkEaN/7=H D TldZ <, OECDORALFERTIEH Y FH A, aﬂ}n}:\'@u‘:ﬂf’f
EUOREEZEEDESEIZCDOVLDTIENITEAEMTEEZE D LD TY, EXEXRFRICHEELH 535
. RXZEIL L TLIZE 0,

© 2021 National Institute of Technology and Evaluation (NITE) for this translation

The OECD QSAR Toolbox for Grouping Chemicals into Categories April, 2020



i 2

« RIS
- RIERMEICRA I DIZAEIRVETFIIR

. EAERETIRDRAT

The OECD QSAR Toolbox for Grouping Chemicals into Categories April, 2020



a5 =
B =

ARE(E. ToolboxFIFABENMREIRIEFIEZERL T RERBMEOT —5Fvv I
ST AIREE B2 BKULL., #F ARz ERERGERAULIEERITT,

The OECD QSAR Toolbox for Grouping Chemicals into Categories April, 2020



i 2

165

=}
°=F —R

Eq“ﬂ}ﬂ]

« RIS
- RIERMEICRA I DIZAEIRVETFIIR

é_.l_.l

=

FEIRFFIROETT

[ J
\l

The OECD QSAR Toolbox for Grouping Chemicals into Categories April, 2020



F—-U—-F
TARGET CHEMICAL (RWHR{LFME) —BLOHJEFWE.
MODULE (¥¥1—JV) —ToolboxEZ1—IUd. FFEDEWREATSAUHIHELILE 23> T . (B : TOT71U>Y)
WORKFLOW (##fFFIH) —JEZ1-INEHEFEDETER. (B FRREFIR : ADDSIRESIENR)
PROFILER (O’'0J74M435-) —{btEMEORFEZHBITZHOT7IIVL (—EDFRR) . #8&T0J745— (Fl : Organic functional groups (BHE&EER) ) .
WeFJOI745— (Bl : Protein binding by OECD (OECDDAY/\IEHES) ) « I RRAOMFRMTOI745— (Bl : in vitro mutagenicity (Ames test) alerts by

ISS (ISSin vitroZ &R (Amesiitig) 75—8) ) BE WOHDILTDTOT7A5—HFIBRIEETT .

ALERT (73—B) —J07715—F. —EDRRIFLEZ7S— MSIEBRRENTVET . 2R, —EDT—MRFTHEBREINTVET . COT—FRFK(F LT OIEB(CEIEDIFBNTVEY ¢
{LZABIE. VIR FHMEIR, RERT -4, WHRMEZL(EMBEIZ N OLER, SLMMOERFEHTOT7(5-NE09MET -9 (B8RITY) .

CATEGORY (h7dV-) -REUFEEEEIZMEDIIL-T] (B : BUSEERF(I/EFHAE) . BEARNLToolboxDIRIEFIET(L, ERSNTOT74 53— (LR > THRYEL
UNEEENT BN E L THEREINE T,

ENDPOINT TREE (IYRRAZMYU=) - LAOREE WRCFHIMEIR, IRIRENEE, LS. EMEREE) NSLDFFERRMERE (B @ c MEREZE-BSRMECHT
BLLNAGRERDEC3) FTODURLL—EEREL T, I RS> NIRRT ENTVE T,

DATA MATRIX (F—%9—-YMwI) —LFWMEET—H (ERER. TOI7(5-DFER. FRER) 2iRET R 2AEFMERMERIOF(C, &7 —F(HERIDITICRTRENTVEFET .

The OECD QSAR Toolbox for Grouping Chemicals into Categories April, 2020



i 2

« RIS
- RIERMEICRA I DIZAEIRVETFIIR

° é_.l_.l

RERMFFIEDZETT

[ J
\l

The OECD QSAR Toolbox for Grouping Chemicals into Categories April, 2020



=

AZE(Z. FTseDEHDToolboxitdpezREUET, :

« WHRALFMEOIBLIEZFELET,
«  Toolbox(C¥E N TLV 2B B DEFRFER 2B UF T,
o« BIOHFIUALIGEYIRTOI7A(I) I At - L BMAIFULET .
- BREEREFIRICEIDT -T2 /T ZITVE T,

The OECD QSAR Toolbox for Grouping Chemicals into Categories April, 2020



M =

= =

==
. -

EurﬂHﬂ
7'

- BFR0R50
o« RIERAFICER I HIREEIRIEFIIE

« JHE

RAERFFIEDET

[ J
SN

The OECD QSAR Toolbox for Grouping Chemicals into Categories April, 2020



BN RR50L

 ToolboxFIFHAIC. HERELEZ 7RI DIcshDIRAERREF A7z 7R
LET,
« FIFEISFHTLLToolboxDEIEZEEEALE T,

