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1 B RMEDHERK

AETIE, T NVHFHTHW 2 PE(LZERMERT — % BEPICBT 2 08ECRD T
—Z &2RT,

1-1 HEEFHERRVRENE
T AMERHCERA LI B L EOMER R OVEMBIERE AR 1-1 o7 T, b, &P

O 0 2

10
11
12
13
14
15
16
17
18
19
20
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23
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DTHEIL, FHE LI NTHELCRR, i I »AOEE LZEEZRL TV,

£ 1-1 ETLHEMHICERALE-DELENERET—20FLH "

M1 TH
HE B FAE i L\T:%ﬁﬁ(&
)
DFE - 212.24 - 212.24
13- T 21% H5E fiE 212
Y= T 323.5%2 H5E fiE 322.4%
2
ARE Pa % AEEDFHIE 0.02129
KIZx 3 5B E mg/L 1537 BIE E DT iE 14.7Y
1-29587-hE XK ED
Mo sE&RE - 3.97% H5E fiE 3.97%
(logPow)

T Pa- <10 ARE-KICHTLEREE 8)
AV —FZE el 7.81x10 NS Pl 0.207
ERRFEMRELIER 7 X 7
IR 3 % 3 (Koo L/kg 6,310 HE fiE 6.310
EYREHRE BCFBAF (v.3.01) IZ & 3
(BCF) Llke 193.47 logPow Z AL - HEEHE 19347
(%’M*?:)E LR - 1 logPow & BCF H 58 5E 1
2 Bt 5F M (pKa) — — REEOERZESLVVYE —19

1) FR2TFES 4EREFMHEEVEDOY A VFMICAVSMELEEMER. HRE. EREFOL

Ea—<# (FRk 285 3H8228) TTERSIII-{E

2) USHPV (2010)

3) CRC (2015)

4) HSDB

5) Mackay (2006)

6) Phys Prop

7) ECHA

8) EPI Suite (2012)

9) MHLW, METI, MOE (2014)

10) 3%l | RECIIMRBEEREFTREL G

ERMRER ICOVWT, MESEZUTIORT,

OF 31
i I THWE=F—# 21CIX. USHPV OXF— A X5 4 ThHhHBEMBTH D, /-, fho
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BHEMEOE E > TFHRIENIB W TH, FRROESEEOFRICE W TRERSA TN,
ZOd, FHiTIZEWNTHRHME T & FCfE 21°C 25,

@ #HR

FEE T CHWET — 4 322.4°CI1%, CRC ICit#i S 7=+ ) (760mmHg) IZB1F 5 2
ODDT—HXDOHFRETH S, —FH., MOFHEMENEE > - EHERFTIX. USHPV (28 TH
EE 323.5CMFLii SN TR Y | FEROENEROERIFICEWTHRHIN TV D,
ZOd, FHEIICB W TIEZ of 323.5°C 2HW5,

® ERE

Al T THW=F — % 2.12x10%Pa 1%, PhysProp @I Eff 2.24x10*mmHg(25°C) % 1. 4 1
LEZfETHD, —FH., MoOEHEENEE > ZHE®RI X, WEMEE LT USHPV Tix
1.0x10°*mmHg (20°C). 5.2x10“mmHg (25°C). REACH % #i5H(ECHA) TiZ 2.29x10™* mmHg
(25°C). PhysProp 5 J TN HSDB Tl 2.24x10™ mmHg (25°C)DENEEH STV 5,

ZO, FHETICBWTIZ IS 4 SOHEME O M FHME 5.63x10° Pa & W 5,

@ KIzxtT BBEMRE

M I THW=F —# 14.68 mg/L 1%, Mackay O —# 15.73mg/L(25°C) Z IR JE i 1E L 7=
T2 ThDHHM, WEMBNENERHALRELZ,

Fo. MOEEMENE F > 2 HRIFICIE, (QSAR (2 X B HEFHECE MR T — & OFt# L
237203 REACH #4845 (ECHAZ IZ M EME O F-H5E 15.3mg/L(20°C, pH4.5) 28 % — X ¥
Tq4 e LTREiEn TS,

Z D, RSBV T 20°C IR0 5 JIEME O ¥ E 15.3mg/L 2 AW 5,

® logPow
A T CTHWET—4 3.97 1%, USHPV OF%—2A %7 4 ThHhLHUEMETH D, iz, D
L DEFEDE F - 72 FHRIUZB N TS FROESEE OB RIFIZB N TREI LTV D,
ZOH, FHETIZBW TS, FHl I & E UME 3.97 Z H\ %,

