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Minimum system requirements

05: 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

05: 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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Database Affiliation (FILHRAKEE) Toolbox®MDB~A D EHE

Predefin [Inventory Affiliation (TILHRKE) §4>’*‘>I~Uf\(DET¢ _

od OECD HPV Chemical Categories (OECD) OECD HPVZ A4S LD AT —

Substance type (FILHRAKE) B EEY. BESF . EBETEDLE
US-EPA New Chemical Categories (US EPA) US EPAQ#IRMEBE D ATI—
BioHC half-life (Biowin) (US EPA) BHiRIEKFEDE L R BRI
Primary biodeg (Biowin 4) (US EPA) #3A 5 i B
Biodeg probability (Biowin 1/2/5/6/7) (US EPA) Bo DR
Biodeg probability (Biowin 1) (US EPA) 7% 4 5> i B
DNA binding by OASIS v.1.1 (LA RAKEE) DNAfE&
DNA binding by OECD (ECHA, OECD) DNAES
DPRA Cysteine peptide depletion (T. Schultz) DARATFARTFRED Rt (S BRAEN)
DPRA Lysine peptide depletion (T. Schultz) YO IRTFRED Rt (R EREEME)
Estrogen Receptor Binding (T. Schultz) IRFOTUZEBRES

General |Hydrolysis hali-life (Ka/Kb, ph7/8)(Hydrowin) (US EPA) hnsk 5> fig = E A

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
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Acute aquatic toxicity classification by Verhaar (FJILHRX) KEAYEHEED S
Acute aquatic toxicity MOA by OASIS (FILHARXK) KEEMEUEEDE—FAT 7o 3>
Aquatic toxicity classification by ECOSAR (US EPA) KEEMBETIHILISR
Bioaccumulation - metabolism (US EPA) REEEZELTIIRDITT A E
Bioaccumulation - metabolism half-lives (US EPA) KRB R
Biodegradation fragments (BioWIN MITI) (US EPA) EREMEEHT RN IS AR
Carcinogenicity (genotox and nongenotox) alerts by ISS ({RE#i8F. JRC) |RIEMIEET S—F
e £ £

DNA alerts for AMES, MN and CA by OASIS v.1.1 (FJLARKS) Qéﬁ’;l?ig)“ws“m‘ MR,

Endpoint _ LA

Specific [EYE irritation/corrosion Exclusion rules by BfR (J&!) R ZEE{f5F) ERRIZ T/ BRI IL—IL
Eve irritation/corrosion Inclusion rules by BfR (381 R & 5F{fHF) BRI/ EEtEAIL—IL
in vitro mutagenicity (Ames test) alerts by ISS ({RE##fF, JRC) I—LAREBEETZS—F
in vivo mutagenicity (Micronucleus) alerts by ISS ({#E #i##, JRC) INGEERIEETS—F
Keratinocyte gene expression (T. Schultz) T53F /YA B FHRIR R EREN)
Oncologic Primary Classification (US EPA) HEHDHTE
Protein binding alerts for skin sensitization by OASIS v1.1 (FILHRXE) (BEEES (R ERBREM)
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)
Organic functional groups (US EPA) B EE(KOWWINDZSHT AR)
Organic functional groups, Norbert Haider (checkmol) (94—>XK) BoiEE
Tautomers unstable (FILARKEE) FREBI—FT—

T°g’§'c°a‘}'° Repeated Dose HESS (NEDO/METI) REREEEOHTI—
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Chemical Reactivity COLIPA (Ex{b#RIES) |RIFFREHE 285
sy |[ECHA CHEM (ECHA) ;ff@ A, D EFRE, TS, KiAfEEM REACHEH 1313
,?;’ Experimental pKa (1)/37—JLJMXK) RS 14773
5 S__S;.I'I-\I:/Eﬁ);él)mental RC50 (Unilever, EFEQSAREAH, BILAF 4 RIS 494
Phys-chem EPISUITE (SRC) B, S S EERE BHER KERE 25640
Aquatic US-EPA ECOTOX (US EPA) EPEBOKEEY) 700
Bioaccumulation Canada (h75IBiEX) EYERKEEY), hF5DSL 499
Bioaccumulation fish CEFIC LRI (CEFIC) EMEROKELEM); Gold Standerd DB 539
#@ |Bioconcentration NITE (NITE) EPEBOKEEY). LEEZRFERRT—4 11
1% |Biodegradation in soil OASIS (FJLHRXK) £ o fR(LIE) 215
& [Biodegradation NITE (NITE) £ RCER), L EBERERRT—42 1373
i |Biota-Sediment Accumulation Factor (US EPA) |4¥#E-EH BiEFRH 311
. S£0RRCERTIR), 0 8R £ PERCOKELEY), TIRRE
# |ECHA CHEM (ECHA) B, AV M, Mk BB REACHR T —% 3439
& Hydrolysis rate constant OASIS (FJLAHRXK) hn7K 73 i 32 FE 5E 3K 286
kM database Environment Canada (A4 IRiE&) |kM: REIZE R T 102
Phys-chem EPISUITE (SRC) KRN, EMBERBOKEEY), TIBRERE AV)—EH 2969
Terrestrial US-EPA ECOTOX (US EPA) EMEREGEELEY) 69
Aquatic ECETOC (ECETOC) SREMOKEEY) 1812
4 [Aquatic Japan MoE (EIEHF) SEREMOKEEY: LEERFRRT—2 464
e [Aquatic OASIS (FILHRXK) AREEMOKEED) 4826
# |Aquatic US-EPA ECOTOX (US EPA) SREEMHEOCKELEY) 147
1 [ECHA CHEM (ECHA) SHEEMOKEEY, B4, HEW); REACHEHT—4 3904
Terrestrial US-EPA ECOTOX (US EPA) SRS EEEEY 3816
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Bacterial mutagenicity ISSSTY ({REI&iHH) BEFEARAZE 7367
Carcinogenic Potency Database (UC/A—4L—) e 1530
Carcinogenicity&mutagenicity ISSCAN ({RERIHF) REN 1150
Cell Transformation Assay ISSCTA ({RE &) HpaR sz 327
Dendritic cells COLIPA (Rt T ¥ L) 15K BE R 2R 119
Developmental toxicity ILSI (ILSI) HESMH 193
RSN RESN BEEN RESH
ECHA CHEM (ECHA) MESEN, RERSEN, £ESH, BREHE 4506
fh, REACHEHT—%