- FMIABSFRLLVBRIAY T —>%Z5RBELE T,

« FIFHBCAREZDZFIEOERICHIENZEZBALE T,

The OECD QSAR Toolbox for Grouping Chemicals into Categories April, 2020



i 2

165

=
.

eqﬂlﬂ]
'7'

« RIS
- BRIERYEICRAT 314 REFIR
éj‘.l

=

FEIRFFIROETT

[ J
\l

The OECD QSAR Toolbox for Grouping Chemicals into Categories

April, 2020

10



.« AR

) FIFHER

RISRAF DIRZER{FFIR
=

& (SW) (&, BICHE < OALZEYIBEDHT -5+ vy T flisc @A I L35
sTENTVEY,

« SWslE. AWsZzFIBIBRAERAENERICI RRAN (TRh5, RERAE. in
vivo. LLNA., GPMT) (BRI ALSCHRFEINTVET,

« LDASWHBIaEN DL FIHBEOHIEN T TEERSNZOYVIICRES> TFAIZITVE T,
- BEHEEFIE (AW) EFERD, SWsICBEWT(E (MBOEYIHE. sEREAEREZS

H

MMLEND, FIFABEORESERIEELRDE T,

« BEOBIRIRNMEEINDIHS. #IEMSLEL. FIHBOREZTFEFI,
« SW(E B—EFMEICOHEITTELT,

The OECD QSAR Toolbox for Grouping Chemicals into Categories April, 2020 11



i =

= || =)

=
. -

=Ry
'7'

=LV N: YAV ALTA

« ZIERMEICRE I DIRAEIREFIE
- JEE

S EIREFINEDSELT

([
\l

The OECD QSAR Toolbox for Grouping Chemicals into Categories

April, 2020

12



=

M

EEI

bl 4

HEE Cld“target (U5R) "EEMELRDIFIVINSAI[CAS # 120-
47-8] DR ERAFITE = FRILE T,

AT, BRI E BB TRITENET,

The OECD QSAR Toolbox for Grouping Chemicals into Categories April, 2020



%]
R&A'F (L_Be'ﬂ@“é%ﬁ yaIE
» RIBRAFICERTZ7VIF—1HEMKREXL, BR LOEXRMHEFEIR
[SER
« RIERAF(L BHTEIZ ERIZRSEFRIS MR T,

« ZAOBWALEYIER KRB\ IELHERERIIC, RERF=HFET
BEVITENTRENTVET, 1

o UTehoT. BEEEMIENID I\ DB EDIEE I 8T L. KRIERAEYIEL
RDEMLEMEZT I T I BLICEAL CRYI THRAEWVWAET,

Hm

b
Lol
1)
—i
[

1 OECD (2014) . A2 )NIBAODEEHRES(CLOTHIIBEN IR ERECRET2AE HRIZER (AOP) . OECDFTAh-5HiiS")—X. No.168.

OECD%17. /W(The Adverse Outcome Pathway for Skin Sensitisation Initiated by Covalent Binding to Proteins, OECD
Series on Testing and Assessment, No. 168, OECD Publishing, Paris)

https : //doi.org/10.1787/9789264221444-en.
The OECD QSAR Toolbox for Grouping Chemicals into Categories April, 2020

14



i =

ac
« F—
- B#Y

=LV N: YAV ALTA

« RZIERMEICRAT DIRAEIRIEFIE

\é_.lj

=

RAERFFIRDET

=
a2
J—

[

The OECD QSAR Toolbox for Grouping Chemicals into Categories

April, 2020

15



FRERFFIRDRTT

o —iZHYRToolboxEZ1—I)LDAE3 DT —EDIREFIETHERINET,

O Input (AA)
O Data Gap Filling (F—4%FvvJi#5)
O Report (FREE)

ODDES1-ITHBProfiling (JOJrA)>7) | Data (—45) . LU,

Category definition (h7JU—TE%) (3. EEAEIRIE=
HELTEFNTVE T NREFFIRTEZENSDES 1)
IBDREZTEFI,

The OECD QSAR Toolbox for Grouping Chemicals into Categories April, 2020

=NED 7 )L TUR LD—

/(:_C_E1$JJ:LJ\ 5F|J

16



i =

16

=
. -

=Ry
'7'