©O~ ) —&RE

M 1 CHW/Z7 — 4 0.207 Pa-m3/mol &, HENRYWIN (v3.20)?® Bond Estimation Method
WL DHEEMHETH D, Fo, MOBEFEMEDEE > T2 EWIE O HEMIZRHE b Rdo T,

Z D1z, Gl TSR W TR, KIS DEMED 1 mol/L RiliD 7=, A & v ATHE
o T RKE & AKITH DIRIREE 2 F T2~ ) —HEFHRIC X 5 i 7.81x10"Pa- m3/mol % M
A

@DKoc

FFAME I THIV21E 6,310 L/kg 1. REACH %&fEHM(ECHAIC L A2 MIEE TH D, £z,
ZDOMDEFENED TE F - T2 EFEWRIE S RIEMITE S o T,

ZFORH, FHMhTICEHENTH, #-l I &6 CfE 6,310 Likg A%,

®BCF

VMBI T 2 ML AR - AR MRIE - AEWIRFEIET — & O HEIEFES IOV T © (3.1 {5
PEDTEE - T FWIL (SRR D B 2 15 B
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FEAf T TV ME 193.4 L/kg 1%, BCFBAF (v3.01) (2 & % logPow O fiE(3.97) % I\ 7= #E & i
Thb, £l MOEFEMEDEE - 72 WP O REM IS D Av7edy- 7223, OASIS Catalogic
(v.5.11.16) TIFHEEE(26.9) 3 F HIL TV D,

B, TAL AT NITE 7 2 =7 Fu—F Tk, h73V—VIiIpEInT-
WL E N BN DFHEARRE L W IHORRIEL TN D,

ZOH, FHMEIICEHEWTY, FEf I & U BCFBAF Ofi 193.4 Likg = W5,

Q@BMF

M T CTHW2ME 113, logPow & BCF OfENLEAM T A 7 0 AZH > THRE LT TH
B, Fio, MMOEFEMEOE E - 2 ERE» S HEME TS N2 -T2,

FOESH, FMITICENTH, FMEI EFRUME 1 2805,
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1-2 HfE%
£ 12 EFAHCEA LSRR DT — X 2RT,

& 1-2 FBISRITEOFED "

HE *(Ef” 4
KRUZHB T HLE»BRF B NA -
= 3 25CTHORIGEEERDHEHE ?
OHZ NN EDR 23 NS OH ST HILRE 5+10°
x5 | w0 T molecule/cm® & L TEH
4 b n FIEDORE NA -
HESChAhLED NA ~
R
KeblZH 1T 5 L1EH RE R NA -
Kb b 5 $0REORBRT—24HLRE
’.jf;g"’ mks L0x10° | 25CTORRAEES h 5 RE
Ko NA -
TIICH T EHLESRER NA -
+1 | mego | EOR s |EamkoRBRT—shbRE
3 3 oK 4>z L.0x10* g;kb(f%hﬂ*ﬁﬁw#ﬁﬂ’&
EBICHIT5LESREE R NA -
KPIZETH2ERBOERBD 4
EE |mrro =y 20 P
£ |[MKDR o1t | KEEBIBMARROERIZ
' %A

1) FK 2T £EE 4 QELFMEEDEDO) RVFMICAV2YDBLEEMER. %, EEESFOL
Ea—<# (FRk 285 3H8228) TTERSIII-{E

2) EPI Suite (2001)

3) Mackay (2006)

NA BB OG> F-Z & ERT

FRESREBERIZOWVWT, BEMEZLUTIORT, 28, RESREE) L1, S0
FEZREB LARVWEREREKT O h—2 L0 EBH D Z L 277,

OX&K

KR TORESREBINBZLERIIGEONR o728, OH 7 VIR L8510
5 AT XoF 4l
®-1: 005 ChIL&EDREDHFH

B EHICEM L 2K ®EEERT — # (6.70 X 1012 cm3/molecule/s) I
AOPWINV.1.92IZ L 2 HFHETH Y . KRF OH F VW NVBEZETTA X A LV 5x105

molecule/cm3 & L7=854 .

