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AHE X RME DR

AFTIT, TF RTINS WEMLE IR T — 5 | BEETIC B %

—H R,

1-1 YEEENEREVERESE

FT VHERHIERM LB L RO R R OV E IR R B e 2 1 -1 (R, el £

D FHREB I,

£ 1-1 ETNHFHCEALE-MEBIEZHERET—2DFEEDH "

A ISR TRAE LRER, Al I 220 LE LA R L T D,

i | TH
I5H BT RAE 0 W= (S
%)
NFE - 212.24 - 212.24
LY C 217 IR (B 21?
e C 323.5% IR B 322.49
2
P Pa | 28 | mxmoTniE 0.0212°
KIZH S BEME | mg/L 15.3" BIEEDFEE 14.79
1-1948/-h&KED
M0 o & %R % — 3.97% BIE B 3.97?
(logPow)
. Pa- 1 | BEE-KICHT IEMESE

. — (T 1 X\ = 8)
AV —RE . 7.81x10 BN~ 1) — R ot 0.207
EHRRWMELE 7 Al p 7)
R 7 1554 (Koo) L/kg 6,310 HIEE 6,310
YR MERE 8) BCFBAF (v.3.01) IZ & % 8)
(BCF) L/kg 193.4 logPow % B U\ = HeEHE 1934
EMEBEERHE _ < cpe 9)
(BMF) 1 logPow & BCF M5 5% %E 1
fi# Bt T L (pKa) - — REMEDEEZE ST LVYE —10

1) FE2TEESE AREBEFMELELEMED) RVFMICAVLIYEBEZMMER. 2. EBREZEOL

Ea—=E (FR28&E38228) TTREINI-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) FFffi [ ERBETIIM@EEHRZERB LA

EREPERIREEIZOW T, AR Z LT IORT,

OR:: -1

S I THWEF—# 21CI1E. USHPV O X —2 25 4 ThAHAMEMB TH D, -, o
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BHEMEOE E > TFHRIEHI BV TH, FRROESEEOFRICB W TRRSA TV D,
ZOd, FHiTIZEHNTHRME T & FCE 21°C 25,

@ #HR

FEE T CHWET — 4 322.4°CI1%, CRC ICRl#i S 7=#E4#EE ) (7T60mmHg) IZB1F 5 2
ODDT—HXDOHFRETH S, —FH., MOFHEMENEE > - EHERFTIX. USHPV (28 TH
EE 323.5CNFLii SN TR Y | FEROENEROERIFICE W THRHIN TV 5D,
ZOd, FHEIICBWTIEZ of 323.5°C 2HW5,

® ERE

Al T TV F — % 2.12x10%Pa 1%, PhysProp @I E A 2.24x10*mmHg(25°C) % 1. 4 1
LEZfETHD, —FH, MoOEHEENEE > ZHE®RI X, WEMEE LT USHPV Tl
1.0x10°mmHg (20°C). 5.2x10“mmHg (25°C). REACH % #i5H(ECHA) TiZ 2.29x10™* mmHg
(25°C). PhysProp 35 J TN HSDB Tl 2.24x10™ mmHg (25°C)DENEEH STV 5,

ZO, FHETICBWTIZ IS 4 SOHFEME O M FHME 5.63x107°Pa & WV 5,

@ KIZxtT BBEMEE

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

Fo. MOEEMENE F > 2 HRIFICIE, (QSAR (2 X B HEFHECE MR T — & OFt# L
237203 REACH 845 M(ECHAIZ IZ M E B O FE-H5E 15.3mg/L(20°C, pH4.5) 8 % — 2 ¥
Tq4 e LTREiEn TS,

Z D7, B ISRV T 20°C I 1 5 JIEME O E¥E 15.3mg/L 2 AW 5,

® logPow
M T CHW/ET—4 3.97 1%, USHPV OF%—2A %7 4 ThHhLHUEMETH D, iz, D
L DEFNEDE F - 72 FHRIUZ BN TS FROEASEE OB RIFICB N TREI LTV D,
ZOH, FHETIZBW TS, FHl I & E UME 3.97 Z H\ %,

©~ ) —&E

FFM 1 CHW/Z7 — 4 0.207 Pa-m3/mol &, HENRYWIN (v3.20)?® Bond Estimation Method
WX DHEEMETH D, Fo, MOBEFEMEDEE > 7 EWIE O HEMITRHE b Rdo T,

Z D12, Gl TSR W TR KIS DEMED 1 mol/L RiliD 7=, A 2w ATHE
o T RKE & KIS DIRIREE 2 F iz~ U —HEFHRIC X 5 i 7.81x10"Pa- m3/mol % M
A

@DKoc

FFAME I THV 21 6,310 L/kg 1. REACH %&E#M(ECHA)IC L A2 HMIEE TH 5, £z,
ZOMDOEFEMEDOE F - T2 EHRE S REMIIE SN2 o T,

ZFORH, FHMhTICENTH, #-i I &[F CfE 6,310 Likg 2= A%,

®BCF

VMBI T 2 MEL AR - AR MRIE - AEWIRFEIET — & OEHEIEFES IOV T o (3.1 {5
PEDTEE - T FWIL (SRR D B 2 15 B
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FEAf T CHVV-ME 193.4 L/kg 1%, BCFBAF (v3.01) (2 & % logPow O fif(3.97) % I\ 7= #E & i
Thb, £, MOEFEMEDEE - 72 WD O REM IS D Av7edr - 7223, OASIS Catalogic
(v.5.11.16) TIFHEEE(26.9) 3 F HIL TV D,