=Y. N: pAvALSTA
. Fi}é-"%ﬁ%’ﬂ:ﬁé?é SAEIRVEFIE

. ﬁaﬁia%{’ﬁ$lllﬁd)¥ﬁ
O A7

The OECD QSAR Toolbox for Grouping Chemicals into Categories

April, 2020

17



A7
=

« KED1-UE BELOBHMEFME (OFD. WHRILFME) Z AT
DD 7 E2FHBCIRRULE T,

« ANEZ1-INORICH IR TOMBEMEFBESCEDVWTITONDILH ., KE
21—V TOEME. MFIEFMEICEINZ TN D FEsEhELWL Lz b
a9 LTI,

The OECD QSAR Toolbox for Grouping Chemicals into Categories April, 2020

18



QSAR TOOLBODX

Document

@ Document 1

O
O
O
O

A7
{CFMEADTE

— — 1
oo
l—[—l ;oo
10108

* Profiing P Data ® Category defintion P [Crata Gap Filing * Report

Rinabe Chamical Chemical List

4 oo™ 88 E- l”’

mpositicn Sl Chem|Ds Databass bwventory ubstruchore (SMARTS)  Qusry

Salect from last used chemicals FT
Select fromn Database F&
Select from Invendory

Select from File

e==7 =z

CAS (Chemical Abstract Services) &S (#)
{EEBEDHRIE|

FIFHBOUANACEY)EZE /T —IN—ANBDiEIR

The OECD QSAR Toolbox for Grouping Chemicals into Categories April, 2020

19



AZJEH
CAS # (CLBF—-TYMEFED AT

S S
C} r|a aiia B
fulll 1-11 010
Lla 010
part refifng

¥ Dala P Category defirition  * Daka Gap Filing B Repart

QSAR TOOLBODX

Dioeurment Ch=mical Lisk Search Target Endpoint

Mew Cpen

Si C
o
P e CAL Name  Structure Composition
s A 120478 “| | Search TI [ o Cancel

=) Search by CAS %

lally
& Document s

[ selectAl || UnselectAll || Invert Sebection |

CAS 120-47-8

SMILES CCOC{=00c leoe(Oecl

CS Relation High

Subglance  Mono constituent oH
Composition

Name 4-hydroxy-benzoic acid ethyl exter;4- L

Sources

MICHAS
[anads 1S

1.CAS#%7UyILE T,
2.IFIINSARODCAS# (CAS 120-47-8) ZAHILET,

3. Search (1&%) =9 UvwIULZFT,

The OECD QSAR Toolbox for Grouping Chemicals into Categories April, 2020

20



A7
WRICFYDEDETE
Toolbox(dT —AIN—RAZHRZRLT. ASUTECAS # hToolbox([TARFESNTLBR 7D T8
IS¢ B EM TSN TUVBNEOH ZHEZRLET , & (F 2Rt BEL TRRENET,

OK (1) &=¥UwHLFS, = 1 "

120478 ‘ Search oK Cancel

[ selectan Unselect All || Invert Selection | Selected 1 of 1

CAS 120-47-8
SMILES COOC(=Meleec(Ofecl

€5 Relaion  High o
Substance  Mono constituent Bl A '\r©/
Composition K

Name 4-Hydroxy-benzoiz acwd eth. ..
4-hydroxybenzow acsd efhy. .
Jrvdroxvbenzow: acd. eth. .

AFIURCAS # 1Y, BHEOIBIE. H2\ I BROERBFHDOVEIA T 25 OHE—DIBIE(C
| ZEH95E. EROEEMBRERBIRNEUSEINET . COHE. FIREEG. FERFEF
NEDTH(CEDYNEZRIFL THNERET BTENTETFT

The OECD QSAR Toolbox for Grouping Chemicals into Categories April, 2020

21



A7

OSAR TOOLBOX

[7] Stucturs info

| Additional Ids EC Nusiben 2043954

120-47-B

—— CAS NHursbar

—— CAS-SMILES relation Han

—— Chamical name{x} A-rydroaybenzon ack ethyl ester
—— Composition

| Molecular fermmala CeH1003

Foro conytruent
—— Pndilingd GulicLancs fyps

— 1 1. Structure info  (IBIEHER) OREBZHVT. WRDFOEFMERTEIBHREZHERLET,

The OECD QSAR Toolbox for Grouping Chemicals into Categories April, 2020

22



i =

16

=
. -

EGM
'7'

« RIS
o ZIERMEICRE T DIEAEIRVES

=JIE

S 2
- IRERFFIRDERIT
O AN 73

O F=AF¥vvI a5

The OECD QSAR Toolbox for Grouping Chemicals into Categories

April, 2020

23



7T — ¥ VI T
=

- “Data Gap Filling (DGF) (F—=4F%vvJi#E5) "€E21-II Tl 5D0ORBZT—IFvv Ty - I Z2iRrUET,

O Read-across (U—R720X)

O Trend analysis (ftEBEI9HT)

O (Q) SAREFI

O Standardized workflow (Z#E32{/EFIE)
O Automated workflow (BEEHZVEFIIE)

o UTORSEEZERELUTC. WRIJEU TROBEYIRT —4Fvv T T E2EIRIT20EBENHDFET,

ORead-across (U—R770RX) (&, ERN—FEESNTE (B : BRI, B2, HIEREE) RERIEPERERED
“qualitative (BRI " I RRAYNMSBUIET =93 vy HETY . S5(C. EERIERDHD. (FADDEDEE
BN RIEINIZSCE. “guantitative endpoints (FE2HIRIRRATK) “ (il : BFED96h-LC50) (C
BILTHU—RPIOZNHEREINTVET,

O REHEROH2FALWNENZEUFEINLIZSC(E. BEEDHTE. “EENRIRRAN (Bl : FBFED96h-
LC50) (GEUET—AFvyIEAETT .