MO CIZZofE 23 BZ2HWS,
D-2: AV EDRIEDHFL

RRZHFTOAFY v & DRISOFBHIR I ERIIBFBONRDI -
D-3: WEERSCHILEDRIGOEF

REZHFTOMEET ¥ H v & ORIEOFBMIIR D ERITG O R P72

4

ERHIL 23 A EHEHINE,
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@k

KT OREE S R AR D IEHITE D2 o o, B R & KD fRC AR 5 HE 51
DIEMMPEF BT,
@-1: ERBROF

KT ORI INAR D HERITES 2> 724, MITI(1996) Tk, OECD TG 301C
2 & D3RRI\ T 28 H#% D BOD 43 fi# 1% 90%, HPLC 73 fi# £ 1% 100% & D 1 s
BEohTnd,

FOD, FHBEIICBNTIR, A X RS LT - THRE LEG B)Z2 V5,
@-2 : K FED R

Mackay Ti% 1.0x104 H(25°C, pH7). USHPV TiZ 620 H(pH7) & W o =W E LT
W5,

ZOH, FHITIZBWTIL, ZOFDOHRKME 1.0x104 H &2 H\ 5,
Q-3 : XN EROF A

KA T DN RN AR D IE TG DR o T

@t

T TORIE SR D IERIIE SN o T, E, BB O RN 5 1
WHLELNRNo T,
Q-1 : £EHNEDOF A

JEE T OES RN AR 2 B RITE b e o T,

FEAM L2 3B TR, £l 7 A & o RZHE - T, KB CTOASMEO - & [ UfEG H) 2 H
W5,

@-2 : MK fEDHFER

JEE T DMK RN AR D IERITG DR Do T2,

S I 3N TR BT A & ZAZHE - T K T ORGSO R & 7] UAE(1.0x104
HzHW5,

)= 3=}

JEE T ORI RN AR D B HRITE O o e, o, BT ORI T 5 1F
WH\ELNRNoT,

@-1: £ EOFFEA

JEE T DL RN AR 2 RIS D e o T,

P I IZ W TIE, T A & RIZHE - T, K TOESREO NI O 4 5 0fE(20 H)
ZHW5,

@-2 : PNk 5 R D R HA

JEE T ORI AR D IERITG DR Do T2,

FEAM I 3T Bl T A &0 AT - T K TOMK D 03 & 7 CAE(1.0x104
H)ZHW5,
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2-1 YPEEZHEREF-E
A U 72 2RO MR SR 13 E B 2 2

H i)
USHPV(2010): U.S. Environmental Protection Agency. SCREENING-LEVEL HAZARD
CHARACTERIZATION Benzyl Derivatives Category, September, 2010.

CRC(2015): Lide, D. R., ed. CRC Handbook of Chemistry and Physics. 96th ed., CRC Press, 2015-
2016.

HSDB:US NIH.Hazardous Substances Data
Bank.http://toxnet.nIm.nih.gov/cgi-bin/sis/htmlgen?HSDBPhysProp: Syracuse Research Corporation.
SRC PhysProp Database. (2015.12 BEE).

ECHA: ECHA. Information on Chemicals - Registered substances. (2015.12 BH&).

Mackay(2006): Mackay, D., Shiu, W. Y., Ma, K. C., & Lee, S. C. Handbook of physical-chemical
properties and environmental fate for organic chemicals. 2nd ed., CRC press, 2006.

EPI Suite(2012): US EPA. Estimation Programs Interface Suite. Ver. 4.11, 2012.

MHLW, METI, MOE(2014): {EB:XIZH I+ B AT MILEMEICEHT IR IO EMHAF
VAV REFHE~HHRESEORESF A~ Ver. 1.0, 2014.

MITI(1996): MITI. KREFEAVYUIL(HBRYMEES K-1318)DMAEMICKLS 0 EERER. AR
FES 21318, BHFLEME =&, 1996.

2-2 Fhih
BrlZ72 L,



RRER

TR ERIRARFR FHiE
Aldrich Sigma-Aldrichi{ZFEh404
CCD Hawley's Condensed Chemical Dictionary, 15th, John Wiley & Sons, 2007
CRC CRC Handbook of Chemistry and Physics on DVD, Version 2013, CRC—Press
EPI Suite U.S.EPA EPI Suite
HenryEtE = Henryit &=
HSDB Hazardous Substances Data Bank (HSDB)
IUCLID IUCLID
Handbook of Physical-Chemical Properties and Environmental Fate for Organic Chemicals, Second
Mackay he
Edition
Merck The Merck Index, 14th Ed, Merck & Co, 2006

OASIS Catalogic

OASIS Catalogic

PhysProp SRC PhysProp Database, Syracuse Research Corporation, 2009
REACHZ SR 158 REACHZ §%1E3R

