10

11
12
13
14

15
16

17
18
19
20
21

22
23
24

'EH1-—-2

[&%& 1]

BEFMIEFMED Y XV FHE (—X)
A REFCE TR S5l O
PEEFRIEIRFOFHE N

oLy

BRI FMERLES 125

CHs
X
CHs

TR 294 3 A

REEXE



25

26
27
28
29
30
31
32
33
34
35
36
37

ETARRT RIDEE D TEIK .o 3
1-1 B RO ERIR M OVl fe 14 5
(B3 17171) 0 2 Ll e 7
(BB 17172) M0 T L U et 10
(BB 17173) Do S Ll ettt 13
1-2 5figtk 16
(BB 17271) 0 L Ll ettt 19
(B3 17272) M T3 Ll et 22
(B3 17278) DI T Ll et 25
1-3 MRIRT — & O BEETHAMmAS R~ DL R 28
1-4 Hgh 30



38

39

40
41
42
43
44
45
46
47
48
49
50
51
52
53
54
55
56

1 FHEXRMED K

ARETIX, 5 BOET AHEFHIHW D LT OB LRI T — & | BREERICIT 2 o figikic
RHT—2 %R T,

M DF 2 L (CAS1330-20-Ni%. 3FEDOX T L o D BMEIEDIREY T, -, 2
Lo DO— R THD HEREF VLY X, 3 BOF T LU ORMEEDOMm, = F L ¥
LHEA LTS, NITEQOOSIZ LD EZDEGIT, BLZ oo LN 10%, mF T L UM
50%., p¥ LU 20%, TFARUBURN 20%DEIETER LTS, £z, LD
AR 27 FEOENHEW &L, L@ MO REKROEASY N 3,683,655, p-F LM
3,843,997t, o-¥ v L VB 117,710t TH o 7=(m-¥ v L v OHAEEITFE ST 7o),

ZOH, KETIE, FPLACMAT, 2EEL LT o, m-, p-DOBKRIEROYEML 2RI
WTF—% . BREPIZB T 5 0MMERL T —2 bRd,

coF ULy CAS 95-47-6
“mFvLY CAS 108-38-3
cpF LY CAS 106-42-3

F-AEFEICB I ERAS VL UCOBHIZOWTL, 2 FARUEBUNRE LTV A EATT.
XL EZTFNARCPB U EGITTRET AL LR TWNALED, ZF AP UITEEFNT
1/\73?1/\0

LR pE SR R E L BUR R R AR (W) (2015) « Rk 27 FE(b TS HER
2 BRI M E OB EIZ OV T (F L) RE 25 4E 3 H REEEA LW E A=

3



57

58

59
60

61
62

X 1-1 FLLVRUSKERKOYELEHERFO—E

ERYME FoLy o-¥LYy | mF¥FiLy | p-FILY
CAS &S 1330-20-7 95-47-6 108-38-3 106-42-3
NFE 106.16 106.16 106.16 106.16
A (°C) (13.3) -25.2 -47.8 13.3
#eE (°C) 138.5 144 139.1 138.3
ARE (Pa) 795 680 820 820
KIZxtd 5B E (mg/L) (151) 166 160 151
1-A9R/—ILEKEDRE D R EEREL (3.15) 312 39 315
(logPow)
A —Z# (Pa-m°/mol) (654) 537 606 654
EHRFRMEE T IEREFRE(Koc) (368) 537 192 368
(L/kg)
HEY)EMERE(BCF) (L/kg) (23.6) 21.4 23.6 23.6
EMERFRE(BMF) 1) 1 1 1
fEBEE 3K - - - -
FNNOEEISEETHLIZLETRT
£ 1 2FxY UL URUEERKROBEFLRAO—% (BHL: B)
XEME FoLr | o-FLY | mFLY p-¥ L
CAS &S 1330-20-7 | 95-47-6 108-38-3 106-42-3
WIED AR | R NA NA NA NA
X —— OH STHILED BRI 0.86 . 1.4 . 0.89 1.2 .
) 4 I ED R (2.9x10%) 1.6x10 4,000 2.9x10
- WESOhILED RIG (470) 304 470 239
WIENE | F R NA NA NA NA
i{: o fﬁ@i\’ _ 28 28 28 28
g Nk 5 2 — — — —
S R NA NA NA NA
+ BIEDRE | R NA NA NA NA
5 1R Al R 28 28 28 28
R EA Ko g — — — —
R N NA NA NA NA
= [wes | Zom 12 12 2 2

FRA | kSR

FRIIAOEFISEETHESLETRT




63
64
65
66
67
68
69

70
71
72
73
74
75
76
77

78
79
80
81
82
83
84
85
86
87
88
89

1-1 MEEEAMERETERENE
TRICETNVHEFHIERA Lo % o Lo 0B LR ORI iREcE R, 78, R
ORI, PRV TR A LR, FHil I 2262 LIz RL D, £, ¥
> OYEALZIIMEIR CHEOI R A DR o e, 25ME LT, SRR R CEAN G
BEOFER—F®HD p-F T L OEERNT 5,

£ 1-3 ETAMEEA LR L OYBLERMERET —F D% & X

. _ - ST4@ | THLUL
I i T FIE 244
A H ==X v3 RFE EES EBE)
NFE - 106.16 - 106.16
wha °C (13.3) p-¥LUDSEE -54°)
B °c 1385 | BIEEH,HEHEA TR 138.5"
ARE Pa 79592 | 20°CTOIED 2 DO FHIE 795'012)
KISHT Bi8MRE mg/L (151) p-F¥LLUDSEE 99'%12)
1-1947- & K & DFE s Py 10)
— ( ) X LUDSEE .
DS RS (0gPow) 3.15 p-F¥LLUDSEE 3.16
AV —F% Pa-m*/mol (654) p-¥LUDBEE 672"
BHHRRMEIE TP N 6,11)
-+ R 55 (Koc) L/kg (368) p-FLLUDBELE 761
YRR $(BCF) L/kg 23.6 p-¥LUDBEE 60.03'®
- _ logPow & BCF m 5% E
R Bl 5E 34 (pKa) — — REEOEEEIHLVYE =9

MTR 28 EEFE 2EEEEZDY RVFEMEEICHNSMEEZMEIR, 2fEE. EEMESEOLEL—23
(ERZ 28 £ 11 B 17 BRAME)ICEWLWTTRINT-E

1) OECD(2003) 7) MOE(2012) 13) CCD(2007)

2) EHC 8) Mackay(2006) 14) Merck

3) IUCLID-1(2000) 9) MITI(1998) 15) IUPAC

4) ECHA 10) PhysProp 16) EPI Suite

5) CRC 11) HSDB 17) MHLW, METI, MOE(2014)

6) NITE(2005) 12) ATSDR(2007) 18) FHlll | ICHEWTHREBEERITEE L AL

FRMEREBIZOWT, BEMEZ L TIORT,
O

FEAM T CERA L72ffi%. TUCLID-1 (2003) |ZFi# S N7-ff (-54°C)CTh 5, MOEEEMEDE E
STERIFBIC LD L, HFHMETHD Z LB 0oTz, FMED TIX, &ML LT, pFI LD
BAMQ03.3C) Z#HAEE T 5,