Estrogen Receptor Binding Affinity OASIS (FJLHRX) IRNOSTUZBRES 1460

E |Eye Irritation ECETOC (ECETOC) AR %l 3014 128
I |Genotoxicity OASIS (FILHRK) BIETFEARTR REARRE 1342
2 |Keratinocyte gene expression Givaudan (Givaudan) A LHiE T F IR 100
& [Micronucleus ISSMIC ({REIfRE, XA RBELER) IMZEAER 64
22 |Micronucleus Oasis (FILHZRXK) INMZELER 557
# |MUNRO non-cancer EFSA (R & S £ 14E8) REESEH 610
Rep Dose Tox Fraunhofer ITEM (J#Fraunhofer&f) REBRESM 615
Repeated Dose Toxicity HESS (NEDO, $ZEE&) FEERSEN CEERERRT —214t 502
Rodent Inhalation Toxicity Database (EIESQSAREAH, OECD) |S iR ASH(F-oHEE) 206
Skin irritation (BAE®®E, ECVAM, ECETOC, U/AT—ILIMXK) [ EFIEE 354
Skin sensitization (Unilever; P&G, ExxonMobil, OECD) R B BAE 1035
Skin sensitization ECETOC (ECETOC) RERENY 39
Terrestrial US-EPA ECOTOX (US EPA) SMEM368. RERS5H1E878 1065

N i SSt, BECFREATE KRR, /I

Toxicity Japan MHLW (E&#F) e (LSRR SR T A 252
ToxRefDB US-EPA (US EPA) RELESYE RESHE, £ESH BE 406
|Yeast estrogen assay database (FR—X) IR RBRBEEFHIR 213
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1 [target]

Structure

HEIGrowth
FHEC10
HEEC25
HEECAD
EIGCAD
=148 h
HPratozoa
SlCiliophora

Protein bindin b-;-' OF\SIS vl

binding

HlCiliatea
Tetrahymena pyomis FAFIHM: 152 my/L :M: 59.4 mg/l :M: 10.9 mgiL :M: 114 mg/L :r
HFILOES (145)
ki ate biodeg —HMATC ('”5)
Endpl:unt Specific FHEMOES
»] — — [ —
Enodi:ned Endpoint JE*R LT’ jn 7747_'ﬁﬁ Lﬁqziﬁﬁ%% E t IE-I
Histulngj LjJT ‘\IJ_'ﬁEj-é%Eh\ﬁﬂl%E&Lr ﬁﬁ
HtHarmone(s)

Hellmmaobilisation

= Document

[128] Schiff base Formation <&M0=5chiff base Farmation

HEImmunological
HHlIntoxication
HEkarpholagy
b artality

1 L4 4

]
(1413
(141)
18/22)

SN, TDOE

12i4)
(1474}
(3/7) _ _ | _ - _
EFA4 M 17 8 ma/l, 979 M =10 mgll, =10 . MW 4BS mgll, 468 . M 12 mgfl, B85 m.
3

A ni\i.Eﬁ T—AahhE SIS

128 [Schift base formation< AND>Sehifl hase: formation 53 Schiff base farmatian i |
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¥

Apply
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=loi x|
@004
About - Lpdate

nitior » Data Gap Filling

The OECD QSAR Toolbox
for Grouping Chemicals
into Categories

Developed by LMC, Bulgaria
1 [target] :

® Read-across

Q@ Trend analysis
2 Structure

# (0)SAR models

HoGrowth
HEIEC10
HHEC25
HEHECSD
HIGCs0
=148 h
FPratozoa
HCiliophora
Cciliatea
Tetratymena pyrformis

FEHILOEC
HEHMATC
FEMOEC
HHMNOEL
HUndefined Endpoint
HEHistology
HHHormone(s)
HHlImmobilisation
HHImmunological
HFlIntosxication
W orphology
HeEIMartality

4

(EVaN
(gl
822)

(377}
(57/942)

M. 594 mo/L A: 10.9 ma/L ;114 mgil

| WRETDIVERAMMZDNT
%EM%E@EK%&?—@#B%%EII

-

M 178 mo'l, 9.79 ... M: >10mg/L, =10 ... W 285 mgiL, 4.6 ... M: 12 mgl, 8.56 m_rl_l
3

|'T2§ [Schiff base formation AMDFSchiff base formation 3> Schiff base formation '.".'||

b

nite

16



.QSHR Toolbox 3.1.021 [Document]