USHPV US/HPVFvL 27054

BERREX EEEBTFRREXOHRER
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B EEFRILFMELE L ES - [128
MELH : [REFBAVIL
CASES : [120-51-4
RETF—45
— MERI=HI11D L. |mEES| ¥—28 | 224 ]
WHEE =A " = HEAEE | OLP | relibiity |F—X4T/0 | HOEE | HOBEORE | o | T Bk | T—uk e X R—UBBE
B3 GREmL)| GMEI) | (GRED)
USHPV B 21°C 21 experimental (14) The Merck Index (1996) 12th p.11
result 2B fo) o edition, Susan Budavari, editor, Merck
& Co. Inc., Whitehouse Station, NJ.
HSDB MR 21°C 21 Budavari, S. (ed.). The Merck Index - CHEMICAL/PHYSICAL
Encyclopedia of Chemicals, Drugs and [PROPERTIES: > MELTING
2B (o] o Biologicals. Rahway, NJ: Merck and POINT:
Co., Inc., 1989., p. 176
Merck MR 21°C 21 2B [¢] [e)
REACHZ §3154R [Bh & 21 C 21 nodata |2: reliable key study experimental David R Lide (Ed.).Organic physical Exp Key Melting point/freezing
with result A x x properties.2007,Handbook of Chemistry  |point.001
restrictions and physics 87th Edition.
USHPV R 21 C 21 experimental CRC Handbook of Chemistry and Physics
result (2000) 82nd edition, David R. Lide, editor,
4A X x The Chemical Rubber Co. Press, Inc.,
Boca Raton, FL.
Aldrich R 17~20 C 18.5 Beilstein Shandbuch der Organischen p.251
2B X x Chemie volume.9, IV, p307
CCD R 188 C 18.8 2B X X AREAL
Mackay TS 194 C 194 Riddick, J., Bunger, W.B., Sakano, T.K. p.3077
(1986) Organic Solvents: Physical
2B x x Properties and Method of Purification. 4th
Edition, John Wiley & Sons, New York.
CRC TS 19+1 C 19 REEAL 1 Physical Constants of
B x x Organic Compounds (Section
3)
BRIt EF 3 291~293K 19 4A x x Aldrich
(18~20°C)
PhysProp B 21 C 21 2B [e) x REEEL
IUCLID BRE R -18 C -18 (1) Safety Data Sheet Haarman & Reimer |p.5
4A x x GmbH, Revision date 28.03.1995
EPI Suite R 70.75 C 70.75 MPBPWIN (Q)SAR 2C X X
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EEFMIEFDEELES - [128
WEET : [REFBALDIL
CASES : [120-51-4
4
B
RET—4
= — b 3 WREICET RS F—24 | F—24
LT e BOBEOLZSPAE | MEEH | meonk® | op | relebiy |3%—287¢| HOBE | ROBEORE | 7 | 7Bk |7 M i h R—OBRH
DB (1) (BB I) | (BRI
1|USHPV 323~324°C 323.5 experiment (14) The Merck Index (1996) 12th p.11
al result 4A x o edition, Susan Budavari, editor, Merck
& Co. Inc., Whitehouse Station, NJ.
2(Aldrich 323~324°C 323.5 4A x o The Merck Index 14th, p.1127 p.251
3(HSDB 323~324°C 323.5 Budavari, S. (ed.). The Merck Index - |CHEMICAL/PHYSICAL
Encyclopedia of Chemicals, Drugs and [PROPERTIES: >
4A x (o] Biologicals. Rahway, NJ: Merck and BOILING POINT:
Co., Inc., 1989., p.176
4[Merck 323~324 °C 323.5 4A x [e)
5|Mackay 3235 C 323.5 Lide, D.R., Editor (2003) Handbook of p.3077
4A X x Chemistry and Physics. 84th Edition,
CRC Press, LLC. Boca Raton, Florida
6(CRC 3235 C 3235 3235 760 mmHg REELL 23 Enthalpy of
2B (@] X Vaporization (Section 6)
|e_tc.
7|REACH#Z £%1%%§(323.5 C 323.5 |TNO detail on no data |2: reliable key study experimental David R Lide (Ed.).Organic physical Exp Key Boiling
pressure or with result A x x properties.2007,Handbook of chemistry  |point.001
decomposition restrictions and physics 87th Edition.
temperature!
8[PhysProp 235 C 3235 4A X X REEL
9[Mercl 56 C 156 194.9035394 4.5 mmHg 2B x X
10|Erc 89~191 C 190 231.3466315 16 mmHg 2B X X
11|CRC 321.3t09 C 321.3 321.3 760 mmHg REAL 1 Physical Constants of
2B (@] X Organic Compounds
(Section 3)
12|BEFRRER 323 323 4A % % Aldrich
C[596K(323°C)]
13|IUCLID 324 C 324 324.0134359 1013 hPa (1) Safety Data Sheet Haarman & Reimer |p.5
GmbH, Revision date 28.03.1995
4A x X
14(CCD 325 C 325 4A X X AL
15[EPI Suite 317.89 C 317.89 IMPBPWIN (Q)SAR 2C x X