BB, TAL L AESTZNITE h 7 2 =7 Fu—F Tk, h73V—VIiIpEInT-
WL E N BN DFHEARRE L W IHORRIEL TN D,

ZOH, FHMEIICHEWTY, FEfi I & U BCFBAF Ofid 193.4 Likg = W5,

Q@BMF

M T CHW2ME 113, logPow & BCF OfENLEAMT T A ¥  AZH > THE LT TH
B, Fio, MOEFEMEOE E - 2 ERE» O HEMEITE N2 o T,

FOSH, FMITICBNTH, FMEI EFRUME 1 2805,
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1-2 Rk

K 12T NHEGHIERA LI fRIcR 27 — 2 2R T,

K 12 FRICRIT—E2OFED "

F R

IEH (H) =0
RRITE T 5 BFE fEF R NA -
OH 5:/“73)1/&0)& ZSOQ—GG&FE%EE;Q~£?E§+1E 2;
. 2.3 NS OH 52 AhIEE 5x10
x5 | mEao it molecule/cm® & L TEH
4 3 4 TV EDORG NA -
HEESOHDILED NA ~
RIS
KePIZHE T 2 B5E0 EF R NA -
. HE R 5 E0RBEORBRT I DETE
ﬁgg” MK R L0x10° | 25CTOARBETS Ob o BE
I fig NA -
TIEIZH T S B1E S EE R NA -
T | R0 o 5 SoEEORBRT—4 75\65&‘2
34 i k5 R 1.0x10° ;Kq:'l:}a‘(f%ﬁllhkﬁj‘ﬁﬁa)ﬁlﬁﬂﬂi,ﬁﬁ%
' * A
EEICH T 5BE0EF R NA -
B KPIZET2ERBEOFEFEAD 4
EE | mrao | E7H 0 |
R oK o fig 1.0x10* IKPIZEFBHMAKLEDOEFE %

jEdic

1) T2 £EE 4 BBEFMCFHED ) RV FMICAL S MELZHMIK, 5L, BBEEFOL
Ea—=E (FR28&E38228) TTREINI-E

2) EPI Suite (2001)

3) Mackay (2006)

NA AT OGN 2 EERT

ERESBEAICOWT, FHAME AL TIORT, ok, TR L%, 2O
P KA LR WA Z & O h—Z VORI O Z L 2T,

DK%

KA TOMIES R RINARD B RIIE ONRD o722 OH T VU VIR 285D

BB ELNTZ,
D-1:0H>2AHhIL &

D RIS D+ R EA

WA HICHER LEKISHEE T T — ¥ (6.70 X 1012 cm3/molecule/s) 1%
AOPWINMV.1.92IZ X 2 HEFHMETH W . KEAH OH 7 P VIR E 2 Bl 5 A # > A LV 5x105

FEM O TR Z OfE

molecule/cm3 & L7256

2.3 HEZHWD,

D-2: AV EDRIEDEF
KEFTOAY v & ORIED IR B 1HHRITG SR -7
D-3: WEES SHILEDRGDEHY
KEHF TORIET AV & O RSO YRINAR 2 RGOtz

CCEREIIE 2.3 HEFEH ST

4
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@k

KT OREE R AR D IS D2 o To iy, B R & KD fR AR 25 HE 51
DIEHMIEF LI,
@-1: ERBROF

KT ORI INAR D HERITE S 2> 7248, MITI(1996) Tk, OECD TG 301C
2 &L D3RRI\ T 28 H#% D BOD 43R 1% 90%, HPLC 73 fi# 2 1% 100% & D 1 # 3
BEohTnd,

FO, FHBEIICBNTIR, A X RS LT - THRE LG B2 V5,
@-2 : K FEDF R

Mackay Ti% 1.0x104 H(25°C, pH7). USHPV TiZ 620 H(pH7) & W o 721w E LT
W5,

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

KT DN RN AR D IEHITAG DR o T

@tiE

T TORIES IR DRI SN o T, E. BB 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 & 2 R ZHE - T, KB CTOASMEO - & [ UiEG H) 2 H
W5,

@-2 : MK fEDHFER

JEE T DMK R IINAR D IERITG DR Do T2,

S I 3N TR BT A & ZNZHE - T K T ORGSO R &[5 UAE(1.0x104
Mz HwW5,

)= 3=}

JEE T ORI AR DB RITE O o e, 2, BT ORI T 5 1F
WHELNRhoT,

@-1: £ EOFFEA

JEE T OES RN AR 2 RIISE b e o T,

P IIZ W TIE, T A & RIZHE - T, AKHPTOESREO NI O 4 f50fE(20 H)
ZHW5,

@-2 : PNk 5> R D R HA

JEE T DMK RN AR D IERITG DR Do T2,

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

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 ETMILEMEICEHT IR IO EMHAF
VAV REFHE~HHRESEORESF YA~ Ver. 1.0, 2014.