@i
FFAH T CELFH L7-1E1%.138.5°C (PhysProp) T& %, A 1%, MIEMHEFHENARH TH 5 73,
OEHMED T E > HERIFICBWTH, ®HOHENMTEAETHY ., FERMEEKOM
(138.3C~144C) L LB L THERDORNZ END G T TH M I OfE (138.5°C) ZERfifiE &
75,

3 MEFIEICR T 2B ERITER « A0 fRE - ZEWRHIET — 2 OEEMERHI SOV T © 131 [FEEDE
ol FBIR ISREO L DEHHO Z &



90

91

92

93

94

95

96

97

98

99
100
101
102
103
104
105
106
107
108
109
110
111
112
113
114
115
116
117
118
119
120
121
122
123
124
125
126
127

@FSE

FEAl T A L72MEiX, ATSDR } () PhysProp (270 & 1172 20°C TOED Tl (795Pa) T
bD, HHRMEEDME (680~820Pa) L L L THERDRNT Lvn | FH T THEHE [ OfE
(795Pa) #HMME LT %,

@AKINZKET 5 g

FEAM T CERJH L7-fi1%. ATSDR, HSDB. PhysProp (ZE#: & 417 25°C TOMIENM (106mg/L)
Z 20°COMEIZHERE (99mg/L) L7-ETH 5, #Fl [ OfEIFE SR DS EE(151~166mg/L) & 5
25 Z L ROGIACRARE LIz ZA, THREST 1M L <IUERRZE 20%LL 1) LW HET
HoT-DT, FHHII TEBEME LT p-F o L rDfi(151mg/L) #EAMEE 5,

®logPow

R 1 CERH L7-fili%. PhysProp |ZFE#E SN 7-HIEME L SN (8.16)Th D, 7l Lk
ERELLZLE ZA, MEFSEBEMEEDX T L U F R F LT D logPow fl% ) LT-ET
bolo, FHMEO TIESEEE LT, p-F L DfE3.15) #HAEE T 5,

©~ U —fR¥

FHM T CERAH L72fE1X. PhysProp (ZF0# S 7= HIEME (672 Pam3/mol) TH 5, 5l H ik
R LIZEZA, FVLUVOENRRONS o7, FHEI TIEBEHEE LT, p-F T LU DOfE
(654 Pa-m3mol) ZEMME LT 5,

(MKoc

FFAH T CELFH L7=fEI1%. NITE (2005). HSDB |Zit# SN2 OFEHfE (761L/kg) TH 5, i
il TERHAL TS 2 507 —Z[FICHIHDOT =2 Lip->THY, THEITLOETIERVDOT
Bsbd %, I TIEBEMEE LT, p-F L Of (368L/kg) ZHAEE T 5,

®BCF

FEAME T CERA L7-ffi1X, BCFBAFWIN (Z X 2 HiFHE (60.03L/kg) TH 5, ali T OfE X4 Rk
RDO5E(E(21.4~23.6L/kg) & F72 5720, FHIL TIESBEE LT p-F v L OfE (23.6L/kg)
EERAMEE T 5,

©@BMF

A T T L7 JogPow & TN BCF 7 HALFRIEIZ I T D BSERHl b S I BT 5 U A
JEHEOEAN AT A Z A (BLUTF, [T A Z A Lo, ) IiE->TRELME (1) Th o,
BMF OFEHIEN 72 < . logPow MO BCF IZ p-x v L v O&EMEEZ AW TV D720, FHfiI TiX
zEMELT () ZRAMET S,



128
129
130
131
132
133
134
135

136
137
138
139
140
141
142
143
144

145
146
147
148
149
150
151
152
153
154
155

LR, 2% & L THBIEEOMEEZAAMER & ORI SV TR T,

(% 1-1-1) o-FT L

TRICHBLFANEIR R CEMIRNERE E 7R T, o R TIERHE T IIRFER TH 525, (FiH
PRI S EBEEZ D TVD, RIPO TR,

AR LIEERLTND,

£ 14 oFTvLroYBULERERET —FDE LD

FEAMG I IZ W TR A L2, 51D

EH Biff RFE B30 (&%)
SFE — 106. 16 —
. % 257 ST Egﬁwifotﬁﬁﬁﬁew g5 o0
7 Eﬁg
. \ o | EEMEOTEE - - ERE, 5D 5
R c W |4 oomzEnTs e
0°CHFEBERVERIRXA, S
RRE Pa 680"2678 | 20°CIZRIELT-EZEHT- 13D 665"
EDFH{E
KIxtd B RE mg/L 1665810111219 [ 25°c T EIEE % 20°CIZHHIE 166"
1=198/-h &K & DA _ 3 g0 | EREQEE S EREN S0 3 190
D 5B %% (1ogPow) ' I E fiE '
N - . EEEORE - - EHRED 5D 5
)R Pa-m/mol 5377 3 SOBEEDT o2
ARRERELER . EEEDEE > -1ERED, 5> O .
% %3 (Koo) L/ke 537 I 537
= %3 | = — = &R Y s
HE Mg % 3 (BOF) L/kg 21.42 EREQEE SLHRENLD | 5y a0
HIEE
EMEBRRE BNF) — 1 logPow & BCF A S E%5E 17 1
fiR Bt XE 21 (pKa) — — BEMEOEERESLWVYE ? -
1) OECD (2003) 10) PhysProp
2) EHC 11) HSDB
3) 1UCLID-1(2000) 12) ATSDR(2007)
4) ECHA 13) €CD(2007)
5) CRC 14) Merck
6) NITE (2005) 15) 1UPAC
7) MOE (2012) 16) EPI Suite
8) Mackay (2006) 17) MHLW, METI, MOE (2014)
9) MITI(1998) 18) Sl | ISH UL\ TIEMEBEERITERE LA

FRMEREBIZOWT, MEBEZ L TIORT,
O

ZZff1X. OECD (2003) (ZFi#k SN 7=HIEME (-25.2°C)Th D, MOEHEMEDEE -7
HRIFUCIB DT ZOEEZ G L TV D72 DEIFETE L2V,

@A

S EMEIX, 144.45°C (CRC), 144.4°C (EHC) ® 2 SO ¥ (144.4°C)ThH D, (g
FEMEDE E > T2 WIS 1%, 144.5°C (ATSDR (2007), CRC, HSDB, Mackay (2006),
MOE (2012), PhysProp, ECHA), 144°C (CCD (2007), Merck, MOE (2012), NITE (2005),

OECD (2003)). 144.4°C (CRC, EHC, IUCLID-2 (2000), MOE (2012)) Cd ~ 7=, 2 Iz
7



156
157
158
159
160
161
162
163
164
165
166
167
168
169
170
171
172
173
174
175
176
177
178
179
180
181
182
183
184
185
186
187
188
189
190
191

BT, EREOEEZEDFEHE (144°0) 28R ME L T 5,

@FSE

£EfEIX, OECD (2003) |ZFid#i & 7= 20°C COREM (665Pa) ThH D, MOFHENED
TEF o T HFHIR D 5 1%, 20°C TORIE & L C.660Pa (EHC), 800Pa (MOE (2012)), 670Pa
(MOE (2012)). 700Pa (NITE (2005)) }2 O} 20°C % & Te#iPH O 5 OIEE TOREEICIES
< [EIFR S 20°CE NI L, 653Pa, 653Pa, 675Pa, 765Pa, 654Pa, 664Pa, 651Pa, 654Pa
(Mackay (2006) 235 Hiv7z, 2l IZH W Tt Z2EHEORAME L O RO %5 o1z 13
OB EEDFH)E (680Pa) ZEAME T 5,