QSAR TOOLBOX
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¥
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# Read-across
O Trend analysis

# (Q)SAR models

Target Endpaink

_ioix]
m % N s R4S
10100 about - Lpd:

» Profiling » Data Gap Filling

¢ Endpoint » Category Definitior
The OECD QSAR Toolbox
for Grouping Chemicals
into Categories

Developed by LMC, Bulgaria

Filter endpairt tree..., 1 [target]

Structure

‘ ‘ L Tetrabymena pyhiformis

4

Desqipt_ors ||Prediction | Adequacy Currul, freq, | Sktatistics | Residuals Accept prediction

Return ko matrix
Trend analysis prediction of IGC50,
making a linear approximation, based on 72 values from 72 analogue chemicals,

Observed target value: 152 mg/L, Predicted target value: 73.7 mg/L, E|.-_S_?_=J_gctj’.ﬁlt'éi’:t_ja_ta_
[+ Selection navigation
ion: =5 #* ke
Model equation: IGCS0 =-2.61 +0.412 * log Kow, log(1/mg,/L) & Gap flling approach
Descriptors/data
0,50 &} Model/(QISAR
e i Calculation options
= -
E .00 ¥isual options
= Information
= T
_9-_150. . P T 2 s : A s E|Mscejlaneuus
¥ | ; : !
22,001 1 . oo et et e et e (ot e ot ™ '— l:-t‘ j -
3 | 5 g M‘g <ty Ij jj 7
o
-3.00 -
Descriptor 5 IIDg Ko ;I |
|1_28_|8'ch'|ff base formation<AND>Schitt base formation = Schiff baze formation W;r|Dé|ta gap tilling i0/100 o
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» Profiling » Endpoint ¢ Category Definition » Data Gap Filling } Report

The OECD QSAR Toolbox
for Grouping Chemicals
into Categories

lpdate Clane I Developed by LMC, Bulgaria

| Prediction [1] |

- Predictions
[1]04,02,2013 19:51 [T]: 73.7(18.4:294) mgfL; Estimat
+ {0)YSARs

eilategaiica Frediction of IGCS0 for hexanal 1/29

R LR (P QSAR Toolbox prediction for single chemical

- - Standard (preeﬁned)

The tempiste of the current report fs based an "GLIDANCE DOCLMENT O THE
VAL TION OF (QUANTITA TIVE) STRUCTURE-ACTIVITY A8 A TIONSHIFS MODE 5
pbtished by QECD (Septembear, 2007 and "GUIDANGE ON TNFORMA TION
REQUIREMENTE AND CHEVIICAL SAFET Y ASSESSMENT /S OHARPTER 7.8 QSARS AND
GROUPING OF GHEMICAL 5 prutstistrad by ECQHA (May, 2008,

The repart provides piDrmstion sbout the terget subsisnce, chemics! charactaristics
used for the qrouning. the resuiting Soundsries of the qroup of chemicals (aolicabiity =l

4

v

|'|_2§ [Schiff base formation AMDFSchiff base formation 3> Schiff baze farmation '.".'1| | i
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| Bio Results | (=] |-'§E'-J
Print  Save Results Copy Remove Window Help
—————— s
TYPE | NUM | Biowinb FRAGMENT DESCRIPTION |
—————— e T =
Fraz | 1 | Aliphatic alcohol [-0H] |
Fraz | 1 | Methw! [-CH3] |
Fraz | 8 | -CHZ2- [linear]
Molt| * | Molecular Weight Parameter
Comnst| #* | Equation Constant |
faipia g e e e e e e e e
RESULT | Biowir® (M Linear Biodeg Prokability) |
e e oy e o g e g e g e e e g e e e e e e o e e e o e o e g e i g e i g oot 5T
——————————— o
TYFE | MUM | Biowint FRAGMENT DESCRIPTION |
——————————— iy
Frag | 1 | Aliphatic aleohol [-0H] |
Fraz | 1 | Methw! [-CH3] |
Fraz | 8 | -CH2- [linear]
Molt| * | Molecular Weisht Parameter
e e e e oo re e oo ool reretretreresrerrel| 3
RESULT  |BiowirB (MITI Mon-Linear Biodeg Probability)|
s s s s s s s s s s s s s s s e s e s e e e s e e e e e s s s s s s s s s e s e s s e ey

& Probability Greater Than or Eoual to 0.% indicates --» Readilv Degradable
& Probabil ity Less Than 0.5 indicates --» NOT Readilv Degradable
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J’A7745—: Biodegradation fragments (BioWIN MITI); strict
F—A2~R—2X: Biodegradation NITE

:Filter endpoint tree. .. 1 [target] ||2 ||3 ||4 ||5 ||ﬁ ”T |

Structurel = OH <n
Structure 4 CHs /_/_/ /‘/—/‘/- F/_/_/_/J_l ’J_/_/—/JJJ
/_/I/‘/ OH CHz H/Jfﬂ

[HSubstance |dentity
[HPhysical Chemical Properties

Environmental Fate and Transport o
. . — 3
Biodegradation 1t§lﬁﬂﬁ"§§ _ngODﬁﬁzg(éf Eﬁﬁz*ﬁ é)
Biodegradation in Water: Screeni...
Ready Biodegradability (s,rs}_m: 89 % M: 92 % M: 89 % M: 88.4 % M: 86 % M: 75 %