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

2-2 Fhih
RrlZ72 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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HARfEH

B EEFRILFMEE L ES - [128
MELH : [REFBADL
CASES : [120-51-4
RETF—45
P WERI=B1D L. |mEES| ¥—28 | 224 ]
WHEE =A i = GLP | relisbiity |¥—R470 | {EOEE | HOBEOBE | Y | F—Hk | F—BE e X R—UBBE
B3 GHEmL)| GMEI) | (GREL)
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 8154k [Rh & 21°C 21 nodata |2: reliable key study experimental David R Lide (Ed.).Organic physical Exp Key Melting point/freezing
with result 4A 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 18.8°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 T 1941 °C 19 REAL 1 Physical Constants of
B x x Organic Compounds (Section
3)
RSt EF 3 291 ~29ﬂ3K 19 4A x x Aldrich
(18~20°C)
PhysProp mh 21°C 21 2B [e) X ARHEAL
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 (Q)SAR 2C X X




HARER

EEFMIEFMEELES - [128
WEET : [REFBALDIL
CASES : [120-51-4
4
B
RET—4
e — gy HRRICE {EHES| ¥—24 | 24
LT e BB OLZSPAE | MEEE | meork® | op | relebiy |3%—287¢| HOBE | ROBEOE | 7 | 7Bk |7 ME L xR OB
DB (1) (BB I) | (FRME D)
1|USHPV 323~324°C 323.5 experiment (14) The Merck Index (1996) 12th p.1
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 3235 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 EELL 23 Enthalpy of
2B (@] X Vaporization (Section 6)
|e_tc.
7|REACHZ £%1%%§(323.5 °C 323.5 [No 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 23.5 °C 323.5 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 321.3t0.9 °C 321.3 321.3 760 mmHg REAL 1 Physical Constants of
2B (@] X Organic Compounds
(Section 3)
12|BEFERRER [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
HAH : |[REEBRNL DI
CAS#S : [120-51-4
4
ARE
IRETF—4
H—%m 20°CI<B 13 B _ MERFIH(T RS
it RRE [Pal ARE BE RE%E GLP | reliabilty |3¥—2R%7¢| {HOEE | MOBEOMM | >Y | F4—B¥k | 7Bk Xk A—URIE
[Pa] - [0} £13 (FE 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 ()

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

RENCEN

Antoine eq.-I

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

4C

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

#E—akaE
[Pa]

20°CIZE 1D
ARE
[Pa]

REESE
=1: 4

HEBRT®E

GLP

reliability

MRFI<H
BF—R4T4
DIk

HOEE

EOEFEOKM

RS

9

(R 1)

*—2%
T4—HF
(PR 1)

*—2R4
T1—BRIE
(W )

E

pd 3

R—URIH

Mackay

0.0178 Pa

0.0178

0.0126

25°C

Z 0,

Z0ft
(HeE(E)

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

25°C

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

25°C

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

20°C

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

4C

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 + 1°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 + 1°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)?

RIS

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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BRFMHLFMEBLES : [128
MEERH  [REBEALTIL
CAS#ES : [120-51-4
4
IKERRE
RET—5
P 20°CI=&1+BK PR Rm=astr =S| $—2x& | ¥—2x% .
MRS KBRE [mg/L] sl 3 BE pH BRERAW GLP reliability | 3% —A97¢ fanmE HOBEDHM 2 | T4—RE | TRk W= 4. R—IERE
m [mg/L] o DRI (FPME I)( (FRME L) (M 1)
1|REACHE 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 " % ° 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 fEZ AL THEE
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 x relationships: Octanol-water
partition coefficients and aqueous
solubilities. J. Pharm. Sci. 75, 629—
636.
8[ccD [Insoluble in BATBE AT 3 - 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 BB Fa] 3 M M
in water]
12|Ew,¢.u§s$ MABEOT-8 |ERBEA T 3 « N
BIERE]
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HRRI<EB
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T4 DERIE

EoEE

EOBEDFE

Lt

P
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¥—28
TR
D)

$—24
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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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WERY : [REEBA D)L
CASES : [120-51-4
4
AU —RE
RETF—4
AVY— —#K AT ERRI=E miats| $—R4 F—2R4
R =44 (Pavmaymal] an oH | reliabiliy [3%¥—2874| (HOME | MOMEORM | 25 | F1—Bk | Bk e XA} R—UEBY
i DEIE (R 1)| (R I) (54 )
Henry Bt 8= 0.781 EST H=VP/(WS/MW) VP(0.0563), WS(15.3), MW(212.24)% 8
4C x (o] WTHE
EPI Suite 0.207 Pa- 0.207 (Q)SAR HENRYWIN(v.3.20)| 5 o x Bond Estimation Method
m"3/mol
Mackay 0.57 Pa- 0.57 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- 0.02330475 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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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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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




SEER

EEFMIEFMEELES - [128
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.