@AKINZKET D g

£EfEiL. OECD (2003) (Zitd#i 7= 25°CTOREM (178mg/L) % 20°C DAE I HAHE
(166mg/L) L72ETH 5, MOEHEMEDE F - 72 E#WIA» 5. ATSDR (2007), HSDB,
IUPAC, Mackay (2006), NITE (2005), PhysProp 7382 L T\ 5 [F STk 25°C O E R
178mg/L  (IFEHIUZ L > TiX 179mg/Ll & HRESNTWD) OF —ZB’GFoilz, HFHE
WCBWTHENRER D720, o ke MR L7128 2 A, 178mg/L THH Z ENHBH L7729,
FEAf T Cl 178mg/L % 20°CICAfiIE L7= 1 (166mg/L) & B AfE & 35,

BlogPow
2%fElX,. OECD (2003)IZFt# S N7 HIEME B.12)Th b, MOEHEIEDE £ - 7 iFH
FIZBWTH ZOEAEH L TV A7 OEITEFE LA,

©~ U —fR¥

ZZ{ii%. NITE (2005)(ZFCH S A2 HIEM (524 Parm3/mol) Tb 523, 51 SR & 454
L2l A, 25 CTOREMTH Y, fEH-> Tz (IE L X525 Parm?¥mol), fthofF
FEMED T £ - T HERIEN S . 20°COWEfE 480 Pa-m3/mol, 594 Pa-m3/mol (Mackay
(2006)) D FH)fE (537 Pa-m3/mol) - HIE & 32,

(MKoc

£#fEiX, ECHA (Ci#Sh7z OECD TG 121 OREBRICE SN\ Tt TV 2 JIE
(B3TL/kg TH 5, MOEEMEDEE - - FHILTIL., 490L/kg (OC=0.2%, natural
sediment from River Leie, 18.6°C) (Mackay (2006)), 234L/kg (OC=0.62%, sandy loam)
(IUCLID-2 (2000)) 3% biLvizis, ZEHEDOHRMT — 413 OECD TG (ZHSWTT-> T
LT, EITAEFE LRV,

®BCF



192
193
194
195
196
197
198
199
200
201
202

241X, BCFBAFWIN |2 X 2 HEiHiE (53.16L/kg) TH 5, MOE@IE T, L5FIEIC
B 2 AEMEREEDO B EIX 72 v o 7223, 14.1L/kg (goldfish, EHC), 21.4L/kg (eel (Anguilla
japonica), EHC) D I EME NG bz, HIFHA X L A SE, T— X O KIE
(21.4L/kg) Z B HE & T 5,

©BMF

&I, logPow MU BCF 7 BALERIAIZ T 2B SEFHI bW EICEI T2 U 2 7 G
DEMHTA 2 A (LUF, AT A o2 Lnd,) 124> TRE L7ZEQ) TH D, BMF
OREMITGF Dotz lod, FHMiTIZENTH Z0ofE (1) 28HEE T 5,



203
204
205
206
207
208

209
210
211
212
213
214
215
216
217

218
219
220
221
222
223
224
225
226
227

(3% 11-2) mx> Ly
TRIZEA L 72 b a0k e OV EMIR MR A R T, mAR B T3l T 13k E i
ThoHM, BEEEECESEIBEMEZED TND, RO THREIZ, 40 TSRV TR
TLIAER, 25N OER LIZEERL TN D,

£ 1-5 mFTLroPBILEAERET —ZDE LY

1EHH BfL EAE B3 (%)
NFE — 106. 16 -
= o 7 a5t | EEEOEFE LERENSD 7 ab
A C | AETTT g S pmEEn Ty 4.9
. °c 139, 129 E%ﬁ@iiot%ﬁﬁ#%@ 139. 12
HIEE
20°CHOBIEERVEHDEBREIC
- 12). 6.8 BT ZAEMBEIZE DL EFERRAH, !
AL Pa S0 | L cicmiEL s 12|
DIEDFi{E
KIZXH T BiafEE mg/L 1608 20°C T DAIEE 160%
1-1h4/-b & 7K & DRS _ 5 9111012 BEEOEE >-HFRENLD 3 90
D 5B f%k 3 (1ogPow) ' I E fiE '
NV —1RE Pa-m°/mo| 606 20°C TR RIFEE 72810-12)
AHRRBELIER L/ke 19929 EBEEOEE >BRENOD 5370
& %3 (Koc) — JLETHAEEDFY
EBEEOEE >BRENOD
“WiRiEtRE (BCF) L/kg 23.6% BEE (XY LURY p-F2 60. 0319
LYDREYMDIE)
EYEEZRE BUF) — 1 logPow & BCF A5 3% E ' 1
fRBEE S (pKa) - — BEEOREEFE S HLVYE =19
1) OECD (2003) 10) PhysProp
2) EHC 11) HSDB
3) IUCLID-1(2000) 12) ATSDR (2007)
4) ECHA 13) CCD (2007)
5) CRC 14) Merck
6) NITE(2005) 15) TUPAC
7) MOE (2012) 16) EPI Suite
8) Mackay (2006) 17) MHLW, METI, MOE(2014)
9) MITI(1998) 18) FEE [ ICHEUWTITERMESRITEZE LG L

FRMEREBIZOWT, MBEBEZ L TIORT,
O

ZZff1L. OECD (2003) (ZFi#k SN 72HIEME (47.9C)ThH D, MOIEH TE D IEHRIR
T, -47.8°C (ATSDR (2007), CRC, Mackay (2006),MOE (2012), PhysProp) % 7= 1%
-47.9°C(EHC, TUCLID-3 (2000), ECHA) T& > 72, 2 DDEOF¥IE (-47.8°C) %R &
T 5,

@i
ZZE1T. EHC IR EINT-HIEMA39.1C)Th 5, MOEHTX ABWIE ST,

10
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229
230
231
232
233
234
235
236
237
238
239
240
241
242
243
244
245
246
247
248
249
250
251
252
253
254
255
256
257
258
259
260
261
262
263

Z < DXERICBNCZOENPLHENTEY . FHMEIIZBW TS ZOfE (139.1°C) 8
fﬁ&‘j—éo

@FSE

£EfE1X, OECD (2003) (2t &7z 20°C COREM (798Pa) TH 5, MOFHHTE
LR HIEN 1%, 20C TOHE E L, 790Pa (EHC), 800Pa (NITE (2005)), 800Pa
(MOE (2003)). 7= 20°C% & {eHi[H O OIRE TOREMEIZEES < B b, 812Pa,
824Pa, 824Pa, 833Pa, 833Pa, 834Pa, 839Pa, 851Pa (Mackay (2006)) 35 Hav7=, #Ffh 1T
ZBWTE, B2EEORAME O EREOEEZE DT 12 ORIEEO [ (820Pa) % £
e+ 5,

@AKINZKET D g

ZZfEIL, OECD TG 105 ORIV TIThiu T % MITI(1998)IZ5i# & 17z 25°C
TOREM (160 mg/L) % 20°CIZHIIE L72fE (149 mg/L) Th D, MOFHH TE 2 MR
235 1%, 20°COMIEM & LT 160 mg/L Mackay (2006)) 2545 & 4u7=, 24l 1T 12350 Tl 20°C
OWEM (160 mg/L) ZEAMET 5,

