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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:|I5 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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MNITE Read across
Organic_function

_ Mot calculated

1.58

— T ({lower trophic)

"ot calculated

Mot calculated

Mot calculated

ot calculated

log(L/kg wet)

(.66 log(L/kg wet)

2.01 log(L/kg wet)

1.18 log(L'kg wet)

Mot calculated

Mot calculated

Mot calculated

Defined Categaries
- Document

[4] Similarity: Threshold=50%:; Tanimoto (Ja

32. ZMEDOBCF (#EFHE)BARTSh D,

(BCFWIN ver.3.00(US EPA)ZRAW\TEH=hT-{#)

‘ Biodeg probability (Biowin 1) Mot calculated
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Mot calculated
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Mot calculated
Mot calculated
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Documents

B Document_1

BB SMILES: O=C(ciccocelicicoeceld]

Structure 5 g,
@ 0 o)
HSubstance dentity
— CAS Number 606-28-0 piocio/0  SRERSRE
— Chemical IDs Einecs Nu hA Copy
;ehnznic: E:Cb |me ™ [N
~HEE I e Search by CAS in eChemPorta
F—Chemical Mame methyl 2- benzuylhe Search by GAS in eChemPortal
benzmc acid, o-ben... (diphenyl methanone
G =Cleencec e loonee 1) methyl 2-(phenylcar.. 'diphenyl ketone
L— Structural Formula COC{=0)clcececel . |O=C(clcceeet)clc . O=Clclcecceel)cle.

1. “Substance Identity”MZE®D“+"%:#RL . FHEH
ZRITT Do

2. RERET—ANFHMEHERALEWVIEDCASEED L
THYYYHL T, “Search by CAS in eChemPortal”
EIRT B,

|T|Similarity: Threzhold=H0% Tanimoto {Jaccard)(ﬂtum pairS;TDpDIDgici ,s
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Print

@) OECD =

eChemPortal

#. %) eChemPortal

+ Home

s Substance Search

» Property Search

» What's .ne\

;Cenﬂql m or-r'z..lar

* Da'tlcmaﬂrg Databases

*» Roles B Responsibilities

» Extension of the Portal

»Linking to eChemPortal

sy Schedules of Assessments

» Structure Search

» GHS Classifications

» Othar usnl':i.'ul iI'IF'.JI';"12t!C-ﬂ
_Aq

> —|e|,.

> Contact us

3 Disclaimer

Substance Search
Substance Search Search Result Step 1

Search history & Ways to proceed

= You searched for
Number: 16611-67-9
Participants: ACToR, AGRITOX, APVMA-CR, CCR, CESAR, Combined Exposures, ECHA CHEM,
EnviChem, EPA HHBP, EPA OPPALB, ESIS, GDL, GHS-1, GSBL, HPVIS, HSDB, HSNO
CCID, INCHEM, INERIS-PSC, J-CHECK, JECDB, NICNAS Other, NICNAS PEC, OECD
HPV, OECD SIDS IUCLID, SIDS UNEP, SPIN, UK CCREMP Qutputs, US EPA IRIS, US EPA
SRS
= Click any of the links below to see details
= Save as Bookmark

Search information

For more details on the substance search mechanism, please go to help in the left menu bar.

Overall query results

Click the following link to see details for all query results.

= 1 Line(s) with 1 Hit(s) found as overall guery results (including indirect query results)
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Print  Save Results Copy Remove Window Help

—————— s
TYPE | NUM | Biowinh 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

TYPE | MM Biowint FRAGMENT DESCRIPTION
Fras Aliphatic alcohol [-0OH]
Frag Methw | [-CH3]

Molecular Weight Parameter

Biowing (MITI Mon-Lirear Biodeg Probability)

b —— 4 — 1

+
|
+
| 1 |
| 1 |
Fraz | 8 | -CH2- [linear]
| % |
+
|
+

& Probability Greater Than or Eoual to 0.% indicates --» Readilv Degradable
& Probabil ity Less Than 0.5 indicates --» NOT Readilv Degradable

\ 0.5l L7%5D

TR ##1E

* KEEPAGREHFRET) ABRAFELIZY IO T, BIOWINI~7TDIEFEDETIL
735, BIOWINS R U6(x. OECD TG 301CEIZH T A MEEE T AT 3E
nite pc 51X @BOFAETIL. 61LIEEHOFAETILER IS,



N = =
==

a¥a n ~ l[ (= ~
. . JU -* e hX‘ y e e
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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

aibo iR MBI T 5F ARROEEEATET- .

-
Aliphatic alcohal [-... Aliphatic alcohaol [-... Aliphatic alcohol [-... Aliphatic alcohal [-... Aliphatic alcohol [-... Aliphatic alcohol [-... Aliphatic alcohol [}
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TTorge E E [ E F [ |

ok CH = - ™ p
CH -

Structure / 3 /‘/_/‘f J/_/_r/" »H_,—/JJJ
ffjf OH cﬁ_/_/ —f”’/

men o0 NV S% MR Me% MessA% MR Mm%

[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 T T T T T T T T L} T T
40 60 80 100 120 140 160 130 200 220 240 260 280 300 320 340 360 380
Molecular weight, Da
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Structure /_/_de " {rhCH3 /_/_/C“ | rj_/_/-. | F/_/_,—/f | /f/_, /

£ CHs

ESubstance Identity
HPhysical 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)
—HROFERIVE. EREARNEFEZILOND
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- QSAR(BIOWIN5,6) DFHl#ER

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 - \
—————— T B T F, T T P T T E T Py P T - fﬂ
TYPE | WM Biowint FRAGMEWT DESCRIFPTION COEFF WaLLIE Oqu: &0)
______ +_____ . b il b sl b . b il b il b il il b . b il . il il . il . . . . .

+ +
| |
+ +
3 | Aliphatic ether [C-0-C] |
Frag | 2 | Methyl [-CH3] |
Fraz | B I -CH2- [linear]
%

+ +

| |

+ +

Molecular Weight Parameter

i #T ..... TR R
. | 0.
|
|

& Probability Greater Than or BEgual to 0.% indicates --> Readilv Degradable
& Probability Less Than 0.5 indicates --» MNOT Readi|w Degradable

nite 62



N -
=]

A ~
JUIUU

Tk

-*

QSAROD% A5 R GDEEn.c\

A7 7A45—: Biodegradation fragments (BioWIN MITI); strict
JF—A2~_R—2X: Biodegradation NITE

.Filter endpoint free. ..

Structure

HSubstance dentity
HFPhysical Chemical Properties
HEmvironmental Fate and Transport
HEcotoxicological Information
[HHuman Health Hazards
Profile
General Mechanistic
Biodeg probability (Biowin 5)
Biodeg probability (Biowin &)
Endpoint Specific

1 [target] ||2 ||3 |

A S :/—J_ -
Il el

{LEEZSHEBRT—2DBODAS fRE (L TR fEES)
) I 3 *

M: 0 %

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

-
Biodegrades Fast
q Biodegrades Fast

Biodegrades Fast Biodegrades Fast ]

Biodegrades Fast Biodegrades Fast

[ Aliphatic ether [C-...

Biodegradation fragments (BioWIN..
| Methyl [-CH3]

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

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

-CH2- [linear]
Methyl [-CH3]

-CH2- [linear]
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1 [targef] [2
Ve <y o-cry
Structure . d d
:’:‘:/_r C'/u-—/— C‘f|=J’—

EIEmironmental Fate and Transport  (2/2) [ 150 s N MR
Descriptors |P'redicﬁon

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 %

P (R — ®
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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