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Minimum system requirements

OS:

Windows XP

CPU:

Core 2 duo at 1.8 GHz or equivalent AMD CPU

RAM:

At least 3GB of RAM

HDD:

14 GB free hard drive space

File system:

NTFS

Recommended system requirements

OS:

Windows 7 64 bit or newer

CPU:

15 at 2.4GHz or faster processor or equivalent AMD CPU

RAM:

6 GB of RAM

HDD:

20 GB free hard drive space

File system:

NTFS
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.Frutein bindine by OEGD (General Mechanistic) — Profiline Scheme Browser -0 x|
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Advanced

—Protein binding by QECD - Category definitions —Profile Description
[=l- Protein binding by OECD = =
= Acylation Structural alert: Acyl halides (including benzyl and carbamovl derivatives)

[=- Direct Acylation Involving a Leaving group
_Aretates Y h

& Acyl halides (induding benzyl and carly

- AnpwAdrideas R/U\K
oa ATIAV—R

- Phosphonic add halides R = any carbon, nitrogen 75_ I“m_ﬁ @%#

- Sulphonyl halides
[=- Isocyanates and Related Chemicals X (leaving group) = halogen, azide
- Carbodimides
- Dithincarbonimidic acid esters Y = oxvgen, sulphur
- lsocyanates

- Isothincyanates

- Ketenes }jJ XA'-@TM(ﬁTjU_G)M
- Thiocyanates-Acylation Mecharmsm

[=- Ring Opening Acylation
.. alpha-Lactams An acylation mechanism ivolving nucleophilic attack at the carbonyl (or sulfinyl) has been
- beta-Lactones-Acylation suggested as being responsible for the activity of these chemicals (Enoch et al 2009, Gerner

- Cydopropenones et al 2004, Hulzebos et al 2005, Roberts et al 2007).
- ThinHactones

(= Michael addition
- Aﬁd imides
fo Acid imides-MA C i _ I :

[=J- Polarised Alkenes = " ﬂ‘ ) L
Polarised alkene - aldehydes \)J\ﬂ Cl \)J\Nh T Hd
- Polarised alkene - amides K T
Nua

- Polarised alkene - cyano
- Polarised alkene - esters

Polarised alkene - ketones l Nu J=
4| | b 1] L
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Database Affiliation (FJILHRAKEE) ToolboxMDB~ADE
Pre |Inventory Affiliation (FJLHRAKZE) EEAARINIADEN

defined |QOECD HPV Chemical Categories (OECD) OECDHPVZ'BY 5 L DATIY)—
Substance type (FILHRKZE) Bk EeY ESF BETEDHIE
US-EPA New Chemical Categories (US EPA) USEPAD#BEMEDATI)—
BioHC half-life (Biowin) (US EPA) Bl b K FEDLE 7 R4 EHA
Primary biodeg (Biowin4) (US EPA) #3A 7 fiR B S
Biodeg probability (Biowin1/2/5/6/7) (US EPA) B o R DR
Biodeg probability (Biowin3) (US EPA) AR Naw: L d )|
DNA binding by OASIS v.1.1 (FILARKE) DNAfEES
DNA binding by OECD (ECHA,OECD) DNAfEES
DPRA Cysteine peptide depletion (T.W.Schultz) SRTAIRTFREEQ R TR EREH)
DPRA Lysine peptide depletion (T.W.Schultz) O ORTFRED R i1 (B 8B AEHE)
Estrogen Receptor Binding (T.Schultz) IR O RBARES

General |Hydrolysis half-life(Ka/Kb.oh7/8) (Hydrowin) (US EPA)  [hn7zk 5> fi# 2 i HA

Mechani [Hydrolysis half-life(pH6.5-7.4) (FILHRX) hnzk 5> fi# 2 e HA

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

Protein binding by OASIS v1.1 (FJLAH AKE.L'Oreal,
ExxonMobil,P&G,Uniliver, EIMt MR RS WIZEIMAE, |ERHES
Dow Chem ical, T><—2E & &)
Protein binding by OECD (ECHA,OECD) E0EE
Protein binding potency (T.W.Schultz) BRI EF A LDORIGTE)
'Super fragment extraction module (Bio(the) BEEOREERICELEIST AR
Toxic hazard classification by Cramer (original/with ok =
extensions) (FILHRK) RORSOFELISA
Ultimate biodeg (FILHARAKX) 4 SR B