BlogPow
ZEfEIX. OECD (2003) (ZFC#H S V72 HIEHE(3.2) Th 5, MOEHE T X HIHFHRIEN O X,
ZOMENFLHEH I N TWDIZH, EIFEE L,

O~ U —15%K

ZEfEI%. ATSDR (1990), HSDB, PhysProp (ZFta# S 1L 7= EfH (728 Pa*m3/mol) TH
ST, TXMEREELTZEZ A, 25 CTOHETH -7, MOEHETE HEHRIEL S I,
20°COMIEM & LT, 606 Pa-m3/mol (Mackay (2006) 235 H A7 D T, FFfh T I\ Tl
ZOHIEM (606 Parm3/mol) ZH:HME &35,

(MKoc

£#fEiX, ECHA (Ci#Sh7z OECD TG 121 OREBRICE SN\ Tt TV 2 JIE
(B37L/kg) TH D, ALEIZOWTHELIZEZ A, o F VLU DETHDL Z ENDhoTz
720, BT 5, OEETE 2 EHRIEN 51X, 129L/kg (pH=5.6, 0C=0.2%, Forest soil),
158L/kg (pH=7.4, OC=3.7%), Agricultial soil), 289L/kg (pH=7.4, 0C=2.2%, Forest soil)
(EHC, Mackay (2006)) 2345 S5 7-, i 3 SDFH)E (192L/kg) ZERHIME L T 5,

®BCF
Z#Ml1%. BCFBAFWIN (2 X A HEFHE (60.03L/kg) Td 5, MOEHETE 2 IFHIFEI S

11



264
265
266
267
268
269
270
271
272
273

1. LB BT D AEMRREME OB IX /20 > 7228, 14.8L/kg (goldfish, EHC), 23.6L/kg
(eel (Anguilla japonica), EHC)DER G Hivie, Z 2T, 23.6L/kg DT —H I mF T L
Ep XU L UDIREMDIETH D, BN A X AEKSE T— X O KE (23.6L/kg)
ZEMME L T 5,

©®BMF

ZEAEIL. logPow &KUY BCF 2> BALFIEIZ BT DEITH LW E I35 U 2 7 5t
DOEgfiTA 2 A2 (LU, T8 TA Z 2] Lnd,) I TRELZE 1) THh 5, BMF
OREMBIZESNR ST, HITETE LAV,

12



274
275
276
277
278

279
280
281
282
283
284
285
286
287

288
289
290
291
292
293
294
295
296

(B#£11-3) p-FTL>

TERITE L 2RI MER S O R e 3, ek, RO TFREIE., FHEIICB W
TR LR, M I O EF L2EEZ/RL TV 5,
£ 1-6 pFTLroWBE{ZAMERET—FDFELD
. - FHE [ TR
EH Bff RAME EES i (B2)
DFE — 106. 16 -
Bh °c 13,3139 Eiﬁ'fﬁo)ii 2 T:'l%gﬁiﬁb\ =X 13 3"
HIEE
. . EEEODEE > =HBERENOD
gh 5 O, 1,2,5,7,10-12) 2,5)
b Y1 C 138.3 8 SO BEED T 138.3
20°COAEERVEHDBEIC
y BT ARAEBEIZED AR,
xE 1), 6-8) 1)
R Pa 82007 | L oocimiEL-mEan 10| o0
DIEDFY{E
. g EEEDEE > =HBERENOD
— R 47 RE 8,10-12) 9)
KIZHT 5iAMRE mg/L 151 20°C T DB (E 149. 4
1=198/-h &K & DA _ 3 sran | EEEQEE S ERAN 50 2 150
D 5B f%k 3 (1ogPow) —_— I E fiE '
A — (R Pa-m/mo| 6549 E%ﬁ@miot%ﬁﬁ#bw 69910-12
HIEE
A¥RERMIETIER 4.8 EEMEOEE > -ERENMOD »
R (Koo) L/ke 87| 6t momEEoEY 537
EEMEDOEFE > -ERENMOD
S Y iEfEi%R % (BCF) L/kg 23.62 AIEE m-FLURY p-F2 55. 64
LDEEYMDIE)
EMEBRFRE BNF) — 1 logPow & BCF m S E%%E 17 1
fRBEE 2 (pKa) — — RN EFF S IVIE —®
1) OECD (2003) 10) PhysProp
2) EHC 11) HSDB
3) TUCLID-1(2000) 12) ATSDR(2007)
4) ECHA 13) CCD (2007)
5) CRC 14) Merck
6) NITE(2005) 15) IUPAC
7) MOE (2012) 16) EPI Suite
8) Mackay (2006) 17) MHLW, METI, MOE(2014)
9) MITI(1998) 18) i [ ICHEWTIIAEBEERITIEE LG

EREMERERICOWT, BEME AL TIORT,

O L

FFMh I CERAH L7-fEIX. OECD (2003) (Zit# & 7-HlEfl (13.3C)TH 5, CRC (2013).
EHC, IUCLID-4 (2000)\Z % Z DfEAGEH SN TE Y, fHMiiI BV Th Z OfE (13.3°C)

ERAELET D,

@A

SEAM T CERAH L7-fEI%. 138.3°C (CRC . EHC) Th 5, fhoE#HIEN S 1%, 138.3°C

13



297
298
299
300
301
302
303
304
305
306
307
308
309
310
311
312
313
314
315
316
317
318
319
320
321
322
323
324
325
326
327
328
329
330
331
332

(OECD (2003)), 138.23°C(CRC, HSDB). 138.4°C (ATSDR (2006), MOE (2005), ECHA)
Tholz, FHIIICEB WL, 7 I ORAEEZ K P EROMEEZE O 8 SOEHIE
(138.30C) &AM LT 5,

@FSE

FEAM T CERA L 72 {1, OECD (2003)IZFi# & 4172 20°C TOHENE (865Pa) Th 5, il
ORI S 1E, 200CTORIEE E LT, 860Pa (EHC), 870Pa (MOE (2003)). 900Pa
(NITE (2005)), £7- 20°C% & te#iH OEE DOIRE TOREEIZHES < BFA 5 880Pa,
784Pa, 883Pa, 882Pa, 867Pa, 435Pa (Mackay (2006))3 1% Hi17-, sHHl IR W T, 7F
fifi T OFAE KL O EFEOMEE & 7= 10 OREEOFE)E (820Pa) ZHAMEE 5,

@AKINZKET D g

FEAT T CERA L7- i, MITI (1998) (Zitd#k =417 OECD TG 105 OFRBRIZHE SV TTT
b Tn5 25CTOHIEM (160mg/L)% 20COMEICH# (149mg/L) LT-ETH 5, o
& HIEH 51X, ATSDR (2007), HSDB, Mackay (2006), NITE (2005), PhysProp /3% L
TWBIRSCHRD 25°COMRIEM 162mg/L (FHRIIZ L > TiE 163mg/L & HFR STV 5)D
TP, HHRICEBWTEN R D720, JLXZME L7 s 2 A, 162mg/L
ThDHZ LML=, FHliIT Tl 162mg/L % 20°CIZHHIE L 78 151mg/L % £ Al
LT 5,