O WHALEME OB RFELWPEN B ONSRVB S, T—IF vy T 2559 30 (Q)SAREF IV #ERI 3L
NTEET,

O*EETA’E?JIIEBJ:U@E)JTM"E?JIIE(I HRAEOEEEZSSICTIHICHFEINTVEYT, —BRIR T 3L, ERINE

RSO TFRIZITV, Se T UF T, 2FBREDIREFIRO—AZAYRIZEWVNL, IRDATA MIRENTVET,

The OECD QSAR Toolbox for Grouping Chemicals into Categories April, 2020



AW

A7)

-

a7y AY T

AWTEZSNTWLWSELD
ERICERMNSWTHEAS
NTWET,

SWIEERET—RZFILEL.

FIAZEIFAWTEEEINT
WEEREIFEDT HER
EIT2CENTEET,

Llinl

T =¥ I {5
B =

SW

AT

4

Ja7yA) T

| =

F—%

| =

A3V —FEE

Rt

2% vy IR

Of{ <

Nk |

ST, EREERIES

The OECD QSAR Toolbox for Grouping Chemicals into Categories

MRIVRRAO DT -92EET -4
R=-ZAN—ERREN. FIAEEIRTO
T=AR=R, BL(E FEDT—HIN-2X
EAERT2ONRIRT BN TEXT

DGFIGBUIR/EFIRCYNE N TS

ZERTOIrA5-M JI-TOBEH

(CEDVWTEBHICHNNT—ERRIN.
FMAEEIMEEOTOI715—2EIRI B

ENTEET,

EBMOT -5 &R ZITIENTELT
(B : B’RBEVEDIEIR)

=B A ERLET

April, 2020

25



T =9+ vYI fli5e
,TET 4"?——” AODFI R

elect
¥
EE— I Choices
EC Humben 2043504
—— Additicaal idz . .
ol O B ol il el e e e e e e N
- CAS Number e :
1 9 ® Skin censitization 1
- CAS-SMILES relation Figh ]
——————————————————————— -
4 hydrarybenazic o sl sbery —L/
COH1003
Maoro combitumst 3
D00 =0 Tooc kel
1+ Flsical Chemical Properfies
1+ Emvronmesital Fabe and Transport
[+ Ecobowicologicsl Information
e . ok || canes

Data Gap Filling (—%%vyJi#5) T2 1-ILBHULED,
Standardized (ZEHEIRE) NI ZIIILET,

Skin sensitization (FRERME) Z&EIRLET, | Ex
OKTHEERLE T, | '

AR WNR

The OECD QSAR Toolbox for Grouping Chemicals into Categories April, 2020



TF—AF VI 5T
=EIRVEFNEDF

FAEE 3 DOI> RS> MOBIREENSZDIED1 DZIEIRII2MNEBNHDET, —DOH
DIEIREETX, EC3ESMWNOD2IEFEDT —A={FERAIT B8, KDZLDFELWIZ R DT
BENTEFY, 1REBIRCEVT. INBOIY RO MBI INTORET —4F (4.
R ERAEICRAI2HEREREDRIE THd“Skin Sensitisation ECETOC (FRERE
ECETOC) "[CEH#ENE T, INTOREET —AIEERURECEEENET,

Select one - O L

Skin sensitization
Which data do you want to usc?

1 : ® EC3 from LLNA or Skin sensitisation from GPMT wszays | AW availakle ) :
T TN senemiation om GPRTT sty (AW MATaEE) T T T T T T T T
) EC3 from LLNA assay | AWY available )

2

Documentation N Ok | Cancel |

1.—DBEOHBEH»EDEINEIY FRA1> MeiEIRUE Y . —~EC3 from LLNA and SMWN from
GPMT assays (LLNADOEC3:GPMT7yvEADSMWN) .
2.OKTHEERLE T,

The OECD QSAR Toolbox for Grouping Chemicals into Categories April, 2020

27



F—AF VI 5T
ZEIRVEFNEDF

BIENRIEESN 3L, Workflow Controller (GZ{EFNEEIBEM) HFRRINET . I
EMTORERVIDEIR(E, BB EIRR I IR ERMET —IN-A—DF(EETZ

M e \\a_
1EIRIBETT,
Choose databases to be used - O X

1 [/] Skin Sensitization (used in AW)
: o e V] Skin sensitization ECETOC {usedinAW)
Workflow name  Skin sensitization [#/] REACH Skin sensitisation database (normalised) (used in AW) i