HAMEHR

3(HSDB

Mackay 0.0104 Pa

0.0104

0.0074

25 C

lexperimental
result
(corrected)

Antoine eq

2B

BEFMIEFHEELES - [128
B : |[REEBRNLDI
CAS#S : [120-51-4
4
ASE
RETF—45
H—%m 20°CcI<$B 13 B _ MEEI<HT RS
MEEZ RRE Pal ARE = BB ®E GLP | relisbility (3F%—R47«¢| [HOEE |EOBHOMKM | ~7 | T1+—HFE | T+—HF p.q R—URBH
[Pa] [0} £13 (R 1)

Daubert, T.E., R.P. Danner. Physical |CHEMICAL/PHYSICAL
and Thermodynamic Properties of
Pure Chemicals Data Compilation.

PROPERTIES: >
VAPOR PRESSURE:
Washington, D.C.: Taylor and Francis,

1989.

Riddick, J., Bunger, W.B., Sakano,
T.K. (1986) Organic Solvents: Physical
Properties and Method of Purification.
4th Edition, John Wiley & Sons, New
York.

p.3077

7|Mackay 461 Pa

461

0.8443

150 C

4A

quoted lit.

[Riddick, J., Bunger, W B_, Sakano,  |p.3077
T.K. (1986) Organic Solvents: Physical
Properties and Method of Purification.
4th Edition, John Wiley & Sons, New
York.

Mack 0.0137 Pa

0.0137

0.0097

25 C

sME (o)

Antoine eq

4Cc

|Boublik, T., Fried, V., Hala, E. (1984) |p.3077
The Vapor Pressures of Pure
Substances. 2nd Edition, Elsevier,
Amsterdam, The Netherlands.

9|Mackay 0.043 Pa

0.043

0.0305

25 C

RERCEN

Antoine eq.-

4c

Stephenson, R.M., Malanowski, S. p.3077
(1987) Handbook of the
Thermodynamics of Organic
Compounds. Elsevier Science
Publishing Co., Inc., New York.

0|Mackay 0.0107 Pa

0.0107

0.0076

25 C

Z0fth,

estimated by
calculation

Sugden's
parachor method

4Cc

Tsuzuki, M. (2001) Vapor pressures of |p.3077
carboxylic acid esters including
pyrethroids: measurement and
estimation from molecular structure.
Chemosphere 45, 729-736.

1|Mackay 0.0135 Pa

0.0135

0.0096

25 C

Z0fth,

estimated by
calculation

McGowan's
parachor method

4Cc

Tsuzuki, M. (2001) Vapor pressures of |p.3077
carboxylic acid esters including
pyrethroids: measurement and
estimation from molecular structure.
Chemosphere 45, 729-736.
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CASZ?

20-51-4

ERE

RET—%

RRE

RRE

HE—=E
[Pa]

20°CIZH 1D
ARE
[Pal

REESE
=1: 4

Lotova

GLP

reliability

MBE<BH
BF—R4T4
DEIE

HOEE

EOEEOKM

RIS

9

(Pl I)

*—24
T4—HFE
(PHIE 1)

*—R4
T4—BIE
(WM )

E

X8

R—URIHE

Mackay

0.0178 Pa

0.0178

0.0126

25 C

Z 0,

Z0ih
(e fE)

GC-RT correlation

2B

Tsuzuki, M. (2001) Vapor pressures of
carboxylic acid esters including
pyrethroids: measurement and
imation from molecular structure.
Chemosphere 45, 729-736.

.3077

Mackay

0.0603 Pa

0.0603

0.0427

Z 0,

estimated by
calculation

calculated-MW

4C

Tsuzuki, M. (2001) Vapor pressures of
carboxylic acid esters including
pyrethroids: measurement and
estimation from molecular structure.
Chemosphere 45, 729-736.

.3077

Mackay

0.295 Pa

0.295

0.2091

Z 0,

estimated by
calculation

calculated-MCI

4C

Tsuzuki, M. (2001) Vapor pressures of
carboxylic acid esters including
pyrethroids: measurement and
estimation from molecular structure.
Chemosphere 45, 729-736.