BlogPow
A T CEAH L72fEIX, OECD (2003) (2Rt S 7= lEfE (3.15) Th 5, ML #EIC
BWTH, ZOEZHRALTEY, fFHMITIZIHNTH ZofE (3.15) =AM E T 5,

©~ U —fR¥

FFM I CERA L7-fE1%. PhysProp (ZFt# S L7 HIEM (699 Pa m3/mol) TH 5703, H|
EMREN AR TH -7, MOEETE 2FHRIE T, 20COHIEM & LT, 654 Pam3/mol
(Mackay (2006)235F 54072, FFEfl IZEBWTIE Z ORIEE (654 Parm3/mol) % £ &
T2,

(MKoc

FEAM T CERH L72EIE, ECHA ICRE# &7z OECD TG 121 ORBRIZE S\ T TR T
WAHHIEM (53TL/kg) T b, ALBRICOWTHELIZEZ A, oo F VLU DIETHDL Z &
Wy oT=T=, BRI 5, MoOfFHIFE CIx, 575L/kg (0C=0.2%, 18.6°C). 74.95L/kg
(0C=4.1%, pH=5), 453.3L/kg (0C=0.23%, pH=5), 429.2L/kg (0C=0.065%, pH=5.5),
525L/kg (pH=4.97), 148L/kg (pH=4.43) Mackay (2006))73%3 572, FEH I IRV Tid b
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333
334
335
336
337
338
339
340
341
342
343
344
345
346
347
348

O 6 DO (368 Pa-m3/mol) ZERAME LT 5,

®BCF

SEA T CHLA L7- {1, BCFBAFWIN (C & B H2Hi (55.64L/ke) Tdo %, DS T
1. LB BT D AEMRREME OB IX /20 > 7228, 14.8L/kg (goldfish, EHC), 23.6L/kg
(eel (Anguilla japonica), EHC)DfER G Hivie, Z 2T, 23.6L/kg DT —H I mF T L
L p XUV UDREMOIETH D, FHIIZEB W TIEMN T A X o AZESE Foiz
T — X DKM (23.6L/kg) Z M E T 5,

©BMF

FEAME T TR L7213, logPow MU BCF 7»HALEFIEIZ IS 1T 2 BSERkl b  E 12 B8
5V A7 FHEOEAT AT A 5 2 (LUF AT A 2 A3 &9 ) 1> TRRIE L7 E (1)
T %, BMF ORIEMIFIGEONR-> 72720, FHETIZE TS ZofE (1) Z28RAME S+
Do

15



349
350
3561
352
353
354

355
356
357
358
359

360
361

362
363
364
365
366
367
368
369
370
371
372

1-2 5

TRICET AN LTenRIR DT — 2 T, £, IV LU OGETT —
AR/ ONTEBEERTT = BFEE LGS, BEREERT—FLRWPIENT -4 %5
ElE L TRAT S,

£ 1-7T XVVVORRIURDT —FZDELD*

3R EA =
HE (B) EE
ARUTE T HBES RSB NA
25CTORGEEEHRDBERE "Hid
L OH S CHILEDRIE 0.86 OH 5 CAHILEE 5x10° molecule/cm® &
K& [ #EHNOD LCEH
R s cori (29%109 | p-F Lo ORAE
WS SHILEDRG (470) m-¥ Lo ORRE
KEPIZE (T B850 RS R ER NA
Kb | 1 5 o £ 28 FEMESBOELY ?
g JnoK 5> fig - KD ROEEF-HZL
S E NA
TIRITH T HBEL R B NA
T (g0 | E98 28 FRHENROEELY ?
3R ook 5> fig - KPIKABRDIEESR
EEICH T HBESHFF R NA
BEE |#ER 0| £91E 112 KPESEL D 4 EERE
3R EA K5 fE KK EDIEZSR

XERL 28 FEFE 2 EMLETED ) R U FHEZEIC FHL\M%IE{IH—E’J'IEH: oEE. BERENFOLEL—RE
(FRL28F 11 A 17 BRAE)ICBLWTTRINT (B
1) PhysProp
2) Howard(1991)
CEEMELONGEN S EERT
- ﬂﬁ’(%é&%i bNdIEETRT
(): BFMADERISEETHSI EETRYT

FESMIERICOWT, BEMELZ U TIORT, B, RSB &%, 9o
R 2 XA L2 W BRESIHA Z & O b —Z )L ORI 0 = & &R,

DOR=

KA TOMFE RN BT 2B HITHm bR o 723, BRI O RENIZ >V T
(X, OH 7 2w & DRIEDIERDO G BT,
O-1 OH T ¥ H /L& OGO -]

PhysProp @ 25CIZET5 OH 7V EDONIGHEEH ORI EM 1.87 X101
cm3/molecule/s ZFRHF AT 5, K&H OH 7 VW WVREZ BT A X4 2D 5
X105 molecule/cm3 & L7854, X 0.86 A L HH 5, FHET TixZ ofE (0.86
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373
374
375
376
377
378
379
380
381
382
383
384
385
386
387
388
389
390
391
392
393
394
395
396
397
398
399
400
401
402
403
404
405
406
407
408

)& W5,
D-2 F & DRUED -]

UL ELTOT—XIBoNRozn, KFREROT — X IIFET D, FRIER
D THERINRKED p-F v L DOfE (2.9X104 H) 2ZFHELE L THRATS
D-3 NOs TV HNEDOKIED I

XFUL U ELTOT—XIIBoNRo=n, FREROT — X IIFET D, FRIER
DOHFTHEHIINREED - L Ofi (470 B) 2#58EE L TERAT %,

@kH

KH T ORIE RN BT 2 1 8IS Sz o 7203, BRI O N B3 5 1%
WS LT,

@1 AR =

Howard (19928 T, JIE{L L 7= 4R 7 88 o 7 v 2 W 7o 3R BRAE R0 HKHF T o
ARG PR O P 22 672 IREfH] & 3 LT 20 il I CIRAE/ARIC & 5 il 2 28 H & 972,
©@-2 ARG RO -

KYVE X, KSR D R AR - 722 ST IR R L &4 5,

@+

TP T ORE BN BRI 2 16 BT DR o T2y A5 BROBEFF 3l D -]
(h: SRR R CURY S A=Y Wl
@1 A -]

Howard (199DIZH T, IE(L L7245 78 T3V 70 2 R 723 SR &t ¢
DAL DN 2 672 FFH] & BUE L T2, aHlf IT TSRS X 2 -84 28 A &7
2o
@2 IRyl

KR FROIR L AR AT TR L &35,

@IEE

JEE T OREE I T 2 TG oo Tz, Eo, BRI
TOHRBHE LN 5T,
@-1 AR =

HC BT T — 2 XSG Do Ta e, KB CTOAENMREEWI, Bl A &
VAN T, KPP OAEGMEEH O 4 5 TH D 112 H LT 5,
@-2 ARG D -3

KRG EOIE &[RRI, FFE O CIINAK S L35,
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409 PIF, 2% L L TEERMERDZEIEIZ OV TORT,
410
411
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412
413
414
415