Subcategorization by profiler [Substance type]

General task
Choose items : [Choose databases to be used]

@ Show action log
2 \l

| OK || Cancel |

Active task

1. £TH7—-49X—X—Skin Sensitization (FZ/ER{E) ¢£Skin sensitization

ECETOC (E/EREECETOC) . REACH Skin sensitisation database
(normalised) (REACHRZERMET —IN—X (IEFME) ) Z&EIRULET,

2. OKZJ)yILEd,

The OECD QSAR Toolbox for Grouping Chemicals into Categories

April, 2020

28



T —AF VI 5
= EIRVEFNEDF R

REFIREREHE(C(L. 22DX1 MY, KHTEE—RFEIENTESContinue  (#&1T)
/Pause (—BHELE) (1) LERIEFINEZELLETERENTEEStop (FLE) (2) Mi&HDFET .
SH5(C, IBEEITPIAIREENZ IR TOFENEEETREINTHD, 1IR/FFIREIEEEDShow
activity log (EITREROER) (3) NOHEERITDENTEET,

Workflow controller — [} =

workflow name skin sensitization

General task Defining primary category

]_ »-_HActiue task Getting all categories for chamical list with profiler [Organic functional groups] and metabalism []

.'__'__[&""- Pause

A7) show activity log

B = el e T
3 Geathering deta

Gethering of data resulted in chemicels/dsta points : (18; 2Z9)
Getting all categories for chemical list with profiler [Aquatic towicity classification by ECOSAR]
and metabolizm [[]
Resulting cetegories @ Esters,Phencls
pefining category using profiler [Agquatlic toxicity classification by ECOSAR] and metabolism []
Gathering data
Gathering of data resulted in chemicals/dasta points @ (15, 26]
Getting all categories for chemical list with profiler [PFrotein binding alerts for skin sensitization
by ©OASIS wl.4] and metsaboli=m []
Rezulting cetegoris=z : Mo alert found
Getting all categories for chemical list with profiler [Organic furnctioral groups] and metabolism []

BAmowR AR e e o gnin E e [ R e GAERo mantr o e

The OECD QSAR Toolbox for Grouping Chemicals into Categories April, 2020



T =5+ vYI e
B SR FIRAFFIEDT IV IUX Ly

T—AR—ZADFEIRNME T IBHE EEFIRIREET 2T0T71 53— DBANEEDF T 2RI BERFHZ
I BFEHNELTLLT O 3 DNEESNE T,

1) RYETHDIRNRMBICENRTS— Mdimna.

2) BIERMCFEREBAHOEIHCORER. WRME(CBIR 75— MELDEE.

3) MRMEFEFZOREFCTS— MROINMSBRVGS

HONIERFET 53— MRYERNICEEINGS. FEEBEEEIRBEBRHOFERL T
INVBREET7S-MEUIGE (U—RX1FEEF2)  2OT75—MIEIVWT—RII-TEMMThngd
(FUA1) o

RIEDT—R (F—2R3) TE BECEIWVITOIr(USI AF— L2 fERAUT—RIIN-THERIN
&9 (FUA2) .

> FUADRIER (LR (CHE 2 MDASA RCTERBASN TWLE Y

The OECD QSAR Toolbox for Grouping Chemicals into Categories April, 2020 30



SFUA1

T =¥ VI 5T

-75—MERMBANTEEIND. ELLE. BEIFLIERBHEOF M EOFER.

75—-MEURZE

A 7

2 2

XFZRA I:%fli% SOAT

JOJ74I>40

A

R ERAET —HIR—X

.

1

RERMEICEIT35)()
BET 75— MRS

AUZZ1L—33a>0%IC,
RERME(CRET B>\

SM2z1lb—-2320
BIC. RERECET

A B3I BREETS—

AICEEXNSH ? ?f:‘)—b hiEIEENS I\b“/ﬁﬁéﬂ%b‘ ’
¥ v v

T RYIEARICEEEN MERME + AUCLD

I INIEREET5—b

(CEOBFT)-2ER

ERE—1EICLTIVNG
BEET7I-NMIEbh7T
V-ZEER

MEYIE + S MITLD
R E—1EICLTY

SINIEREETS—MC

F— ¥y T

HEE

X SONFIU-%ZEE
BT h7IU—-{t #IH7IU—-1{t
1. Substance type 1. Substance type (#1891
(EH1T) 2. SSICEAYZPBA
2. SS(CEg93PBA 3. SSICAAY3PBA+AU
I 4. SSICEA95PBA+SM
a 5. Structural Similarity ({&:&£80014%) (BIE50%)
FRIE, ROMEOFVEE ]
MECEIVTIThNEY,
¥
FROHEE