NILe xshrritver3mioits
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o] TOo7145—4 (R#H) B=
Acute aquatic toxicity classification by Verhaar (FJLHRAXK) KEEYEHEHDRHE
Acute aquatic toxicity MOA by OASIS (FILAHRXK) KEEYEUEEDE—FAT 73y
Aquatic toxicity classification by ECOSAR (US EPA) KEEMERTIHIVISR
Bioaccumulation-metabolism (US EPA) REHEEZEHTLBRDIST AR
Bioaccumulation-metabolism half-lives (US EPA) 3 B
Biodegradation fragments(BioWIN MITI) (US EPA) ERREEEHILARDIZT AR
Carcinogenicity(genotox and nongenotox)alerts by ISS ({RE#i#F. JRC) |HEHIEETS—F

Endpoint

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

DNABIE7 5—HF(AMESERER. /MZELER.
FEAREHHER)

Specific

Eve irritation/corrosion Exclusion rules by BfR (J&!) X 4~ {fn#f)

ERRIB 1/ B R RN IL—IL

Eve irritation/corrosion Inclusion rules by BfR (381X ~SE{ii &%)

IRRFE/ ERIEERAIL—I

in vitro mutagenicity(Ames test)alerts by ISS ({RE&i#F. JRC)

I—LRABRERIEE7S5—F

in vivo mutagenicity(Micronucleus)alerts by 1SS (R E#i#F, JRC)

IMNEEAERIEE 7 5 —b

Keratinocyte gene expression (T.Schultz)

T2F /Y ALRIETFHE (R EREE) |

Oncologic Primary Classification (US EPA) REMHOLE

Protein binding alerts for skin sensitization by OASIS v1.1 (FILARKXE) | BEEEES (BB REM)

rtER Expert System ver.1 (US EPA) BT RO 2B

Skin irritation/corrosion Exclusion rules by BfR (31X~ EE{fiHF) R ERZE/ EEEESIL—IL
Skin irritation/corrosion Inclusion rules by BfR (3&11) R £EE{f#F) RERIZY/ EE&ERIL—I
Chemical elements (FILHRXK) pIvE. 3

Groups of elements (FILAHRKXK)

EEDTIN—F(ZIH)EESE)

Lipinski Rule Oasis (FILHRKX)

NEVRE—IL—IL

Enpiric |Qrganic functional groups (/nested) (FJLHZXX) BoiEE(/EREEARMN)
Organic functional groups (US EPA) HEE(KOWWIND ST AR)
Organic functional groups,Norbert Haider (checkmol) (t94—>K) BaEE
. Tautomers unstable (FILHRAKXKEE) FEEGI—FY—
T°g’§'62‘:'° Repeated Dose HESS (NEDO/METI) REREEEOHTT—
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T—E3R—2 4 (1REEH) TR, SRYESF MEH
Chemical Reactivity COLIPA (Fxi{tRTES) RIFE R 359
Hm, s SR AT KIERE
fl;% ECHA CHEM (ECHA) REACHEE H = —4 6895
# |Experimental pKa (1J/\F—)LJMX) fig it & 3K 14715
gk |GSH Experimental RC50 (Unilever, EIFRQSAREAH. FILAF A R 1469
TR —KE)
Phys-chem EPISUITE (SRC) EL i 25990
Bioaccumulation Canada (WS BiEX) E%*F(?kiﬁ%) 737-9 DSL 499
Bioaccumulation fish CEFIC LRI (CEFIC) AMEBOKEEY). Gold Standerd DB 539
Bioconcentration NITE (NITE) EMEBOKEEY): LEZBTFEABRT—4 767
_ |Biodegradation in soil OASIS (FILHRX) R (11R) 215
*;E Biodegradation NITE (NITE) Eﬁﬁz(,ﬁﬂu_i;ﬂz#ﬁm-r—a 1373
;;' Biota-Sediment Accumulation Factor (US EPA) A 15 2 311
’ﬁg Eﬁ:‘ﬁﬂ(ﬂ%m‘é :I:ii) SR £EYER
~ |ECHA CHEM (ECHA) (KRESEY), TIBRERE A U—EH, 6895
8 sk 5 fR R A REACHEH TF—4
% |[ECOTOX (US EPA) EYMEFROKEEY., BEEEY) 8093
Hydrolysis rate constant OASIS (FJLH R X) hnzk 5 i35 FE TE 3K 341
kM database Environment Canada (h 74 IBiEX) kM: 4% S 25 1605 FE T2 2K 702
St fRtE, EMBRE(KEEY), T
Phys-chem EPISUITE (SRC) WG A —E 8 25990
|Aquatic ECETOC (ECETOC) AREEHOKEEY) 134
4 |Aquatic Japan MoE (E3E8f) AREEMOKELEYD, LEBEBESBRT—4 464
§ Aquatic OASIS (FILARKX) SREEHOKEEY) 2390
f |ECHA CHEM (ECHA) e 6895
ECOTOX (US EPA) AREEMHOKESEY. BEAEAEY) 8093
Nite ss=iaversmniss 22