416
417
418
419
420

421
422
423
424
425
426
427
428
429
430
431
432

(B3%&1-2-1) - LY
FRICRIARD T — % &,

£ 1-8 oFXVVLVVOHRBRIIRBT—FDELELD

FiRH

HE 8) EE
RRITE T HBFED BRI FE NA
22CTHORIGEEEHDAEE M5
OHSCHILEDRIG 1.4 OH S hILEE 5%x10° molecule/cm?
ELTER
= 2°CTHORIGEEERDRIEE M 5
AR NBEAND | Ly o 1.6x10" TV‘D?}%J’E7><10”Em§c5)lleculf/ﬂ(:m3t L
3R ER
TEH
23°CTORIGEREEHOBEE M5
MBS ChILEDRIE 304 BWEB>HILERBE 24 x 10
molecule/cm® & L THEH
KEPIZE (T B850 RS R ER NA
£ 28 FRUMESEOELY 2
e BEND Dukng - MAABOEE BT
KR NA
TIRICHE T 2 RFED R B NA
T (grao | E9R 28 FREESEOEELY 2
3R EA K5 fE - KK EDIEESHR
EEICHE T HREN BRI EE NA
EE | #ER Q| £E5fE 112 KPESBEF D 4 FLRE
3R EA K5 fE - KK EDIEESHR
1) NIST

2) Mackay (2006)

3) Howard(1991)
NAESRABONEN -2 L ERT
- SBLAENWI EETRY

SREBICOWT, MEMEZUTIORT, 2k, HRfEomEE L3 oo
%?%B%UL&V‘E%@;%_ ED N =IO D Z & 2R,

DR
KREH TOMIE RN T 2B HRIIG O N o 7o h3 . BRI O RN DN T
X, BRSO,
O-1 OH 7 ¥ H /v & DRSO =

NIST @ 295K (22°0)NcHF5 OH 7 ¥ /v & O RS HEER O EM 1.14 X 101
cm3/molecule/s ZHIHE HICHHAT 5, K&H OH 7 VW WVREAZEINTA X4 A0 5
X105 molecule/cm? & L7z, i 1.4 B EEHINS, FHET T2 OfE (1.4 H)

o
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433
434
435
436
437
438
439
440
441
442
443
444
445
446
447
448
449
450
451
452
453
454
455
456
457
458
459
460
461
462
463
464
465
466
467
468

WD,
D-2 F & DRUED -]

NIST @ 296K (23°C)IcBIT D4V v & O KIGHEEEH O N EfH 7.01 X 1022
cm3/molecule/s Z EIIE IR T 2, RRTAY AREEZHIRTA X A0 7X101
molecule/cm3 & L7356 FRIE 1.6 X104 B LB E N5, FHE T TiZZ OfE (1.6X 104
AH) #HW5,

D-3 NO3 T I H /N & DD

NIST @ 296K (23CNZH1F D NOs 7 P H /v & ORUGHEEEHOREM 1.10X 10716
cm3/molecule/s Z - E IR T 5, K&KH NOs 7 ¥ VIR ZFEAIN T A X A D 2.4
X108 molecule/cm3 & L7=354 . 8L 304 B EEH IS, FHMEI Tk Z OfE (304
AH) #HW5,

@7k

KT ORFE S RN BE T~ 2 TEHUTAF DAL dr o 7223 BRI O 02 B3 2 1
WSO,
@-1 AR

Howard (1991). Mackay (2006) (23T, JE{L L7407 5 71 2 v -k
BRAG G K COAESREOEMZ 672 Fif L3 EL T\ 5, FHM I CIXESFIZE S
A 28 HET 5,
@-2 KGR -8

AL, MKDIREDIEZ 222w, FHI T TSR LRV ET 5,

@+

T T ORI RN B T D E AT B AR D o To B AR OB R D I8 ]
BT D IEHRAE HT,

@1 AR -

Howard (1991). Mackay (2006) (23T, JAfk L7407 HHE o 7L & v 723k
Bt s & R T AN MO NI 2 672 B L E L TV 5, RO Tl AN ffc X
2 A 28 B £ 15,

@-2 ARG D -3
KIS RO &[RRI, FHE O CIIAK S L e 35,

==

JEE T ORIE RN BT D G S e o T, Eio, BRI ORI RS
THEMBELN Do T,
@-1 RO
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469 HIC BT T — 2 3G Do T ie KB COAENMREET, Bl &
470 CAITHES T, KPP OEZREHO 4 5 Th 5 112 A& T 5,

471 @D-2 KSR D

472 RIS ROIE & RIARIS . FH I TR R L 220 &35,

473

474

21



475
476
477
478

479
480
481
482
483

484
485
486
487
488
489
490
491
492
493
494
495

(B&1-2-2) m*I LY
TRICOIRIARD T — X R T,

£ 1-9 XV VVOHRBRIIRBRTFT—FDELED

FiRH

EHE (B) EE
RRIZH T D EEFE N R R NA
5 CTHORIGEEEHDHEE "M
OHSCHILEDRIE 0.89 OH S hILEE 5%x10° molecule/cm?
ELTER
. 23°CTORIGREEHOBEE M5
AR ﬁ;‘gﬁfu ® FVrEDRE 4,000 AYVUEETx10" molecule/cm® & L
’ TEH
23°CTORIGEREEHOBEE M5
MBS ChILEDRIE 470 BWEB>HILERBE 24 x 10
molecule/cm® & L THEH
KEPIZE (T B850 RS R ER NA
E R 28 FRUMESEOELY 2
e *‘fig,ﬁf" ? ks - MASBOEERL
KR NA
TIRICHE T 2 RFED R B NA
TiE (@ | £E9F 28 FREESEDOELY 2
3R EA NRoK 5> iR - KK EDIEESHR
EEIZH T DBEN R R NA
EE |#FENO | E08E 112 KPEDREHAD 4 5 ERE
3R EA NRoK 5> iR - KK EDIEESHR

1) NIST

2) Mackay (2006)

3) Howard(1991)
NAESRABONEN -2 L ERT
- SBLAENWI EETRY

FEASMERICOWT, BEMEZ L FIORT, k. [REESRER] L ix. S0
MEFE A KR U7 WA = L O h—2 LD 0 = & 2 Rd,

ORA
R T ORGSR BE D IFHIIIT SR 7208, BRFFRI ORI I >\ T
X, FERPELNT,

O-1 OH 7 ¥ H /v & DRSO =

NIST @ 298K (25C)cHF5 OH 7 ¥ A /v & O RS HEER OWEM 1.81 X 101
cm3/molecule/s ZHIHE HICHHAT 5, K&H OH 7 VW WVREAZEINTA X4 A0 5
X105 molecule/cm3 & L7856, X 0.89 A LHEH S5, FHMET Tk Z ofE (0.89
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496
497
498
499
500
501
502
503
504
505
506
507
508
509
510
511
512
513
514
515
516
517
518
519
520
521
522
523
524
525
526
527
528
529
530
531

EDE EIAYN
D-2 FV v & DD

NIST @» 296K (23°C)icEBF 54 Y v & O BGE E & B o & E 2.91 X 102
cm3/molecule/s Z EIIE IR T 2, RRTAY AREEZHIRTA X A0 7X101
molecule/cm3 & L7234 X 4000 B &R &5, 39l T CldZ Off (4000 H) %
Hns,
D-3 NO3 T I H /N & DD