[FEcotoxicological Infarmation
[HHuman Health Hazards

' BIOWINIZ& 2BOD# R T AHE(£ TR ST H)

Biodeg probability (Biowin &) Biodegrades Fast Biodegrades Fast Biodegrades Fast Biodegrades Fast Biodegrades Fast Biodegrades Fast Biodegrades Fast
Biodeg probability (Biowin &) Biodegrades Fast Biodegrades Fast Biodegrades Fast Biodegrades Fast Biodegrades Fast Biodegrades Fast Biodegrades Fast

Endpoint Specific

Biodegradation fragments (BioW!..J -CH2- [linear] -CH2- [linear] -CH2- [linear] -CH2- [linear] -CH2- [linear] -CH2- [linear] -CH2- [linear]
Methyl [-CH3] Methyl [-CH3] Methyl [-CH3] Methyl [-CH3] Methyl [-CH3] Methyl [-CH3] Methyl [-CH3]
L

ATI)—EICAW=EH1EE

HLUMEICHT HFRERAA—BLTLD LKLY

Hite i RMEICH T FABROEHEIENTHET-
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ToolboxI=dkBRead-acrossD=Ejis

TTorge E E [ E F [ |

s CH s )
CH -

Structure / 3 /‘/_/J J/_/_r/—' ’I_F/JJJJ
ffjf OH cf 7

men . o0 W0 % MR e MessA% MEe% TR

HEcotoxi...

Descriptors | I Prediction

Read across prediction of BOD,
taking the average from the nearest 5 neighbours, based on 5 values from 5 neighbour chemicals,
Observed target value: N/A, Predicted target value: 88.9 %

..........................................................................................................................

ffffffffffffffffffffffffffffffffffffffffffffffffffffffffffffffffffffffffffffffffffffffffffffffffffffffffffffffffffffffffffffffffffffffffffffffffff

...............................................................................................................................................

***************************************************************************************************************************************

T T T 1] T T L] T T L} T T
40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
Molecular weight, Da
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Fiter endpont wee... | Thtargen B B B E E I

Structure /_/_,J“ . {i——cH3 /_/_,CH ff F/J_/-’f //Jfr, /

& CHs e B B

ESubstance Identity
EPhysical Chemical Properties
Environmental Fate and Transport

Bioaccumulation: Terrestrial

Biodegradation

Biodegradation in Water: Scree..

Ready Biodegradability  (7/}

EEcotoxicological Information

EHuman Health Hazards
Profile

General Mechanistic
Biodeg probability (Biowin 5) Biodegrades Fast Biodegrades Fast Biodegrades Fast Biodegrades Fast Biodegrades Fast Biodegrades Fast Biodegrades Fast

Biodeg probability (Biowin 6) Biodegrades Fast Biodegrades Fast Biodegrades Fast Biodegrades Fast Biodegrades Fast Biodegrades Fast Biodegrades Fast

M: 89 % M: 92 % M: 89 % M: 88.4 % M: 86 % M: 75 %

Endpoint Specific
Aliphatic alcohol [-... Aliphatic alcohol [-... |Aliphatic alcohol [-... Aliphatic alcohol [-... Aliphatic alcohol [-... Aliphatic alcohol [-... Aliphatic alcohol [-...

Biodegradation fragments (Bio... -CH2- [linear] -CH2- [linear] -CH2- [linear] -CH2- [linear] -CH2- [linear] -CH2- [linear] -CH2- [linear]
Methyl [-CH3] Methyl [-CH3] Methyl [-CH3] Methyl [-CH3] Methyl [-CH3] Methyl [-CH3] Methyl [-CH3]

QSAR&ENTI—7T7O0—FOHBERERLS—B(R 7 RIE)
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QSAR(BIOWINS.O)DFHIFZE
y 2V 1A
r‘f_-'i Bio Results =l B e |
Print  Save Results Copy Remove Window Help
—————— o e e e e e e
TYPE | NUM | Biowind FRAGMENT DESCRIPTION | COEFF | WaLLE
—————— T T T T T
Fraz | 3 | Aliphatic ether [C-0-C] | 0.001% | 0.0044
Fraz | 2 | Methw! [-CH3] | 0.0004 | 0.0008
Fraz | 6 | -CH2- [linear] | 0.0494 | 0.2965
MolWt| % | Molecular Weight Parameter | | -0.4826
Const| % | Eaquation Constant | | 0.7121
e
RESULT | Biowind (MITI Linear Biodeg Probability) | \
T AT AT AT AT AT AT AT AT T T T T T AT T T T T AT T T T T T T T T T T T T T T T AT AT AT AT AT AT AT AT AT AT AT AT A A A A AL AT AT AT A A A AL - \
—————— L > 7P~
TYPE | NUM | Biowinf FRAGMENT DESCRIPTION | COEFF | WaLLE Oqu: &0)
------ TR
Fraz | 2 | Aliphatic ether [C-0-C] | -0. | -0.
Fraz | 2 | Methw! [-CH3] | 0. | 0.
Fraz | 6 | -CH2- [linear] |
MolWt| % | Molecular Weight Parameter |
+ +
| |
+ +

& Probability Greater Than or BEgual to 0.% indicates --> Readilv Degradable
& Probability Less Than 0.5 indicates --» MNOT Readi|w Degradable
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A7 7A45—: Biodegradation fragments (BioWIN MITI); strict
JF—A2~_R—2X: Biodegradation NITE

.Filter endpoint free. ..