.3077

Aldrich

1 mmHg

133.3223684

0.5961

125 C

4A

|Beilstein Shandbuch der Organischen
Chemie volume.9, IV, p307

p.251

IUCLID

0.1 hPa

4A

(1) Safety Data Sheet Haarman &
Reimer GmbH, Revision date
28.03.1995

p.5

EPI Suite

0.0786 Pa

0.0786

0.0557

25 C

MPBPWIN(v.1.43)

(@SAR

2C

Mackay

-4.467041722

log(P/mmHg)

0.00455

20

log (P/mmHg) 6.42726 —
1594.49/(126.36 + t/ C)

sHE (F5)

Antoine eq

4Cc

temp range 224.7-329.09 C
(from twin ebulliometry
measurement, )

Hon, H.C., Singh, R.P., Kudchadker,
A.P. (1976) Vapor pressure-boiling
point measurement of five organic
substances by twin ebulliometry. J.
Chem. Eng. Data 21, 430-431.

3077

Mackay

-5.211687718

log (P/kPa)

0.00614

20

log (P/kPa) = 559354 —
1628.726/(130.735 + ¥ C);

sHE (F5)

Antoine eq from
reported
exptl.data of Hon
etal. 1976

4C

temp range 224.7-329 C

Boublik et al. 1984
The Vapor Pressures of Pure
Substances. 2nd Edition

3077

Mackay

-5.342141722

log (P/kPa)

0.00455

20

log (P/kPa) = 5.55216 —
1594.49/(126.36 + t/ C);

Antoine eq

4Cc

temp range not specified

Riddick et al. 1986
Organic Solvents: Physical Properties
and Method of Purification. 4th

.3077

Mackay

-3.989029538

log(P/mmHg)

0.0137

20

log (P/mmHg) = —1.654 —
4.6284 x 10%/(T/K) + 7.363 log
(T/K) - 1.8259 x 107 (T/K) +
7.4580 x 107° (T/K)?

REICHEN

vapor pressure eq

4Cc

temp range 293-820 K

Yaws, C.L. (1994) Handbook of Vapor
Pressure, Vol. 1 C1 to C4
Compounds, Vol. 2. C5 to C7
Compounds, Vol. 3, C8 to C28
Compounds.

Gulf Publishing Co

3077
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MEBRH : [REBEALTIL
CAS#ES : [120-51-4
4
IKERRE
RET—5
o 20°CI=#1+BK PR R EEiES| ¥—2x% | ¥—2x% .
MRS KBRE [mg/L] il 3 = pH BRRKL GLP relisbility | 3F—A87¢ (o} -] HEOEEDHM 2 | T4—BE | T14—BF = 4. R—IERG
m [mg/L] - DRI (PME L) (FMEIL) (S )
1|REACHEZ 218 15.9 mg/L, 15.3 15.3[20 °C 4.5|flask method yes 1:reliable  [key study experimental pH measurement and  [1992,1992.5.17. Exp Key Water
15.9 mg/L. \without result 4A x fo) quantitative anayisis by solubility.001
14.1mg/L restriction HPLC
2[lucLID 15.3 mg/L 15.3 15.3[20 °C 45 yes m % ° purity 99.4% (3) Bayer AG data, 1992 p.5
3|PhysProp 15.39 mg/L 15.39] 14.36666408(25 C estimated by Meylan, W. M. et al. (1996) Improved
calculation Method for Estimating Water
4C x X Solubility from OctanolWater Partition
Coefficient
4|Mackay 15.73 mg/L 15.73; 14.68405627|25 C Seidell, A. (1941) Solubilities of p.3077
Organic Compounds. Vol. 2, Van
Nostrand, New York.;
2B o) x Deno, N.C., Berkheimer, H.E. (1960)
Part |. Phase equilibria molecular
transport thermodynamics. J. Chem.
Eng. Data 5(1), 1-5.
5[USHPV 34.8 mg/L 34.8] 32.48602403(25 C estimated by U.S. EPA. 2010. U.S. Environmental p.10
calculation Estimation Protection Agency,
Programs Interface Washington, DC, USA.
Suite™ for 4C X X
Microsoft®
'Windows, v4.0.
6|EPI Suite 34.85 mg/L 34.85] 32.53269935(25 C WSKOWWIN (Q)SAR [2BLA LD fEZALTHEE
2C x x (20)]
7|Mackay 61.21 mg/L 61.21 57.13992905(25 C Z Dt calculated-intrinsic estimated by Leahy, D.E. (1986) Intrinsic molecular |p.3077
molar volume V | and calculation volume as a measure of the cavity
solvatochromic term in linear solvation energy
parameters ac % x relationships: Octanol-water
partition coefficients and aqueous
solubilities. J. Pharm. Sci. 75, 629—
636.
8[ccD [Insoluble in BB AR AT 3 N N
water]
9|CRC [insoluble] BfmERe 1 Physical Constants of
3 X x Organic Compounds
Section 3)
10(HSDB [INSOL IN BABE A Budavari, S. (ed.). The Merck Index - |CHEMICAL/PHYSICAL
WATER] Encyclopedia of Chemicals, Drugs PROPERTIES: >
3 X X and Biologicals. Rahway, NJ: Merck [SOLUBILITIES:
and Co., Inc., 1989., p. 176
11|Merck [Practically insol [BfziaE AR a] 3 M M
in water]
12|Em,¢.u§s$ MABEOT- |ERBEA T 3 N N
BERE]
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USHPV

