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ARIBR: 2013418298

NRAY A http://www.qsartoolbox.org/
NERRE: Y—/\BREUR 27OV RGEIZHERD)
BI{EIREE:

Minimum system requirements

05S: Windows 2000, Windows XP, Windows Vista, Windows 7
CPU: Pentium 4 1GHz

RAM: At least 1GB of RAM

HDD: 10 GB free hard drive space

File system: NTFS

Recommended system requirements

0S: Windows XP or newer

CPU: Pentium 4 2GHz or faster processor
RAM: 4GE of RAM

HDD: 12 GB free hard drive space

File system: NTFS
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HEcotoxicological Infarmation
EHHuman Health Hazards

EROEXZ
HF{TLTTES

— -

]

I'I_ |Du:u':ument ] o




Profiling < a—JL

.QSHR Toolbox 31.021 [Document]

QSAR TOOLBOX 10100
¥ Profiling ¢ Endpoint } Category Definition * Data Gap Filling
The ODECD QSAR Toolbox

for Grouping Chemicals
into Categories

Developed by LMC, Bulgaria

Profiling meth

Filtet endpoint tree. ., 1 [target]

Structure P/f
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HPhysical Chemical Properties
[HEnvironmental Fate and Tra...

FEcotoxicological Infarmation
ElHuman Health Hazards
HPrafile

FlGeneral Mechanistic

Pratein binding by DAS..
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Documented
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| Y Hon sirmolator

I'I_ |Document o




Ta7745—DORERE{E (ver2.3&Y)

.Pmtein binding by OASIS ¥1.1 {(General Mechanistic) — Profiling Scheme Browser =10l x|

[E

Advanced

—Pratein binding by O@SIS w11 - Cakegory definitions

[Profile Description

i C-Mikrosn cormpounds

. Carbodimides
- Radical

=1 Schiff base Formation

EI Benzoyl Schiff base Formation

- ‘- Benzoylphosphine oxides

EI N!.u:lecuphilic cycloaddition to diketones

- Diketones
EI P}frazl:ull:unes and pyrazolidinones derivatives
¢ e pyrazolones and pyrazolidinones

Aldetyydes
i alpha-ketoesters
[=]- SN Wiy

i Halogenated izothiazolones
[=-5M1
EI Carbeniurn ion Formation
(- Azocey compounds-Forming carbenium ion

L MErCURY CoOmpounds
= 5[\.]2

- Thials and disulfide compounds

I;l Blomln~mkilic —obmFikki—e = F hlii—unnnn =k

El Nf.u:leu:uphiliu: addition at polarized M-functional u:Iu:qu:ﬂ

El Mucleophilic addition reaction across carbodiimide E

EI Sl_:hiFF base Formation with carbonyl compounds

B- Ng.u:leu:uphiliu: wimylic substitukion on ackivated haloge

EI Ng.u:leu:uphiliu: subskitukion (3M1Y on alkyl (aryl) mero

EI Interchange reaction with sulphur conkaining comp

5t

AMechanistic Domain: Schiff base formation

Mechanistic Alert: Schiff base formation with carbonyl compounds

Structural Alert: Aldehvdes

This category includes chemicals that can undergo adduct formation with proteins via
Schiff base formation with aldehvdes.

The possible structural alert acting by this mechanism is illustrated below:

o /N—F'r
R/ BN o7
“H H

R=anvC H

Aldehvdes are highlv reactive molecules, many of which are strong sensitizers and their
direct conjugation to protein nucleophiles is though to be responsible. Simple aldehvdes
react readily with the amino groups of lysine residues on proteins to form imines or Schiff
bases.

All aliphatic aldehvdes can potentially undergo Schiff base formation with a primary -

15
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Mechani [Hydrolysis half-life (pH6.5-7.4) (FILHRXK) k5 g B RH

stic |lonization at pH = 1/4/7.4/9 (ChemAxon) 1A LE

Protein binding by OASIS v1.1 (FJILARKEE, L'Oreal,
ExxonMobil, P&G, Uniliver, EIFR{t 5% SR T 2T FTH#ES, E{=f iy
Dow Chemical, T —4EL & &H)
Protein binding by OECD (ECHA, OECD) EBES
Protein binding potency (T. W. Schultz) EARESTIEFA L EDRIGHE)
Super fragment extraction module (BioByte) BEEQEEERICEIEBIZTT AL
Toxic hazard classification by Cramer (original/with e =
extensions) (FILHRAK) ROKRSOREREISR
Ultimate biodeg 4 o iR EEA

XKFRF(Ever3hDigH;
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e £ £
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rtER Expert System ver.1 - USEPA BT 205 ZEBHE
Skin irritation/corrosion Exclusion rules by BfR (J&') R Z5F{HHE) REREH/ BRI IL—IL
Skin irritation/corrosion Inclusion rules by BfR (31) X 4~ SE{fisf) RERZMY/ BEM&ERAIL—I
Chemical elements (FILHRK) THR
Groups of elements (FILHRAK) FTRDITI—F(ZIVA)EESE)
Lipinski Rule Oasis (FJILARXK) JEVARF—IL—IL