Structure

HSubstance dentity
HFPhysical Chemical Properties

HEcotoxicological Information
[HHuman Health Hazards
Profile
General Mechanistic
Biodeg probability (Biowin 5)
Biodeg probability (Biowin &)
Endpoint Specific

nite

1 [target]

A
/_f

o 9w 1
EEmvironmental Fate and Transport [2!2]— M: 3 %

T—450DBODS R (£ TR ARAES)

M: 0 %

BIOWINI=& 2BOD# R EF HE(L TR ST )

-
Biodegrades Fast
q Biodegrades Fast

Biodegrades Fast
Biodegrades Fast

Biodegrades Fast
Biodegrades Fast

Biodegradation fragments (BioWIN..

[ Aliphatic ether [C-...

-CH2- [linear]

| Methyl [-CH3]

Aliphatic ether [C-_..

-CH2- [linear]
Methyl [-CH3]

-CH2- [linear]

Aliphatic ether [C-...
Methyl [-CH3]

HFIV— LISV B HEE
BUMEISHT 5T RERMA—BILGA>f=f=8

i RMEICx T HASARF IR OEHIEICEERAEL S
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Toolboxl:J:éRead-afrossld)%ﬁ'ﬁ

1 [target] "2
S~k oy o=-cry
Structure 2 d d
:{:\:/_r :!’I_\—/— C‘f:-‘J’—

EEnvironmental Fate and Transport (2/2) | Mo v MO E
Descriptors | | prediction |

Read across prediction of BOD,
taking the average from the nearest 5 neighbours, based on 2 values from 2 neighbour chemicals,
Observed target value: N/A, Predicted target value: 1.50 %

0.00 »' ..... !‘ et | Ot PR s ;“ ,,,,, «‘
130 132 134 136 138 140 142 144 146 148 150 152 154 156 158 160 162
Molecular weight, Da

SR E DBODH R EIXHEIZIERE /NS0,
B2 E %= FA CRead-across= =
— ZE 4 S ¥ E DBODF AIEIE1.5% (B 55 fR1E)
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Structure

[FHSubstance |dentity
HPhysical Chemical Properties
HEnvironmental Fate and Transport
HEcotoxicological Information
[HHuman Health Hazards
Profile
General Mechanistic
Biodeg probability (Biowin 5)
Biodeg probability (Biowin &)
Endpoint Specific

Biodegradation fragments (BioWIN_ ..

1 [target]

Biodegrades Fast

indegrades Fast

v

Aliphatic ether [C-._.

-CH2- [linear]
Methyl [-CH3]

M:3 %

Biodegrades Fast
Biodegrades Fast

Aliphatic ether [C-._.

-CH2- [linear]
Methyl [-CH3]

M:0 %

Biodegrades Fast
Biodegrades Fast

Aliphatic ether [C-._.
-CH2- [linear]
Methyl [-CH3]

QSAR&Read-acrossDfEEN—H LG oT=,
QSARDEFEEIZREE N HST=6. Read-acrossDIER %

2
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5] BCFBAF Restits W

Print  Save Results Copy Remove Window Help

Log Kow (estimated) : 8.16
Log Kow (experimental): rot available from database
Loz Kow used by BCF estimates: 8.16

Equation lUsed to Make BCF estimate:
Log BCF = 1.00 (lonic: Log Kow dependent )

Estinated Loz BOF = 1.000 (BOF = 10 L/k wet-wiD

—

=

irrafa 21065 (iR
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BE=

- VWa §
JUIUU _*

QSAR@% S5 ®EE

A7 745—: Bioaccumulation - metabolism alerts; strict

nn
Tk

{4
ol

FiRI1063

F—~AA~R—2: Bioconcentration NITE /535&'11 A5

Filter endpoint tree... 1 [target] ||2 I[B ||4

I

|

Structure PR A I

L

[FSubstance Identity

?_Et BCFWINI=d& %BCF ¥;

BCF {10 Likg wet 3.16 L/kg wet 56.2 L/kg wet 10 L/kg wet 3.16 Lv'lsgwet 56.2 L/kg wet

3.16 L/kg wet

log Kow 1.1 6.3 9.2 121 16 10.2
EPhysical Chemical Properties

ElEnvironmental Fate and Tran...
HBioaccumulation: Aquatic |

14

HIBCF (6/12) UM 4.2 Ukgwet 9. M: 3.5E3 L/kg wet, . M. 1.8E4 Likg wet__ M. 520 L/kg wet 4. M. 2 3E4 Likg wet__

M: 5 8E3 L/kg wet l

s fedRRRT — S OBCFRAIE

Bioaccumulation — meta..

Fluorine [-F] Fluorine [-F] Fluonne [-F] Fluorme [F] FIuonne [F] Fluonne [F]

7JT Fy—{ki= FHL\T.*BQE

HUMEICSH TSP RAERNA—BLEN o=

Nite M RME IR I 5 F ABROGHEEICERNVELS

Profile
Endpoint Specific
Aliphatic acid [-C{... Aliphatic acid [-C(... Aliphatic acid [-C{... Aliphatic acid [-C{... Aliphatic acid [-C(... Aliphatic acid [-C(...
Carbon with 4 singl... Carbon with 4 singl... Carbon with 4 singl... Carbon with 4 singl... Carbon with 4 singl... Carbon with 4 singl..

