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Minimum system requirements
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HDD:|20 GB free hard drive space

File system:|NTFS

nite



B ———

nite

J—4- 70— |
Input OB RMEDA A
Pro:iling @ATI)—EBHFOHME
End:aoint @DBA L ERGERT —2 D
Category‘Definition @FELUMET—20OHE
Data G;p Filing | ®T—42X vy J#li5x
Re:aort ®LHR—FDYERL

10



.QSHR Toolbox 3.0.0.995 [Document *7

QSAR TOOLBOX

i
The DECD QSAR Toolbox
for Grouping Chemicals
into Categories

Developed by LMC, Bulgaria

CCUmeEn!

; ERYMEDA N
@ Profiling: ﬁTj"J—E'IE%CD i
@ Endpoint: FKRAEEET—2 D
@ Category Definition: FHEMEDT—2DHH
® Data Gap Filling: T—4F vy Hi5c

® Report: LR—FDERL

nite »



8O

@ 0SAR Toolbox 31.021 [Document] 1ol

== - : o1y 5 IR

Ly about Update

QSAR TOOLBOX Tio

¥ Profiling iki » Data Gap Filling

The DECD QSAR Toolbox
for Grouping Chemicals
a4 into Categorles

Ciocurment Single Chemical

atruckure Select Ielete ety ChemlDs DB Inventary List Developed by LMC, Bulgaria

1 [target]

E—WEOAN < MBURFDASD

ESubstance ldentity _
EPhysical Chemical Praperties

HEmvironmental Fate and Tra.

EEcotoxicological Infarmation

HHuman Health Hazards

]

I'I_ |Du:u:ument |

B

- NITe



.QSHR Toolbox 31.021 [Document]

Lja

QSAR TOOLBOX

¥ Profiling

Pral

P IZI7747-

Profiling meth

Filker endpaint b

¢ Endpoint

1 [target]

8O

3?1' il
0100
} Category Definition * Data Gap Filling

for Grouping Chemicals
into Categories

Developed by LMC, Bulgaria

Structure

HSubstance Identity
HPhysical Chemical Propetties
HEnvitonmental Fate and Tra...
FEcotoxicological Infarmation
ElHuman Health Hazards
SIProfile

HiZeneral Mechanistic

Transformations

Documented

| Observed Mammallan metabahsm

Simulated
tion simulatar

N A

Frotein hinding by OAS

TO7745—I20 T 5B
(Z&H95HhT3)-)

I'I_ |Document

nite



it xh TULVBProfiler (£54F85E)
vOECDIZ&MLTLBECRE. K1Y, 1417,
EULZE)DOIFEB(TILAHRAKEZE. T.W.Schultz)
HELNMEEEIRE, TELBEERROESY,
MR (M & B4 R, K4 )

— B NOB(EF=IIDNA) B EENDER-REDEE

- R T—20FFEBHEY. Ratd vivoET=1%S9. M
ZLED vivoET=IZL vitro)

- MO EEE (R SalL—4)

- B OET7S5—F (Ames., MERER. RIEERS5E
. #HLRAM)

nite 14




Profiler®
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.Pmtein binding by OEGD {General Mechanistic) — Profiling Scheme Browser =10l x|
Advanced
—Protein binding by OECD - Category definitions Profile Description
[l- Protein binding by OECD [ =
EJ- Acylation Structural alert: Acyl halides (including benzyl and carbamoyl derivatives)
- Direct Acylation Invaolving a Leaving groug
. Acetates Y A
[ Acyl halides (induding benzyl and l:Elr )‘J\
- AnhwAdridss
- Azl R X

e hTa)—4

- Phosphonic add halides

- Sulphonyl halides

=)~ Isocyanates and Related Chemicals
- Carbodiimides

- Dithiocarbonimidic acd esters
- Isocyanates

- Isothiocyanates

- Ketenes

- Thiocyanates-Acylation

- Ring Opening Acylation

- glpha-Lactams

- betaLactones-Acylation

- Cyclopropenones

- ThioHactones

= Michael addition

- Acid imides

- Acid imidesMA

[=]- Polarised Alkenes

- Polarised alkene - aldehydes
- Polarised alkene - amides

- Polarised alkene - cyano

- Polarised alkene - esters

- Polarised alkene - ketones

o

E. = any carbon, nitrogen
X (leaving group) = halogen, azide
Y = oxygen, sulphur

7o5—MEEDEH

*A=

A LICET B1E8 (b7 —D1EHL)

Mecharmsm

An acylation mechanism involving mucleophilic attack at the carbonyl (or sulfinyl) has been
suggested as being responsible for the activity of these chemicals (Enoch et al 2009, Gerner
et al 2004, Hulzebos et al 2005, Roberts et al 2007).
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]
(1413
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SN, TDOE

12i4)
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(3/7) _ _ | _ - _
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-
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3

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

b

nite

24



{8 ©SAR Toolbox 3.1.0.21 [Document]

QSAR TOOLBOX

Filling

¥

Dats Gap Fillimg
® Read-across
& Trend analysis
# (0)SAR models

Target Endpoink

» Profiling

Filker endpaint tree. .