3.97

3.97

experimental
result

2B

Sangster, J. (1989) Octanol-water
partition coefficients of simple
organic compounds. J. Phys.
Chem. Ref. Data 18(3), 1111-1229.

p.12

CRC

3.97

3.97

25°C

2B

, J. (1989) Octanol-wat
partition coefficients of simple
organic compounds. J. Phys.
Chem. Ref. Data 18(3), 1111-1229.

38 Octanol-Water
Partition Coefficients
(Section 16)

Mackay

3.97[recommen
ded]

3.97

2B

recommended value,

, J. (1989) Octanol-wat
partition coefficients of simple
organic compounds. J. Phys.
Chem. Ref. Data 18(3), 1111-1229.

p.3078

IS

REACHE ik
E:]

3.97

3.97

25°C

[No

details
on pH
stated]

no data

2:
reliable
with
restrictio
ns

key study

experimental
result

4A

, J. (1989) Octanol-wat
partition coefficients of simple
organic compounds. J. Phys.
Chem. Ref. Data 18(3), 1111-1229.

Exp Key Partition
coefficient.001

5]

PhysProp

3.97

3.97

experimental
result

2B

Hansch, C., Leo, A., D. Hoekman.
Exploring QSAR - Hydrophobic,
Electronic, and Steric Constants.
Washington, DC: American Chemical
Society., 1995., p. 120

HSDB

3.97

3.97

2B

Hansch, C., Leo, A., D. Hoekman.
Exploring QSAR - Hydrophobic,
Electronic, and Steric Constants.
Washington, DC: American Chemical
Society., 1995., p. 120

CHEMICAL/PHYSICAL
PROPERTIES: >
OCTANOL/WATER
PARTITION
COEFFICIENT:

Mackay

4.00

4.00

Z0fV_|
and
solvatochromi
c parameters

estimated by
calculation

4C

calculated-VI and
solvatochromic
parameters

Taft, R.W., Abraham, M.H., Famini,
G.R., Doherty, R.M., Abboud, J.-L.M.,
Kamlet, M.J. (1985) Solubility
properties in polymers and biological
media: 5. An analysis of the
physicochemical properties which
influence octanol-water partition
coefficients of aliphatic and aromatic
solutes. J. Pharm. Sci. 74(8), 807—
814.

p.3078

Mackay

3.86

3.86

ZOfV_|
and
solvatochromi
c parameters

estimated by
calculation

4C

calculated-VI and
solvatochromic
parameters

Taft, R.W., Abraham, M.H., Famini,
G.R., Doherty, R.M., Abboud, J.-L.M.,
Kamlet, M.J. (1985) Solubility
properties in polymers and biological
media: 5. An analysis of the
physicochemical properties which
influence octanol-water partition
coefficients of aliphatic and aromatic
solutes. J. Pharm. Sci. 74(8), 807—
814.