Aliphatic acid [-C(.
Carbon with 4 singl.
Fluorine [-F]
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ToolboxIZ&kATrend analysisdDE

arget B E [ E F F |
Llog Kow 111 6.3 9.2 121 16 10.2 14

HEnvironmen. ..
[HBioaccu... 4
BCFe12) [ IM42Lkgwet 9. M 35E3U/kgwet, . M 18E4Likgwet, . M 520 L/kgwet 4. M 234 Likgwet. . M 58E3 Likgwet, .

Descriptors HPredicﬁon Adequacy Cumul, freg. ‘ Statistics Residuals |

Trend analysis prediction of BCF,
making a quadratic approximation, based on 6 values from 6 analogue chemicals,
Observed target value: N/A, Predicted target value: 2.53E+04 L/kg wet,

Model equation: BCF = -11.8 +2.74 * log Kow -0.115 * (log Kow) ~ 2

~450 T
ﬁ '
3 4.001 :
23504
- '
< 3.00 ¢
a )
=250 ¢
-~ g
¥ 2.00

£ "
S 150
E 1
a MO - - - - - - -
6.0 7.0 8.0 9.0 10.0 11.0 12,0 13.0

14.0 15.0 16.0

FELME DlogKow-logBCF D #EEE X H 5 F I
— 51l 3t ¥ E DBCF F AHEIX 253004 (& imfEtE)
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Filter endpoint tree... | 1 ftargef] |2 [ [+ [s [6 7
ESubstance |...
Parameters
2D
BCF 10 L/kg wet 3.16 L/kg wet 56.2 L/kg wet 10 L/kg wet 3.16 L/kg wet 56.2 L/kg wet 3.16 L/kg wet
log Kow| 11.1 6.3 - by 12.1 16 102 14
FlEnvironmen. ).
FBioaccu...
BCF(’H13S M: 4.2 Lkg wet, 9.... M: 3.5E3 L/kg wet, ... M: 1.8E4 L/kg wet, ... M: 520 L/kg wet, 4... |M: 2.3E4 L/kg wet. ... M: 5.8E3 L/kg wet, ...
EEcotoxicolo...

EHuman Hea...‘
Profile
Endpoint ...

Bioacc. ..

Aliphatic acid [-C(=... Aliphatic acid [-C(...
Carbon with 4 single... |Carbon with 4 singl...
Fluorine [-F] Fluorine [-F]

Trifluoromethyl group...

Trifluoromethyl grou...

Aliphatic acid [-C(... Aliphatic acid [-C{...
Carbon with 4 singl... Carbon with 4 singl...
Fluorine [-F] Fluorine [-F]

Trifluoromethyl grou... Trifluoromethyl grou. .

Aliphatic acid [-C(...
Carbon with 4 singl...

Fluorine [-F]

Trifluoromethyl grou...

QSAR&Read-acrossDFER N —BL 7 -o7=,

Aliphatic acid [-C(...
Carbon with 4 singl...
Fluorine [-F]

Trifluoromethyl grou...

Aliphatic acid [-C(...
Carbon with 4 singl...

Fluorine [-F]

Trifluoromethyl grou..

QSARDEFEEIZREEN HST=6. Read-acrossDIER %

15""
a

19" %,
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@ WIS T=-QSARIZLSFHI fEmiE FH
@ ToolboxZ;EFERAL-HELMEIZX
9 H5QSARDF A E DR

@ ToolboxDY—ILDFIRAZEEHKE
L= &ahra)—777a—F
(Read-across. Trend analysisZ§)

@ EMROMRZ RRLI-EFl7ED
FIY—7FO—F(ERDIFAE:
SFHEHEEER. ABEEFD

' *»UBCTEEREOHATIV—77O0—FDEZAFZETLHE=-NEZLARLTLNS,
nite htip://www.safe.nite.go.jp/kasinn/qsar/category_approach.himl 36
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HESSIZDUNT
EEHEMXZIBEC AT LHKET IV I4A—L4
(Hazard Evaluation Support System Integrated Platform)

*ARILEYEORERESEHEZHTIV—T7I0—FIZLS
liEZIETHIVART L

NEDO/METIZAL xHM(H19-H23EE)*ThHHF, EfSEBES %S
E#HL. OECD QSAR ToolboxtEHiMEDH DL AT LELTH
FEHESSHOT—3R—ZAD—8EFTOT 745 —I[LToolboxIZHa

FHRHEEAZRL T, JEAH2AEE LY ARUERZRIBL
=(FsRBURLEYEH T HO—FT]),
http://www.safe.nite.go.jp/kasinn/qsar/hess.html
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@ HESSOY—ILDFIBRZEEHREL
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* Adverse Outcome Pathway (AOP)*
- 5

Molecular
Toxicant Initiating
Event
Chemical Receptor/Ligand
Properties Interaction
DNA Binding

Protein Oxidation

Cellular Organ Organism Population
Responses Responses Responses Responses
Gene Activation Altered Physiology  Lethality Structure
Protein Production Disrupted Impaired Recruitment
Altered Signaling  Homeostasis Development Extinction
Protein Depletion  Altered Tissue Impaired