T—RIR—RE (1REEH) FLHHEER; WNRYEF MEH
Acute Oral Toxicity database (ChemIDPlus DB) 21451 (LD50) 10154
Bacterial mutagenicity ISSSTY ({RE&IHE) B FRARER 7367
Carcinogenic Potency Database (UC/\—4L—) FEM 1530
Carcinogenicity&mutagenicity ISSCAN ({R[E &) FEM 1148
Cell Transformation Assay ISSCTA ({RE&IHF) HMRa R HiniaitER 368
Dendritic cells COLIPA (FxM bR T E L) At 1K 6 B R 2R 262
Developmental & Reproductive Toxicity (DART. P&G) |4 HEEE. HESHY 716
Developmental toxicity ILSI (ILSI) RESH 193
AMSEY RAESH BECEN RES

ECHA CHEM (ECHA) %, MiEEN REERESHE £ESE. 6895

- _ _ Bi{EtEfth, REACHE HHT—%4

- E(st“roge“n Receptor Binding Affinity OASIS IR OS Y DRES 1460

@ TJILHARKX)

= Eve Irritation ECETOC (ECETOC) HE ol B 128

g, |Genotoxicity OASIS (FILHRAK) BEFREALR. FEREY 7930

# | Human Half-Life(J A Amot) PRIl B BT 5 1105
Keratinocyte gene expression Givaudan (Givaudan) A LR = FF1R 323
Keratinocyte gene expression LuSens A LR = FF1R 19
Micronucleus ISSMIC ({REEIH. R/ RABAER) INZERER 564
Micronucleus OASIS (FILHRX) INZERER 557
MUNRO non-cancer EFSA (B & &£ HES) REESEN 610
Rep Dose Tox Fraunhofer ITEM (3#Fraunhofer®f) REXLSSH 615
Repeated Dose Toxicity HESS (NEDO, #ZEEH) REERSEMY LEEMFRRT—24th 686
Rodent InhaIatéon Toxicity Database (EIES SHRASHEAFoHEEE) 206
Skin Irritation (B [Ef&&%. ECVAM, ECETOC, Y/NT— P,
LIME) R BRI 354
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F—AR— % (RHtH) HikER: WNRYEFE MEH

Skin sensitization (Unilever; P&G, ExxonMobil, OECD) BB BAETE 1242

E |Skin sensitization ECETOC (ECETOC) R B REH 39

F |ToxCastDB (US EPA) S0%EHILEE 1858
== e j— 2 5 s

g Toxicity Japan MHLW (E{&8F) ﬁ%ﬁ;g E%gii;%%{*i% 252

% |ToxRefDB US-EPA (US EPA) RiEFEHE RESM SRS RE 406

= |Yeast estrogen assay database (T*y—jc) IROT O ZBERBETFRIE 213

: 3 N- in vitroffiRR =M (IC50). S ¥=EH 362
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[tata 5ap Filing Metho Filter endpoint trege..
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@ Trend analysis Sttt /‘/f % @ /‘/—/_ﬁ
# (Q)sAR models o @