The OECD QSAR Toolbox for Grouping Chemicals into Categories

April,

2020

31



F—AF I 5T
SFHIVA2-FRMERNTHEMUREY) (BEEMEERDLUOREREY)) NTEVI— MEEINRVGES

A B MFIEFEDAT
— B
. EHF1EE
JOI74927 VR ORIE
1 —
=4 REERMET —IN—=2
hr)—-F&E — [ > Zﬁ;ﬁj(ﬁlz_afﬁbgmwu>')‘(:gj‘uﬁ-§a~;ﬂﬁaﬂmbfj‘u—(:;o

Hl:0FG, OFG USEPARE

.
I HhFIU—1k
1. Substance type (#)E&%517)
2. SSICEA9%3PBA
3. SSICEA¥3PBA+AU
4. SSICRAI3PBA+SM
5. 9ONIEHEEN
6
7
8

C——

. TIFIPANERFRRTI-b
. OFG, OFG US EPA, OFG N.Haider
. Structural Similarity (#&&28M001%) (FMBE50%)

F— ¥y A5

e
Fillld, REMEDETLEELL
MECEINTITONET,
S FRIOHREE
The OECD QSAR Toolbox for Grouping Chemicals into Categories April, 2020 32



F—AF¥ I il
m-%? SEFNEDF)FE

COBEFIBICEDI N —THEERTETRVEES IRIEEME(TIEEDT 57—
RI)WN—TE 5%

MFIATEIGZEFEES /\—7\0)7°D77'f I—(CEI{—

\l

MEEHDHZE) | IRERFEFIETE, FIHAENSOREZFEFI .

Choose primary category profiler = O

ins] = bha_l
Workflow name skin s 1 Organic functional groups, Norbert Haider (checkmol) | 40 analogues [ 77 data points ]
General task Def ‘; ;0 Organic functional groups | 36 analogues [ 73 data points ]
Aguatic toxicity classification by ECOSAR | 28 analogues [ 61 data points ]
Active task Choose item : [C} Organic functional groups (US EPA) | 25 analogues [ 55 data points ]

US-EPA New Chemical Categories | 20 analogues [ 50 data points ]
rause | [

X

@ Show action log L)/ oK |

Cancel |

Jocumentation

2

2.0KTHEERLF T,

1.AZE REMBENZWHTI)— FIHERETEIZAMO—E L) THEEZHRITLET.

The OECD QSAR Toolbox for Grouping Chemicals into Categories April, 2020

33



TF—HAF¥ VI 5T
ZEIRVEFNEDF

—RHF7IV—(CB89270774)> 0 AF— AhNEIREN 2L, h7TU—-h e, T—9F vy
HTTICADE T, ZOROFIEEL T, YIA7TU—bhThngd ., AN I A7I3V—1t
([CEDEBASNIERIGUT, JOJ745—-3RDISICEDTENET,

® Green — COJOI7A5— =BT 3L, FRIOEGREEZREIENTEET,
® Blue — COJOJ7M5—%zBRAIDE. FRIOEEERIHIELELET,

® Vellow— cOJOIrA5—%=EAU THIRTEDIRREICE R (IHDHEE A,

® RED — HYIJh7dU—{bZzARI3EECRIETRILETETERA

® Grey — I CTIOEAINTVWAIOI7PA5—T9Y,
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Organic functional groups, Nomert Haider {checkmol)
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| Structure Simiarity e e —— -
! Organic functional groups | ST ERBLL

|
3 FRGETRBOFLA

[+ I Unclassified

BIGHEHHINGIRTEERL
Applied or Doesn't modify state ‘

E ®) At leas! |[STOP]

Options 4 Metabolisms 0 Selected
Select A nselect A =t Analogues
4 Do not account metabolism

|—-—'—‘"a Simulated
Autoxidation simulator

Skin metabolism simulator
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) (2) [T —TEenFRmSNE T, EKOOIANTOTOT7A5—(d. Unclassified (KH%E) OJI-TCHFEENFT (3)

SREAFRTRSNITOTPAINITY RIRA > MBI #ERENIGEIRARERD, FIABFESRERNEREBDET, — 5. KOO
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nvert |Anou Opt ) Jald * Category defnition ™ Data Gap Filling

Organic functional groups (LS EPA)
Organic functional groups, Morbert Halder

Undassified

P 4077 M: Mon censitizer [EJINEERT M: Megative R: Mon sencitizer B: Negative M: Megative . W Strong cenciti.. M: Negative i Strongly posit.. M: Negative
[