Development Reproduction

or Function Cancer

AOPE(E., B FLARILDRM)H—LE BRI (ME) v, HIlAL RJL, EHELARIL
DANZXLEZFRT. RERNLGENRNICESETORBERLIE-ED, H/AN—
23DV —I)LIRY IR THRIETETOWEWEEERBE AN X LNRER LTI
KR4 MZDWLWTI&, AOPIZEDWTAHTI)—ERLT 53> H0ECDH
HIRESI. BiE. HBHAMIZERENRGZEI TS,
HESSOBRHR 7O VP Tld, REZRESEICOUVLTAOPIZE DI ATI)—T
TO—FOFHERERETL. HXOECDEEI-TRL TL S,

nite *0ECD. 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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OECD QSAR Toolbox
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71| v i e ag.
$7T—IER.
HESNDEMS
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nite Hayashi, M. and Sakuratani, Y. 2012. Development of an Evaluation Support System for Estimating Repeated Dose Toxicity of Chemicals
Based on Chemical Structure. In: New Horizons in toxicity Prediction. Wilson, A. G. E. ed., Royal Society of Chemistry: Chap. 3.
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C RBRESEDB (RERBRESE)

—iRILFMEGIOMB)IZHIT BTV O REZR AR S SIS
BREREE . (GLPEMDIRLIL-BHERFH T TIThh. FHHl7%
T—E3RBARENTLEDEDZERETE),

(BLE&ED
SRR 2 5 RAR
REEH | 28- 942 | 12-17 | BE
on | mem | wok |00 BE 1Y

BExd / EEH b EESER 268 0 0 144 122 2 268
{ZEEH / NITE HEX 50 0 0 27 23 0 50
K ENTPsZ A B 20 22 15 4 0 53 57
KENTPERRAAER (FiFEIER) 66 49 9 2 0 122 124
Journal Paper 19 12 0 18 3 10 31
&5t 423 83 24 195 148 187 530
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ALERHR &EDB (500M18)
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SH/ERBFEDB (5498)
ATFTV— A N—DEERBICAD X LICEYRIRTEHEETRT =8
DIEM LB FREIG

SvwiMtiEt<v DB (80041 8E)
REVI“ELIEERBRZEZEREL-ATIV—ERZITO5=HODBEHREZIE
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ATV —HRETEIBIEDEI DHNMFEEZ R T AIRICAL SRR
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nite A EF, ILT RKiE, #@HF LA, IUF BE ¥ E. 2012. Hazard Evaluation Support System Database (HESS DB) MBf#.
PHARM STAGE 10(5):40-47
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*Hayashi, M. and Sakuratani, Y. 2012. Hemolytic anemia induced by anilines and nephrotoxicity induced by 4-aminophenols.
nite In: 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: Annex 8.



o AFEY—S4TISU—=(1)

hy— B mES Lot (EHESY Y
Azobenzenes (GAIMT4E M) 2 06=+57 B
Imidazole—2—-thione derivatives (FRIKIRE=T4) 2 55+58 B
Dipheny! disulfides (% I {4 & M) 1 30 B
Hydrazines GAIN 4 & M) 2 20+127 B
Acrylamides (##f2&1%) 2 214111 B
Oximes (&I 14E M) 3 23+7 B
Aliphatic nitriles (FF&1%) 4 3346 B
Nitrobenzenes (& I 4 & If1) *1 12 54+82 A
Hydroquinones (FF&1%) 2 55+ 64 B
p—Aminophenols (B &%) 2 63+476 B
Phenyl Phosphates (BI&E&E X HIES) 4 70+34 C
Anilines GAMM & M) "2 18 72+40 A
4 4'-Methylenedianilines/Benzidines (BB E&=14) 5 75+156 B
Aliphatic/Alicyclic hydrocarbons (@ 2u-4'07") BYE) 6 76100 C
Aromatic Hydrocarbons (FF&=14%) 9 83+51 C
N-Alkyl-N'-phenyl-p—phenylenediamine (& 014 & 1) 2 100 B

*1 Sakuratani, Y. Zhang, H. Q. Nishikawa, S. Yamazaki, K. Yamada, T. Yamada, J. and Hayashi, M. 2012. Categorization of
nitrobenzenes for repeated dose toxicity based on adverse outcome pathways. SAR QSAR Environ. Res 24:35-46
. *2 Sakuratani, Y. Sato, S. Nishikawa, S. Yamada, J. Maekawa, A. and Hayashi, M. 2008. Category analysis of the substituted
n|te anilines studied in a 28-day repeat-dose toxicity test conducted on rats: Correlation between toxicity and chemical structure. 46
SAR QSAR Environ. Res. 19:681-696.