Targek Endpoink

1GC50 48 h b
FEHECD (1)
FHEC2E (1)
HHECED (8/22)

HECA0

(=148 h
HFrotozoa
HCiliaphora
HCiliatea

""""" 58,4 mog/l 2109 mgfl u

Tetrafismena pyriformis 7373 4 o
FHHILOEC (/5
HHEMATC 1/5

)
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LANOEL 171 —_ - R
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HElmmobilisation (BB
HHImmunological (244
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4
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Trend analysis prediction of IGC50,
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o AUET S
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- Predictions

[1]04.02.201319:51 [T]: 73.7(15.4;294) mg/L; Estimat
+ {Q)SARS

adsCateguics Prediction of IGZ50 for hexanal

1/29

QSAR Toolbox prediction for single chemical

The template of the current report s based on "GUIDANCE DOCLMENT QN THE
VALIDA TN OF (QUANTITA TIVE } STRUCTURE-A CTIVITY RELA TIONSHIPS MODE 5
plblished by OECD (Sertamber, 20071 and “GLIRANGCE ON INCORMA TRON
REQUIREMENTS AND CHEMICA! SARET Y ASSESSMENT /CHAPTER A.0.: Q5ARS AND

GROLIPING OF CHEMICAL 5" putilishad by EGHA (Msy, 2008,
The report providas fiprmation sbout the target substance, chamics! charac tarfstics

used for the qrouping, the resuitihg bouncaries of the qroup of chemicals (aonlicatiliy Ll

125 [Schiff base farmation< ANDSEChif base farmation 5> Gchiff base farmation wi | [
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- HESSATI)—kROHE

REEBRESEMEIZHTBAdverse Outcome PathwayZ T
FOELSICEZL. XEDAOPHAEETEZAIMERZ S
Fa)— &L'C?EZ.%’)*

%ﬁ:XA(H:.ﬁ‘ﬂ _17151/\)1/ =
HEE DY) DEMAN=Z L | LPAROEEE

v SE-REBEEMROMRZEIC, ATESFEOHAL
= RET

v' HESS DBRIE THRIR-BE N T-FFHl1FHRZAOP
ERCDRMEL THER,

*Hayashi, M. and Sakuratani, Y. 2012. Hemolytic anemia induced by anilines and nephrotoxicity induced by 4-aminophenols.
A In: OECD Environment, Health and Safety Publications Series on Testing and Assessment No. 138 , Report of the
nlte Workshop on Using Mechanistic Information in Forming Chemical Categories: Annex 8. 33



(5)Adverse Ouaome Pathway AOP)"
_— >

Molecular . :
Toxicant || Initiating Cellular Organ Organism Population
S Responses || Responses || Responses || Responses
Chemical Receptor/Ligand  Gene Activation Altered Physiology  Lethality Structure
Properties Interaction Protein Production Disrupted Impaired Recruitment
DNA Binding Altered Signaling  Homeostasis Development Extinction
Protein Oxidation Protein Depletion Altered Tissue Impaired
Development Reproduction
or Function Cancer

AOPLIE, BFULRIVDNH—LBARIEIM D, #IBALRIL, EHRLRILD A
ZALERT. BRNLGBERRNICEIEFTOBRRBRERLEELD, B/NN—V3>
DYV—=IARYIVRATHIETETOWELNEEERREAD-X LNEH LTI URR
A2MZDULWTIE. AOPIZXTSWNTHTIY—ERT 527 FH0ECDHM SR
Kh., B, FRNICHRNGSHA TN,

*OECD. 2011. OECD Environment, Health and Safety Publications Series on Testing and Assessment No.
138 , Report of the workshop on using mechanistic information in forming chemical categories.
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ERLERERESENTII— (1)