Differ from target by
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4 Cptions Metabolisms 1 Selected lkin sensitization

utze-- Unselect All | ivert [ About] opt

Retrieving different analogues for profiler [Organic functional groups, Morbert Haider (checkmiol)]

Do nat areount membolsm |
Snula‘bed Performing viswal subcategorization  Discrete chemical Discrete chemical| Diserate chermical Discrete chemic
= Documentation | l '[ v
Select / filker data
- Gap filling approach
Drescriptors / data
@ @ o oN & O DO @ @ @ L]
Medel/QSAR
Selected 23 (16/25) ) )
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Workflow controller

Workflow name  Skin sensitization

General task Consecutive subcategorization

Active task Building similarity options

@ Show activity log

B emic T EZENHIBREN L IREFIEEIEEHGROY T H7TU—(LORITELEUE
9, FIRER. BOh7TU—AbZHITI DN, FE FILEUTCREOFRERZZ T ANSHE.
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Jiphetic Carbon [-CH2-]
Aliphatic Carban [CH3]
Aeamatic Carban [C]

Minzalansoun valfice [=5] ar oxide .

Fainte musbon I CHL ae -1

Driffer from tangst by

Cptions a Iesabalisms 0 Setecied
1 5

et alisct & T Morkflow name  Skin sensitization

Da not aczount metabokrm
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/! prediction
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Prediction report

Prediction of EC3, S M W N, Skin sensitisation for Mycocten 1/7

K g Ak %% 58T

QSAR Toolbox prediction for single chemical 57:’_&)(:7%5_%]3%'{'155_5”@
o Y MERSINIEN. F
R AlEREE (CEESNTL

SMILES: CAS#: 120-47-8 4-hydroxybenzoic acl i a_
CCOC(=0)c1cec{O)ect Other: EC Number: 2043994 d ethyl ester (o]

4-hydroxy-benzoic ac

Structure id ethyl ester
o 4-hydroxybenzoic aci
HaC 7(©/ d, ethyl ester
3 \/

Prediction summary
Predicted endpoint: EC3, S M W N, Skin sensitisation; No effect specified; No species specified; No
duration specified; No guideline specified
Predicted value: Negative
W' Ly Al 11 {:rr:rnr)
Data gap filling method: Read-across analysis ]
T manvally editable field
Not provided by the user

The OECD QSAR Toolbox for Grouping Chemicals into Categories April, 2020



k5SS

R ES = DVERK

Category report

Chemicals categary 1/10
Toolbox for
1. Category definition
1.1, Category definition
(Category name Ny St Sed
Not provided by the user
Covered (target) endpaint(s)
= Human Health Hazanos/Sancitication: EC3 <OR> 5 M W N <OR> Skin ssnchication, GPNT <OR> LLNE, n
Whio, Skin
Category hypothesis Ty et
ot proviced iy the usar
1.2, Category members
Information of category members.
Table of category members
¥ ES THama | =] |
1 120478 Frrcocten CCoC~T)slesniolesl
= 54-28-E Eutyiparanen CCCOOC =opclocoojosl
g E7E4E-535  |minstos e
i s —~
CICKCE
= 54-13-3 Fropyiparanen CCCOC[=0jcleno[O)erl
.
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Purity | Impurity o st A

Profikes used for grouping/subcategoriration:
- HyErIy COmpoUNC-<AND> Fhenci-CAND> Carbouyic acd cerhathe<AND> Carbouyic add
SctereaND> Aromatie compaune {Onganic functicral groups, Norber Hakder [chaskma]] (Frimany
Sroeping])
- Fret=in binding aiers for skin sensitisztion by DASIS with Siin metabollsm simulzkar
(subcs=gortzaton]
- Drganic fenciional grouss [US EFA) [subctegorizztian]

L Consistency check

2.1. Physicochemical similerity
Physionchemical similarity based on calculated parameters
Physicochemical similarity besad on experimental data

MOt Frslatie
Comments on physicochemical similarity sy A okt

Hot provices oy fhe user

2.2, Structural similarity
Strctural smilarity
» SEnuchure smilanty profiers
- Organic funsmerss groves
- Onganic funcoons groens (US E94)
- Cnganic funcoonas grongs, NCrmer: Kaifer (Ehacknal)
- Srucmrs gty

Taible with cakodated strachural similarity

Options

Mzoe Hoiogram, ComEinediFeares

Memoure Dice

Mkcosiar feztres: AlnmentorsFragments

AT SEEIETERT ATSTyTe, CIummAmIInas, Hyondizaton

oA ety prianty
1 5 [z = 3
CAS 120-47-8 |CAS 54255 |CAS57E45-535 [oes3e133 oas o97e3
1 100% 555 % 251 % 22 % B3 %
CS 128578
OEAR Toolbox £4.1 TFRF w41
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Substance identity