—_— B —SrTs—1(2)

Y~ B masy OO s
Halobenzenes (B &%) 9 10179 A
Nitrobenzenes (FF&1%) ™1 12 10896 C
Ethyleneglycol Alkylethers (& M4 £ Ifl) 5 110192 A
Organophosphates (f8#E &%) 7 11698 A
Anilines (RF&1%) 18 14670 C
Aliphatic amines (F&iR#FI#) 6 148+202 C
Halobenzenes (Ff&1%) 3 9 1514129 A
Benzene or Naphthalene sulfonic acid (Less susceptible) 13 2231355 C
Ethyleneglycol Alkylethers (F5 B3 14) 2 2312077 B
Nitrobenzenes (58 &= 14) 4 237278 C
p—Alkylphenols (FF&1%) 7 250381 A
o—/p—Aminophenols (i& M 14 & M) 3 254+606 B
Benzain sulfonamide (FRI&[EE 2 3102414 B
Nitrophenols/Halophenols (Sha R 7 EEESE) 13 314218 C
Phenols (REFERIZE) 25 405+ 231 C
Halogenated Aliphatic Compounds (FF&=14) 17 533+756 C
Phthalate esters ({52 &%) 3 886+ 1466 C

*3 Sakuratani, Y. Zhang, H. Q. Nishikawa, S. Yamazaki, K. Yamada, T. Yamada, J. Gerova, K. Chankov, G, Mekenyan, O. and Hayashi, M.
nite 2013. Hazard Evaluation Support System (HESS) for Predicting Repeated Dose Toxicity Using Toxicological Categories. SAR QSAR
Environ. Res. 24:351-363. 47
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azard Evaluation Support System

Hazard Evaluation Support System

hemical name: 2,4-difluoroaniline
MNH-
367-25-9
l In pu t | 85 Mo
MILES c1{M)c{F)cc{F)ccl
% —~O

I RMEDA S

Profili ng to data matrix -= |
F
RDT Data -
1 set target ‘ 1F Add to post-targets list | HH;B Chemical name i€ Drawing é. RDT tests BmDatabase User List Load DB Load Inventory
Categories

cas # 367259 |

Chemical name:  2,4-difluoroaniline

367259

Gap Filling

Report Joycy:=

RA*E

Metabolism

NH-

|1_|Single chemical Developed by LMC, Bulgaria ST&O |




azard Evaluation Support System

Hazard Evaluation Support System

hemical name: 2, 4-difluoroaniline

45 Mo 367-25-9

MILES c1{M)c{F)cc{Flccl 70 a 77&( | J ‘/7‘0) *m I|:H

to data matrix -=

. Show Boundaries Apply New Scheme

Ca tEgDI'iES —Profilers Filker endpoint bree, .. 1 (Target)
Profiling methods

Ga p FiIIing EmEISEkm irtitation/corrosion Inclusion ru ;l NHz
~[Jchemical elements SHTE F O
REPDI't ~[JGroups of elements F
" ~[Juininski Rule Casis
A ....DOrganic functional groups BlSubstance Identity -
Metabolism ~[Jorganic functional groups (nested; L CAS Mumber J67-25-9
~[]Organic functional groups (LS EPA L Chemical Name 2 A-difluoroaniline
~[JCrganic funcpunal groups, Morbert L Structural Formula c1{Nyc(FlcciFlcet
----Stud\,r Mo, (Link to SSROT)
-[F]chenical Mo, (Link to HESS DE) =Pl _
-[FJRDT Report No. — Study Mo. (Link to S5RDT)
....DCSCL Class — Chemical No. {Link to HESS DE)
-[#]Rat Liver Metabalsm Database | —ROT Repart Ma.
""TPT—XE:DE:I p—— | —Rat Liver Metabolism Database Root of map MNo. 501
YL irepeated dose nilines (Hemaolytic. .
‘TEUS om | LILI — Repeated dose (HESS) nilines EHe atnhi[cux...

pocumented " - SHE SRR 7=V OBEnEE MR U
- [Jobserved Rat Liver metabolism E’I‘it’ T =1 J — :Egr'( % 'j" é & EEEE'%’J‘O

Simulated

D Dissociation simulation —)7 I) ‘ya L\ i@_[ﬂl’l‘iﬁ.[ﬂlo) jJ 7_- j‘ IJ - lj;l_:_ I~

~[JLiver Metabolism Simulatar

?---DNEDO In vitro Rat Cellular Metaboli | EEEE%!O

5....|:|NEDO I Yitro Rat Microsomal Met:

{ IRIERE T v Bat fgtabolicrn Sino
«| Cl »
[

|1_|Single chemical | Developed by LMC, Bulgaria STC@1 |
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< * Hazard Evaluation Support System

Hazard Evaluation Support System

SRE O RR
SUUME15E)

&P & (¥950078%8) 1=+ 9" HLOELfiE

b A0 mgfgfday, 1.

M0 mgdhegfday, 1. W 100 mgfkgdday,

M: 20 mofkg/day, 4. M 80 modkg/day, 8. M 100 modkgiday,

M. 80 mafkgiday, 1. W 20 mafkgiday, 2,

W 20 mgfkgiday, B...
it 20 mofkaiday, 4.

Wl 10 mofkadday, 2.
Wt 10 mofkadday, 1.

Wl 100 mgdkgiday
Wt 100 mgfkg/day

% Fhemica| name: 2,4-diﬂl.lDI‘Dﬂl1i|I-I1E
MH,
In pu t 45 Mo 367-25-9
m O MILES c1{M)c(Ficc{Ficcl
amm F
Proflling to data matin —=
F
RDT Data
Filtet endpoint tree. ., 1 (Target)
Categories i Define
% Subcateqorizd. Sirictire
Gap Filling |
Zarmbne Catend
Gru:nu ing methods :
Repnrt p--grgamc ‘al HSubstance: ldentity
s . L.Organic BRepzated Dose Toxicity
i - SrUCtLn ]
Metabolism LOEL
- Effect & —EBlood Chemical Examin... (14/80)
i L mGeneral Signs (13/47)
- ROT Rep 4 o
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