Number of LOEL for

Category (effect) category target effect R:;Lal?ii:gty
members (mg/kg/day)
Azobenzenes (Hemolytic anemia) 2 0.6+5.7 B
Imidazole-2-thione derivatives (Thyrotoxicity) 2 5.5+£5.8 B
Diphenyl disulfides (Hemolytic anemia) 1 30 B
Hydrazines (Hemolytic anemia) 2 20+127 B
Acrylamides (Neurotoxicity) 2 21+111 B
Oximes (Hemolytic anemia) 3 23+7 B
Aliphatic nitriles (Hepato toxicity) 4 33+46 B
Nitrobenzenes (Hemolytic anemia) 12 54+82 A
Hydroquinones (Hepatotoxicity) 2 55+64 B
p-Aminophenols (Renal toxicity) 2 63+£476 B
Phenyl Phosphates (Lipidosis of adrenocortical cells) 4 70+34 C
Anilines (Hemolytic anemia) 18 72+40 A
4,4'-Methylenedianilines/Benzidines (Hepatobiliary toxicity) 5 75£156 B
Aliphatic/Alicyclic hydrocarbons (Alpha 2u-globulin nephropathy) 6 76100 C
Aromatic Hydrocarbons (Hepato toxicity) 9 83+51 C
N-Alkyl-N'-phenyl-p-phenylenediamine (Hemolytic anemia) 2 100 B

nite -



ERLERERSEEATIU—2)

Number of LOEL for

Category (effect) category target effect R:;ila]:)iillligty
members (mg/kg/day)
Halobenzenes (Renal toxicity) 9 101+£79 A
Nitrobenzenes (Hepato toxicity) 12 108+96 C
Ethyleneglycol Alkylethers (Hemolytic anemia) 5 110£192 A
Organophosphates (Neurotoxicity) 7 11698 A
Anilines (Hepato toxicity) 18 146+70 C
Aliphatic amines (Mucous membrane irritation) 6 148+202 C
Halobenzenes (Hepato toxicity) 9 151+129 A
Benzene or Naphthalene sulfonic acid (Less susceptible) 13 223+355 C
Ethyleneglycol Alkylethers (Testicular toxicity) 2 231+2077 B
Nitrobenzenes (Testicular toxicity) 4 237+£278 C
p-Alkylphenols (Hepatotoxicty) 7 250+381 A
o-/p-Aminophenols (Hemolytic anemia) 3 254+606 B
Benzain sulfonamide (Toxicity to urinary system) 2 310+2414 B
Nitrophenols/Hajophenols (Mitochondrial dysfunction) 13 314+218 C
Phenols (Mucous membrane irritation) 25 405+231 C
Halogenated Aliphatic Compounds (Hepato toxicity) 17 533+756 C
Phthalate esters (Testicular toxicity) 3 886+1466 C
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HT3Y)—LR—k

Repeated dose (HESS) (Toxicological) - Profiling Scheme Browser

o | B [ |

B Caranogenicity (genotox and nongenoto:

M Eye irritation/corresion Indusion rules by B
B i vitro mutagenicty (Ames test) alerts by 1
W in vivo mutagenicity (Micronudeus) alerts b
M Cncologic Primary Classification
M skin irritation feorrosion Exdusion rules by E
M skin irnitationfoorresion Indusion rules by B
Empiric

I Chemical elements

M Groups of elements

M Lipinski Rule Oasis

M Croanic Functional groups

B Oroanic functional groups (US EPA)

M Croanic Functional groups{nested)

M Croanic functional groups, Norbert Haider

M Tautomers_unstable
Toxicological

Metsbalism

select Al | Unselectal B

Documented
Il Cbserved Liver metabolism
I Cbserved Mammalian metabolism
I Cbserved Microbial metabolism

Simulated

B Autoxadation simulator

M Cissodation simulation

Il Hurdrahe

Sirrilater

M Eye irritation/corresion Exdusion rules by E || Repeated dase {HESS) - Category definitions