NIST @ 296K (23°C)ZHT 5 NOs 72 A/L & O RUGHE EHOMEEE 7.11X 10717

cm3/molecule/s Z PR HIZERH T 5, K& NOs 7 O B IVREZ T A X AD 2.4
X 108 molecule/cm3 & L7234, L 470 B L HHIN D, FHf T TiXZ Of (470
AH) #HW5,

@7k

KT ORFE S RN BE T~ 2 TEHUTAF DAL dr o 7223 BRI O 02 B3 2 1
WSO,
@-1 AR

Howard (1991). Mackay (2006) (23T, JE{L L7407 5 71 2 v -k
BRAG G K COAESREOEMZ 672 Fif L3 EL T\ 5, FHM I CIXESFIZE S
A 28 HET 5,
@-2 KGR -8

AL, MKDIREDIEZ 222w, FHI T TSR LRV ET 5,

@+

T T ORI RN B T D E AT B AR D o To B AR OB R D I8 ]
BT D IEHRAE HT,

@1 AR -

Howard (1991). Mackay (2006) (23T, JAfk L7407 HHE o 7L & v 723k
Bt s & R T AN MO NI 2 672 B L E L TV 5, RO Tl AN ffc X
2 A 28 B £ 15,

@-2 ARG D -3
KIS RO & [, FHE O IR Lsn e 35,

==

JEE T ORIE RN BT D G S e o T, Eio, BRI ORI RS
THEMBELN Do T,
@-1 RO
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532 WIS 2 T — X IS oo e, BB TOESREENIE, Bl &
533  VAILHES T, KPOESHEIEHO 45T D 112 A& T 5,

534  @-2 NAKSED I

535 KRG FROIE & [FIERIZ . FEAMR I CIEAIAKR S L 22n &3 2,

536

537

24



538
539
540
541

542
543
544
545
546
547

548
549
550
5561
552
553
554
555
556
557
558

(B#&1-2-3) p-¥> LV
TRIZDRIARD T —H R T,

£ 1-10 pFVVVONBIRLET—FDELD

FiRH

15H () EE 0]
RRITE T HBFED BRI FE NA
23°CTORIGRETELRDBIENE " H D
OHSCHILEDRIG 1.2 OH 5 HhILEE 5x10° molecule/cm®
ELTES
= 2°CTORIGREEHOBEME M5
AR ggigu ® TV rEDRIG 2.9X10* TIVRETxX 10“Em§c5)ll ecu If/ﬂc_m3 &L
$EH cEH
23°CTORIGREERDBIEME"H D
WS OhILEDRIG 239 WE>2CHhILEE 28 x 10°
molecule/cm® & L TEH
KPIZH 1T B EIES R R NA
R 28 BREESEOELY 2V
e BEND Dukng - MASBOEERTGNE SN
S E NA
TIRITH T HBE LR EH NA
TiE (@ | £E9F 28 FREESEDOELY 2
$EH hnsk s 2 - KK BEDEE SR
EEICHE T HREN BRI EE NA
EE |#FENO | E08E 112 KPEDREHAD 4 5 ERE
$EH hnsk s 2 - KK BEDEE SR

1) NIST

2) Mackay (2006)

3) Howard(1991)

4) MOE (2012)
NAESRABONEN -2 L ERT
- SBLAENWI EETRY

EREHEBRIZOWT, BEMEL L TIORT, ok, AR ik, oo
B2 X B L7 WEREEIAR Z & 0 b= VOl o = & 2T,

ORA
R T ORIEITAFAHREN B D IFHIIIT SR 7208, BRFERI ORI I >\ T
X, FERPELNT,

D-1 OH T ¥ H /& DRI 5
NIST @ 296K (23C)IcEiT5 OH TV H /L DORISEEEKOHEM 1.30X 101
cm3/molecule/s Z IR HICERHT 5, KAH OH 7 VW WVIREZHNTA X 2D 5
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559
560
561
562
563
564
565
566
567
568
569
570
571
572
573
574
575
576
577
578
579
580
581
582
583
584
585
586
587
588
589
590
591
592
593
594

X105 molecule/cm3 & L7234, X 1.2 B L HEiHsn b, MO CTixZ ofE (1.2 B)
ZHWD,
D-2 FV v & DD

NIST » 297K (24°C)icBF 54 Y v & O K E E E B O [ EE 4.00 X 1022
cm?/molecule/s Z PREIIE IR T 2, REAPAY VIREZEAN T A X 2D 7X101
molecule/em3 & L72356 0L 2.9 X104 H L HH S5, 5Hl T CIEZ OfF (2.9 X104
AH) #HW5,
D-3 NO3 T I H /N & DD

NIST @ 296K (23°C)ZH1T5 NOs 7V H /v & ORSHEE EE ORI EM 1.40X 10716

cm3/molecule/s Z PR HIZERH T 5, K& NOs 7 O B IVREZ T A X AD 2.4
X 108 molecule/cm3 & L7234, X 239 A EHHIN D, FHf I TiXZ OfE (239
AH) #HW5,

@kH

IKHC ORGSR BT D IH IS D v o 7o s, BRI O I B9 5 1
WS LT,
@1 5RO
Howard (1991), Mackay (2006) (23T, AL L7z 4F58072 B3 7L % v 723kl
FEFR BAKPTOEGRREO B 4 672 FFE &G E LT\ D, #Hli I TIXAESMIZ L 5
W% 28 AT %,
©@-2 ARG RO -

MOE 012123\ T, THIKSFEIEDE 227\ LS N TS 72, -l 0 Tl
MARGFRE LI N ET 5,

@+

THE T ORI RN B T D G AT B AR D o To By AR OB R D I ]
BT D IEHRBAE b T,
@1 AR =

Howard (1991). Mackay (2006) (23T, JAfk L7407 HHE o 7L & Fv 723k
Bt s & R T AN MO NI &2 672 B & FE L TV D, BT TSR X
2 A 28 B £ 15,
@-2 ARG D -3

KIS RO & [, FHE O IR L e 35,

==
JEH P T ORIE AR B D 1 BTG D ko 7o, Eo. BRI O BRI B
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595 T AOIFEHMBELNRNoT,

596 @1 AfRO Y

597 IR 2T — X IS ool e s, BB TOESREENIX. Bl &
598 LV AILHES T, KPOESFEIEHO 4 5T D 112 A& T 5,

599  @-2 /KR -

600 IKHIAR RO IE & RIARIS . FHl I TR L 220 &35,

601
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602
603
604
605
606
607
608
609
610
611
612
613
614
615
616
617
618
619
620
621
622
623
624
625
626
627
628
629
630
631
632
633
634

-3 MR T—2 DREFEERFENDREREMN

Bl A 2 A T BEIZHE> T, MIRT — & O FFZ AN S R 5 D BT 217 > 72,
FUULUDOBRME LA X L DEMEKROSEBEZ REMTOMR E Lz, BE#SE72HE
HILOBHETNVOANMEIFER L2 1 —1 kOF 1 —2TR-LTHD,

#1213 PRAS-NITE4}, 1) MNSEMS3-NITE5% H\ 7=, PRAS-NITE {25\ T,
WA D Y AU BB AT R . MNSEMS3-NITE (oW T, BREBIARITEE LR E
BroBrZE$ L Uiz, $£7-. PR EITERL 25 £ PRTR rﬁii&% A EVERERITRE
KAEEY O (PNEC : 0.0026 mg/L) % Wz, TNENOKIET VA H
FRMTOFERZ B 1-1 MNSEM3-NITE % W2 BB MRS R OFR 1-11 1R T,

|;H
&6
)ﬁ@ﬁ?@)ﬁ

MNSEMS-NITE 23\ Tld, 8HE R O BIEIROT 3 & BREEBUARIAFE LR O KK D
DECLERDE DN, o-F v L AT B AR OB A & bbx, B8 - K OB RN S
{7¢-57z, PRAS-NITE (2B TiE, VRV SEBOENIT /20 -T2,