p.3078

IUCLID

3.9

3.9

0
1, according
to Howard

estimated by
calculation

ac

according to Howard

(2) Haarman & Reimer data

p.5

0

EPI Suite

3.54

3.54

KOWWIN

(Q)SAR

2C
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WEEH : [REFBAVIIL
CASES : [120-51-4
4
AU —RE
RETF—4
AVY— —#K AT WERI=H T mialts| $—x% F—R4
R =44 (Pavmaymol] an oH | reliabiliy [8%—2574| (HOME | MOMEORM | 25 | F1—Bk | T—BE s XAk R—CEDE
b DEIE (R 1)| (BRE 1) (594 L)
Henry Bt M= 0.781 EST H=VP/(WS/MW) VP(0.0563), WS(15.3), MW(212.24)%
4C x (o] WTHE
EPI Suite 0.207 Pa- 0207 (Q)SAR HENRYWIN(v.3 20)| 5 o x Bond Estimation Method
m*3/mol
Mackay 0.57 Pa- 057 estimated by 4C % % calculated-P/C with selected values p.3078
m*3/mol calculation
PhysProp 0.0000028 atm- |0 28371 estimated by Meylan, W., Howard, P.H. (1991)
m*3/mol calculation Bond contribution method for
4C x x estimating Henry’s law constants.
Environ. Toxicol. Chem. 10, 1283
—1293.
USHPV 2.3E-7 atm- 002330475 estimated by (U.S. EPA. 2010. U.S. Environmental Protection p.11
m*3/mol calculation Estimation Agency, Washington, DC, USA.
Programs Interface Available online from:
Suite™ for 4C x x http //www.epa.gov/opptintr/exposure/
Microsoft® pubs/episuite.htm as of March 24,
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CAS#ES : [120-51-4
Koc
IRET—%
#—%m AEg _ WEREICE RS F—24 F—2R4
RRE nE | IL/kg] # pH LiRgl | BERAE® | GLP | reliability (3F%—R47«| MOEE | WOBSEORE | >V | T1—BE | Tk E pd. R—URBE
;4 D3 (FEI)| (PEI) | (FMI)
|T!EACH§E1! Koc 6310 L/kg 6310 40°C OECD TG yes 1: reliable  |key study experimental HPLC 2013,2013.1.17. Exp Key Adsorption /
E:d 121 without result 1A (o] (o] desorption.001
restriction
USHPV logKoc 3.4 2511.886432 estimated by ac x x p.14
calculation
EPI Suite Koc 1136 L/kg[2BLL 1136 KOCWIN (Q)SAR
LofEERNT 2C
#5E (20) ] x x
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[ EEemETrniE L Es - [i28 ]
[ MAET  [RBBBAU DL |
| CASES : [120-51-4
4
BCF
ET—5
P poape WEEI= B | maEs| F—24 [ F—2z4
WREE e BERES Lras (PRME WA (WEOES| @ kel BBAES GLP relisbility |8%¥—287+¢| WOBWE |MOBWEOEM| Y | F1—BE | F1—BE (2] b R—UBES
o [ 53 GHED)| (F@EI) | (@D
1|EPI Suite BCF 193.4 L/kg 193.4|BCFBAF (Q)SAR 2BLLEONZER
(wet) (v.3.01) WTHSRE (2C) 2c o o
2|OASIS Catalogic logBCF 1.39 26.9|OASIS Catalogic (Q)SAR 2c x x
(v.5.11.16;
3|NTEATTI—7 BCF THEAEE |- ERETI 3 HFTI—V
Fo—7F FMELL 3 x x
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DEAT |ZEEB TN
CAS#ES : [120-51-4
pKa
WEF—5
WERET —=3
FERE HEE i g-zr [ PEEF o0 | meoaw | op | relebiy z,se—g;ﬁ EOHN | MOWEORN | TBE wE T RCERE
m )] il I

No DATA
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WEET : [REFBALDIL
CAS#HS : [120-51-4
4
ES RN
RET—4
RIS
MRRE SR SME N A% SRERD BRRFLE GLP reliability é*a_;g; HOBEE EOBHEOKM &% Xk R—UBEIE
Fq
1|EFRBRE 90%|0_2 {EB/ETG yes (incl. experimental K-1318
consumption certificate) result
2(FRRRE 88%|0_2 {EB/ETG yes (incl. experimental K-1318
consumption certificate) result
FRREE 92%|0_2 {EB/ETG yes (incl. experimental K-1318
consumption certificate) result
AEFRRRE 100%|Test mat. {EB/ETG yes (incl. experimental K-1318
analysis certificate) result
5|FRREE 100%|Test mat. {EB/ETG yes (incl. experimental K-1318
analysis certificate) result
6|EEFRRRE 100%|Test mat. {EB/ETG yes (incl. experimental K-1318
analysis certificate) result
7|USHPV readily 93%|CO_2 evolution OECD TG 301B experimental Readily Biodegradable [Birch RR. and Fletcher, R. J. p.14-15
biodegradable result (1994) The ultimate
biodegradability of base
perfumes in the sealed vessel
test. Benzyl benzoate. Quest
International Ltd. Report no.
BD/PER/01.