Profile Description

4 - Rep

- 2-Imidazolidinethiones {Thyrotoxiaty) Rank B
- 4 4 Methylenedianilines Benzidines (Hepatobi
- Acrylamides (Meurotoxicity) Rank C

- Aliphatic amines (Mucous membrane irritation)
- Aliphatic nitriles {Hepato toxidty) Rank A

- Aliphatic/Alicydic hydrecarbons {Alpha 2u-glot|

- Anilines {Hepato toxidty) Rank C g
- Azobenzenes {Hemalytic anemia with methem 3
- Benzene Maphthalene sulfonic adds (Less sus,
- Benzenesulfonamides (Toxidty to Urinary Sys
- Diphenyl Disulphides (Hemolytic anemia with n
- Ethyleneglycol Alkylethers {Hemaolytic anemia)
- Ethyleneglycol Alkylethers {Testicular toxicity]
- Halobenzenes (Hepato toxicity) Rank C

- Halobenzenes (Renal toxidty) Rank C

- Halogenated Aliphatic Compounds {Hepato to.
- Hydrazines (Hemolytic anemia with methemog

- N-Alkyl-H'-phenyl-p-phenylenediamine (Hemol

- Mitrobenzenes {Hemolytic anemia with mether

- Mitrobenzenes {Hepato toxicity) Rank C

- Mitrobenzenes {Testicular toxicity) Rank C

- Nitrophenols/Harophenols (Energy metabolisn

-~ o~/p-Aminophencls (Hemolytic anemia with me ™

eated dose (HESS) -

ines (Hemalytic anemia with methemagiobi

I | b

»

Anilines (Hemolytic Anemia with methemoglobinanemia) Rank A | |

|.m

1. Toxicity Information
The toxicant of methemoglobinemia induced by anilines is considered
to be N-hydroxyl anilines that are metabolites of anilines in the liver!:2.
The hemolvtic anemia induced by anilines 1s considered to be related to
the oxidation of eryvthroeyte by N-hydroxyvl anilines® 4.

1) Anilines are metaholized in hepatocytes by oxidases such as P450 to
N-hydroxyl anilines.

2) N-hydroxyl anilines react with hemoglobin (HGB) in ervthrocyte to
produce nitrosoaniline and methaemoglobin (Met-HGB). As a
result, increase of the concentration of methaemoglobin (Met-HGB)
1s obzerved in hematological examination.

3) Erythrocytes are degenerated (peroxidation of lipid membrane ete.)
by reactive oxygen species (ROS) produced in the above reaction®.

4) Phagocytosis of degenerate ervthrocytes mainly in the spleen ~
¥ | i | ]

BEEMNRERSh TN,
REACHRHMIR OFHEFICH L THER

ATITY—LAR—HMZF, ATIV—(SEDJ/SET7 =) OFMER
) DERRR THAHAJIEAD =X L, XEIER. HABRFAHDUNR DN
XHESSDATIV—54TF5V—(&, ECHAA

LTLS,

42



o

(H)7 = YU EOBNEE AT —

AOP
0 EEY
S F M- E KL RV OBHE AN L RER 5B R

RBC |, HGB !
HTC |,

Reticulo 1
™ Met-Hb 1, T-bil 1
B-~NECTYY

NH, NHOH N=0
Met ROSIZ&L 3
%

 Hb =p| FRIMERISE =P
I ’ EiBEL
B 515 M FTHE (45

RZ\ / EW%) %

(WS AF ) B

mERiE

R7 R, R, = H, methyl or ethyl.