» Endpoint ¢ Category Definitior

1 [target]

Structure

o1
10100

» Data Gap Filling

about - Update

The OECD QSAR Toolbax
for Grouping Chemicals
into Categories

Developed by LMC, Bulgaria

ah ‘ ‘ L Tetratymena pyriformis

4

-0l
QALY

Descriptors ||Prediction | Adequacy Curul, Freq, | Statistics | Residuals

-0,50 -

-1.00 +

-1.50+

-2,00 4

IGC50 (obs.), log{1/mg /L)

-2.50 -

-3.00 -

Trend analysis prediction of IGC50,
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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

|'|_2§ [Schiff base formation AMDFSchiff base formation 3> Schiff base farmation '.".'1|
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2 KMT—2N0EERLEETES,
— BB T—ANR OMSLELESIZIE. ProfilerZ AL =hT
I1)—0ERE. FMEUMEDOERAURERT—2 DR FE. QSARYIE
D7 eRAWEHEZRH T LN TES,

- EHYOHE. RIBYIH T LB MG ELEEETED,
sHE#ERZPDF D7/ IILEETHATES,

4 %GDfH_’.
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3. QSAR TOOLBOX®MiEREHI

RIL)ILAQM)TFHUEE
(CAS:72629-94-8)
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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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QSAROD%/FJI**J"' DERR

JA2J745—: Bioaccumulation - metabolism alerts; strict  FiR10{%
F—A~R—X: Bioconcentration NITE /%EIHEE.‘

TToret g g g g

Structure

c=13 c=8 C=t1 ¢é=14
?Dt BCFWINI & %BCF %3

BCF B log(L/kg wet) 0.5 log(L/kg wet) 1.75 log(L/kg wet) 1 log(L/kg wet}” 0.5 logfl/kg wet) 1.75 log{L/kg wet) 0.5 log(L/kg wet) |

log Kow 8.16 4.81 6.82 3.83 11 7.49 10.2
HEnwironmental Fate and Transport
HBicaccumulation: Aguatic )

FBCF (6/12) { M:0.623 log(L/kg w... M: 3.54 log(L/kg we... M: 4.26 log(L/kg we... M: 2.72 log(L/kg we... M: 4.36 log(L/kg we... M: 3.76 log(L/kg we}.

Bioaccumulation: Terrestrial

?r{ile - i 1t$lﬁﬂﬁﬂgﬁ _\\_QG)BCF£5B~ME

Endpoint Specific
Aliphatic acid [-Ci... |Aliphatic acid [-C(... Aliphatic acid [-C{... Aliphatic acid [-C{... Aliphatic acid [-Ci... Aliphatic acid [-C{... Aliphatic acid [-C{
Bioaccumulation — metabaol I

Carbon with 4 singl_.. Carbon with 4 singl... Carbon with 4 singl... Carbon with 4 singl... Carbon with 4 singl... Carbon with 4 singl... Carbon with 4 singl.
" Fluorine [-F] Fluarine [-F] Fluorine [-F] Fluarine [-F] Fluorine [-F] Fluarine [-F] Fluorine [-F]
Trifluoromethyl grou___ | Trifluosromethyl grou... Triflusromethyl grou... Trifluoromethyl grou_.. Trifluoromethyl grou_.. | Trifluosromethy! grou... Triflusromethyl grou.|.

ATI)—EICAVW RS EE

FLUYMEICHTHFREENN—BLGEN T8
sl R MBI I SBCFFHEDEHRMEICHEENELD
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ToolboxI=dkATrend analysis?3E

1 [target] 2

Structure

Bioa__.

LLI(W]_______

Descriptors ||Predir:ti0n | Adequacy | Curmul, freg. | Statistics | Residuals |

[ [t =) e -
o = o = o
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BCF {ohs.), logiL’kg wet)
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.......................

Trend analysis prediction of BCF,

making a quadratic approximation, based on 6 values from 6 analogue chemicals,

_______________________________________________________

PR DU

I-
,-
______

Observed target value: N/ &, Predicted target value: 4.40 log{L/kqg wet),
Model equation: BCF = -13.6 +4.16 * log Kow -0.240 * (log Kow) -~ 2
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70 a0 4 100 1o
log Kow

Descriptor X: IIog Kaw

d |

nite

31



L= 2 E I B E I

Structure
[HSubsta...
Param...
2D
BCH 1 log(L/kg wet) 0.5 log(L/kg wet) 1.75 log(L/kg wet) 1 log{L'kg wet) 0.5 log(L'kg wet) 1.75 log(L/kg wet) 0.5 log(L/kg wet)
log.] 8.16 4.81 6.82 5.83 11.5 7.49 10.2

b S R VR DT [ RN 11 0623 log(Likeg w... M: 3.54 log(L/kg we... M: 4.26 log(L/kg we... M: 2.72 log(L/kg we__. M: 4.36 log(L/kg we... M: 3.76 log(L/kg we._.

)
Bioa.. \-
Profile

Endp...
Aliphatic acid [-C(=0)0H] Aliphatic acid [-C(... Aliphatic acid [-C(... Aliphatic acid [-C{... Aliphatic acid [-C(... Aliphatic acid [-C{... Aliphatic acid [-C[ ..
Carbon with 4 single bonds ... Carbon with 4 singl... Carbon with 4 singl... Carbon with 4 singl_.. | Carbon with 4 singl... Carbon with 4 singl... Carbon with 4 singl...
Fluarine [-F] Fluarine [-F] Fluarine [-F] Fluarine [-F] Fluarine [-F] Fluarine [-F] Fluorine [-F]
Trifluoromethyl group [-CF3] Triflueromethyl grou... Trifluoromethyl grou__. Trifluoromethyl grou... Trifluoromethy! grou... Trifluoromethyl grou._. Trifluoromethyl grou. ..

Bi...

QSAR&ERead-acrossD¥EEREMN—HL G- 1=,
QSARDEHEEICERZTEI D ST=6. Read-acrossDFER%
AT 5,
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The OECD QSAR Toolbox®HP

http..//www.oecd.orqg/chemicalsafety/risk-assessment/

theoecdqsartoolbox.htm
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