Structure

CAS number
Chamical nama
Gither identifier

F—AX NI Ty

Target chemical

Data matrix report

Meighbaur 3

Mo

120-4T-8
Mycoctan

I s o } Y

F4-268 G7845-93-6
Sutyl paraben C31HS403

CCCOCOCOCCOoeie e i=00ciecleiDlelcl)

33133
Propylparaksn

Meighlaour 84

93-76-3
Msthy paraban

SMILES CCOC(=0|clecc|T)ecl CCCCOCi=0)clecciDjccl COCOC(=0)clooo0)oel COC(=0jclecc|Tecl
clciclelciclicic
Farameters unit
Profilers
Profiles used for grovpingfsubretegoricotion
Hiydromy Hydroxy compoand; Hydroxy compound; Hydrowy compound,; Hydrowy compeund; Hydroxy compound,;
rd<AND=Pheno | <AND=Carboxylic acid Fhenal; Phenal; Phenal; Fhenzl; Fhenal;
vative<AND=Carkagyl ic acid Carboxylic acid derivative; Carboaylic acid derivative; Carbaxylic acid derivative; Carbowylic acid derivative; derivative;
ester<AND-AToMEtIc compound (Organic i i ester, Cartpoeylic acid ester, Carboaylic acid ester; Carbaosylic acid estes; acid ester,
Functional groups, Norbert Haider [checkmal)) Aromatic compound Argmatic compound Aromatic compound Aromatic compound HAromakic compaund
Frotein binding alerts for skin sznstiztian by M alert found Mo alert found He alert found Mo alert found Mo zlert found
Aliphatic Carben [CH]; aliphatic Carkan [CH]; Aliphatic Carkan [CH]: alighatic Carben [CH]; Alinhatic Carken [CH];
Aliphatic Carban [-CH2-; Alighatic Carben [-CHI-]; Aliphatic Carben [-CHZ-; aliphatic Carban [-0H2-]; Aliphatic Carbon [-CHZ-;
Aliphatic Carban [-CHIL Aliphatic Carbon [-CH3L Aliphatic Carbon [-CH3L Aliphatic Carbon [-CHE]; aliphatic Carbon [-CH3L
Aromatic Carbon [C]; Argmatic Carbaon [C]; Acomatic Carbon [C]; Argmatic Carbon [C] Aromatic Car ban [C];
Organic functional groups [US EPA] Carbonyl, one aromatic ettach [<C(=01];  Carbonyl, one aromatic attach [-C[=0F]  Carbonyl, one aromatic attach [-0{=0)-; | Carbonyl, one aromatic sttach [-L(=0-1,  Carbeonyl, one aromatic attach [-C=00-;
(subcategorization) Ester, aliphatic attach [-C/=000); Ester, aliphatic attach [-C|=0)C]; Ester, aliphatic attach [-0{=0|0]; Ester, aliphatic attach [-C(=010]; Ester, aliphatic attach [-C|=0)0];
Hydroay, sromatic sttach ], Hydrasy, aromatic attach [-OH], Hydrowy, arom Hydrony, aromatic attach [-0H]; Hydroay, aromatic attach [-0H]

Miscellanecus sulfide (=5| or cxide (=00, Miscellareous sulfide |=5) or exide |=0),  Miscellaneous sulfide |=8) a¢
Cilefinic carbon [=0H-or =C=[; DHefinic carbon [<CH-or =C<]; Olefinic carban [=CH- or =(<];

Miscellaneous sulfide (=8| or oxide (=0, Miscellanecus sulfide (=5) or oxide [=2);
Qllefinic carbon [=CH-or =C=]; Olefinic carben [=Cr- or =C<];

Chuygen, one aromatie attach [-0-] Oiwygen, ane aramatiz attsch [-0-] Owygen, one sromatie ateach [-0-] Ouygen, one aromatic attach [-0-] Owygen, ane aromatic stsch [-0-]
Predefined
Diiscrete chemical; Discrete chemical; Discrete chemical,
Substance type Organic; O ganic; Organic; ERADF ERRORAI
wiane constituers (predefined| Maona constituent |predefined) Mono constituent |predefined)
General Mechanistic

Not possible te classify according to these Mot possible to classify accerding to these Mot possible to classify according to these | Mot possible te classify according to these  Slightly reactive (G5H) == Reaction at sp3
rubes |G3H| rules (G3H) rules (E5H) rules |G5H| carben atom (SN2}

XSTRYPEBOFFRICAERAINIIELYPE (L. Data matrix (7—9YK~JwIR)
IREEZE(CTHERIBENTEFT, Tl LEED% BIRENEJ0I7(4U> )
DFERPEERT -4, oA —bF R RSN TLFT,

Protein binding potency G5H
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