R;~R; = H, alkyl, halo, alkoxy, NO, or NH.,.
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Il Developmental toxicity ILSI Profile

ECHA CHEM : _
W EcoTox Toxicological
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R ss prediction of LOEL,

taking the average from the neare Fhmu.hﬂdmé&h&hnmﬁnﬂghhnw]( hemicals,
Observed target value: N/ A, Predicted target value: 78.9 mg/kg/day
. logKow N FEEIxRMEELE ¢ LOELOFAIE '
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Return to matrix

select/filter data
Selection navigation
Gap filling approach
Descriptors/data
Model/(Q)SAR
Calculation options
Visual options
Information
Miscellaneous
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B 05AR Toolbox 3.4.0.17 [Document 1] =10 x|

. g . : 5 8 ® o
QSAR TOOLBOX o T ot o ® B

About Update

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

The OECD QSAR Toolbox
for Grouping Chemicals
into Categories

Developed by LMC, Bulgaria

QSAR Toolbox prediction for single chemical

Available report templates
- Standard (predefined)
QSAR Toolbox Prediction Report (TPRF v.3.4)
- Custom (user defined)

Editable copy of QSAR Toolbox Prediction Report (TPRF v.3.4)
te of the current report is basad on "GUIDANCE DOCUMENT ON THE
F (QUANTITATIVE) STRUCTURE-ACTIVITY RELATIONSHIPS MODELS"

C 7 99 e *R
« R € p 0. r t . Ef;g j- é © N ECD (September, 2007) and "GUIDANCE ON INFORMATION
@ P re d IC t lon o) |:|:| 0) i\:l' % o) T — 9 5 AND CHEMICAL SAFETY ASSESSMENT / CHAPTER R.6: QSARS AND

CHEMICALS” published by ECHA (May, 2008).

E E *R -d— 6 brovides information about the target substance, chemical characteristics
(o] puping, the resulting boundaries of the group of chemicals (applicability
(11 C »” I R e of datz gap filling approach that was applied (read-across, frend
re a te E 9 J J 7 (o) IR models), the predicted result{'s) and in the Annex information about

mreToregTTymembears or training set and test set chemicals.
The chemicals are ordered by the distance to the larget substance within the
Adaserintare snaca. (Only chamicale wwith axnarimental data are listed ac catannrv :I
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- QSAR Toolbox FL—=278&%

v’ Toolbox[Z. Jﬁﬂid) = EI'J'VJI/ FARA M KYERAE

B AT E B CHREIAIEE.

htitp:

OECD QSAR Toolbox®HP
//www.oecd.orqg/chemicalsafety/risk-assessment/theoecdqsartoolbox.htm

Gunie ez Mhoseczvrmneennls e Treaiviog Mealesial= Too Di=ivg (e Tesoslbnoem

I e manuals of the iEak |1 oolbox can be downloaded trom the tollowing table:

Tirle

LD & IimportfExport via Websennces (FLEF) version 1.1: Februarny 2071

Cillldance documont for psing the OFCD (COESAR Aapnlication Toonlbaoy o doevelop chemilcol catceqorions accaording o the OFCD Suldance on Csnouplng arf
Chemicals (CTry 2nos

Liatabase Import Wizard (FLE ) version 1.0 Apnl 2071

Tips and tricks (PMF) werslon 1 1; Fohneany 2011

itrateqgies tor grouping chemic als tor data gap filling tor acute aguatic toxicmy endpointa (1L ) vearsom 1.°1; Juby 2207

Slezalezepinsss Tew ogeaaneprinmey crbrernicsales lew W adznlzn epeapass Doy sasimaneses gpesrslie: lewsic g saencd cpranesles=ie: ciamezivscegeeniczily (PE) woassioon 1 1, July 2013

nite

I raimng matenals tor the | oolox are also avallabls below. | his matenal can e fmeely used for training punoses.

Training marterial

1utarial 1
Sler by sileep eexearripdle: ory boey Lo poseegdis Foee sslsing seznwssilizsalicern praleznilical capsproasnc by ool an wchocernviccanl Ere peciand epcrusis beasscd o
FAr1GONC QU BCE FOEIROr Lk Dozl § .::'_‘;F)

wWideo tutonal
{tor beginners)

(Muy 2015)

Turosrial &

{tor beqinners)
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-QSAR Toolboxa—4H—<=a7J)L (NITE{RER)
http://www.nite.go.ip/data/000083129.pdf

A—H—(AIN\DR)T—3%ZDBELTURT
LIZHYAL FE (NITEANAY=27J)L1E)
http://www.nite.go.ip/data/000055487.pdf
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