Enpiric |Organic functional groups (/nested)(FILHRX) o8& (/EREEZERS)
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dichloroaniling, 3.4- | 4-chloro-F-methyl-p... 2 4-diaminotoluene  toluene, 2 S-dichloro-

3 d-dichloraaniline (... 2 A-toluenediamine 1 d-dichloro-2-meth. .
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4. 1 TR

40



LI TOF RAG

1. BUYERERT—2DFRE
ILEEBEEONZYMECEHEOEBREEOTZEY
BIZEWTHRENRELGZST—AMZBLN,

2. A3 )—D{ERL
JO7745—%4ERL. BT —3LDEEHPS
HEEZREL DD ATIA)—DEHEREILT S,

X ver.3TiEMEh=EeYMERBYOBEITHEEL., EEiEx
SYMBENVYIRS L THEREEZONS,

4



SEOEIM

Ver3DU)—RZEH->TI7x—X2MOBAHEHEIIETL
QSAR Toolbox DHEEERAFE (I —EELT-=,

OECDTIL. HHAOPOREFEICERAAEM DT E(R
FRHOY—=2D G AF/SHRTIL—THRERK),
2013-2016FEEDOECDDETEIIZHLNTHAOPRH L
ToolboxBAFIL. 1T L—TvRk770—FND—IRE
LT#ELTITHONACENRRAFTFATINS,

ECHATIXBEIZ R/ N\—2a> DASA

R ToolboxiEiRZ

gL, 2013FICFXA—F Mo DEEZZINETHED
C&o FESR2018FERROBERICEDKIITERTE

ASMRAETHTFEEND &,

42



A—Y Y R—MEHRE
OECD QSAR Toolbox Discussion Forum (£E{&)

https://community.oecd.org/community/toolbox forum

DECD = OECD Q5AR Toolbox Discussion Forum

£ OECD QSAR Toolbox Discussion Forum QSAR TOOIbOX':%?éTﬁﬁiB‘EmGD%
"E S RTIAY (107 O FA Ry al (107 ih 7=k ?'?z.'bf-mﬂj'tﬁdlﬁﬁiflz %j—éﬁﬁmga L)

Disclaimer Welcome to the OECD QSAR Toolbox Discussion Forum Join our network
The information, documents ar On this web site, you can Register now for free
articles or any other form of written e gxchange experience with using the QSAR Toolbox (tips and tricks),
statement published on this e seekguidance. " FAQ
:;:lrsslt?f';‘lquggrsl'% ngtw IS?I'S'};IC}I" E‘x o exchange databases, Terms and conditions of use for
e thL;"*;n r:uu: i e cxchange user defined profilers and OSARs, and thissite
L ve L - =20 L4 )
Orgarisation. Information, . » make suggestions for improvements:

documents or articles or any other

farm af written statement published The Toolbox can help you find adequate analogues to build a chemical category as
! Ul vy 1 H =14 i T " ; % " i
an this website/blog do nat well as to establish the arguments to build 3 category rationale (e.q. similarity of
ne‘esslardil" |'epresJetheJ0ffi“iaI mechanisms of action, similarity of structural functional groups etc.). Specific Fsege
C cl : : o - T
e A . = a Ce =} Ludanc ocumentior Using the UeLLD [LsAr
WS oF e Grganisatidrar ofthe guidance can be found in the Guidance Document for Using the OECD (Q)8AR
VIEWS O TG ar ¢ A I Eg R = 5 T = . 2 —~
2 Application Toolbox to Develop Chemical Categories According to the CECD )
governrments of its member _'JlJ 2 e = ) A0
?mmmpq The qu:iqq”nn cannek Guidance on Grouping of Chemicals LS

HA1—YMIFQASAR ToolboxkL—=24" (F1E)
INTE. TIVHRAKENTEHP T, FHIESATAETICTREEDC LT,
(B EOEE)BE:5A1380EQBM). B Ex. £8:204%
Li[AY=¥ pX el &

—

O—7+37—4% NITEERFAESR WWHA £ (yamada-jun@nite.go.jp)



BEEHFTMETIE AT L
METIvI74A—L(HESS)

http://www.safe.nite.go.jp/kasinn/qsar/hess.html

S BEEHFFMEZIECATL
METIvbh74+—L(HESS)
A R s s Y
DO SMEENETERDB : s
ETETEE ol
E = R REDB —"'I ;i‘
S RN
S gy
— A fIs S = | e =
D 2 RMMIBIAE0E || |55
= ST VDB el .g =
(SyrMEES T2l —4) l ﬁ
|
ADME DB I
(ERPABOR T 1) —
1

q1—4—

REBESHE

A | FEELILMESME

= DiEREE, NES
CASES L

FHER SME
ZOERUED
R SRR
LR
ATIU—1RH.
EEShOBIHSE

3

ok e L Ik

(BE—NELIEe—NELL)
WREEL—DOLL—(1ELLIL

E—
) it

OECD QSAR FHUF—iay—LikydA

A—H =3}, T—HILTE. BAER R ZEL TR

-
TERI—H
Sru

v

FeABEMED
REERESFE

44