% 1-11 PRAS-NITE % A\ 7= RREEMRATRE

DRAYBZHE | VRAVBZERHE | VRVBIEL
(&£RE) (KEE) ERTE (KE£EM)
R 3 18, 806

oL 3 18, 806
LY 3 18, 806
pFLY 3 18, 806

4 PRAS-NITE : PACSs Risk Assessment System (http:/www.safe.nite.go.jp/risk/pras-nite.html)
> MNSEM &9 HARRDZBARE T L2 N—2IZ L, —fMERzMz=b o,
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635
636

637
638

F S5 ke S

M—N

B RS
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nEE
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639
640
641

642
643

644
645

646
647

648
649
650

651

652
653

654
655

656

657

658

659

660

661
662
663

664

665
666

1-4 H#
ATSDR(2007): Agency for Toxic Substances and Disease Registry. “Toxicological Profile
for Xylene”, Toxicological Profiles. 1989.

CCD(2007): Richard J. Lewis Sr., Gessner Goodrich Hawley. Hawley’s Condensed
Chemical Dictionary. 15th ed., 2007.

CRC: Haynes, WM., ed CRC Handbook of Chemistry and Physics. 94th ed., CRC Press,
2013-2014.

EHC: International Programme on Chemical Safety, Environmental Health Criteria
190, XYLENES (1990): World Health Organization, Geneva.

ECHA: ECHA. Information on Chemicals — Registered substances.
http://echa.europa.eu/web/guest/information-on-chemicals/registered-substances,
(2015-02-23 H'E).

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

Howard(1991): Howard, P. H. et al. Handbook of Environmental Degradation Rates.
Lewis publishers, 1991.

HSDB: US NIH. Hazardous Substances Data Bank.
http://toxnet.nlm.nih.gov/cgi-bin/sis/htmlgen?HSDB, (2015-02-23 F%).

IUCLID-1(2000): EU ECB. IUCLID Dataset, Xylene. 2000.
IUCLID-2(2000): EU ECB. IUCLID Dataset, 0-Xylene. 2000.
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EraELES 125
YE % FF LY
CASE= 1330-20-7
A —
Al =
EF—% ]
ﬁ_ig _ 'Iﬁiﬁilﬁﬁl:iil'f%) _ 1§¥E,r$5 E¢1ﬁl”:$§”’ N
ER IR & HE & ' °Cl 8 HEBRAEF GLP reliability | ¥—RX27T4D [ {EDELE EDFEHEOME [ v BF¥—R% e Xk R—UESE
Bk pige
1{lucLID = -54 °C -54 calculate HEEHE 4A X p.29
2 L=t -47.9~ -17.3 no data p.29
13.3°
C[Value is
variable
and 4A X
dependent
on
compositio
3 B <-34°C__ |-34 no data 4A X p.29
4|REACHZ % |Rhm -252°C |-25.2 nodata |2:reliable key study read-across o-FLUDIE Lide D (editor in chief).Handbook of Read across Subs
&4k with from chemistry and physics, 89th Key Melting
restrictions supporting edition.2008,CRC Press, Boca Raton. point/freezing
substance 4C x point.001
(structural
analogue or
surrogate)

5 L= 13.2°C 13.2 no data |2: reliable key study read-across p-F LDl Lide D. (Ed).CRC handbook of chemistry |Read across Subs
with from and physics. 89th ed..2008,CRC Press, Key Melting
restrictions supporting Boca Raton, USA. point/freezing

substance 4C x point.002
(structural
analogue or
surrogate)
6 il e -94.96 ° -94.96 no data |2: reliable key study read-across IFIARECDIE Lide D (editor in chief).Handbook of Read across Subs
C[Sublimati with from Chemistry and Physics, 89th Key Melting
on: noj restrictions supporting edition.2008,CRC Press, Boca Raton. point/freezing
substance 4C x point.003
(structural
analogue or
surrogate)
7 Y=Y -49.7° -49.7 no data [2: reliable key study read-across m-FL LU DIE Lide D (editor in chief).Handbook of Read across Subs
C[Sublimati with from Chemistry and Physics, 89th Key Melting
on: noj restrictions supporting edition.2008,CRC Press, Boca Raton. point/freezing
substance 4C x point.004
(structural
analogue or
surrogate)
8 13.3 (©) p-F LU DEZEERA
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f—Rac
[°cl

101.325 kPa
IZE+53%
=[C]

AEREMY
E5

HERAEF

GLP

reliability

BHRICHITS

F—REATLD
%IE

EDEHE

BEDEED

ER>
2

SIS
(F5%—R
BT4—

"%

3Rk

R—CEEE

Aldrich

137~140 °
C

138.5

4A

X

p.2613

ATSDR

137~140°
C

138.5

4A

X

p.187

CCD

CCD

CCD

CCD

CCD

137.2~
140.5°
C[Grade:
Nitration]

138.85

4A

134~138 °
C[Grade: 4
deareesl

136

4A

4 degrees (bp range 138—

134C)

137~142°
C[Grade: 5
degrees|hi
ghinm-
isomer]

139.5

4A

135~145°
C[Grade:
10
deareesl

140

4A

4 degrees (bp range 138—

134C)

40~160 °
C[Grade:
industrial|9
0% 40C,

complete
1680C]

100

4A

HSDB

HSDB

HSDB

HSDB

HSDB

137.2~
1405 °
C[Grade
dependent:
Nitrationl

138.85

4A

CHEMICAL/PHYSICAL
PROPERTIES: >
BOILING POINT:

134~138°
C[Grade

dependent:
4 degrees]

136

4A

CHEMICAL/PHYSICAL
PROPERTIES: >
BOILING POINT:

137~142°
C[Grade
dependent:
5
degreesihi
ghinm-

icamarl

139.5

4A

CHEMICAL/PHYSICAL
PROPERTIES: >
BOILING POINT:

135~145°
C[Grade
dependent:
10

deareesl

140

4A

CHEMICAL/PHYSICAL
PROPERTIES: >
BOILING POINT:

40°
C[Grade
dependent:
industrial
(bp 90%
40 den OV

40

4A

CHEMICAL/PHYSICAL
PROPERTIES: >
BOILING POINT:
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WEL *oLY
CASES 1330-20-7
4
i
RET—4 _
: : gi—xm |10 e | I L s ; e g | (NS | FELIZE ‘ e
1E4RIE4 s o o [ I2BTBE] © RERAEF GLP reliability | F—RAT4D | EDTEE | EOEEOFHHE (~T (5% —X - Xk R—UBSF
el s | E7 i “7 | 5Fe—
13|HSDB 160 ° 160 CHEMICAL/PHYSICAL
C[Grade PROPERTIES: >
dependent: 4N % BOILING POINT:
industrial
(bp
comnlata)ll
14(IUCLID 137~143 °|140 177.63851 |1.013 hPa |Z M1, ASTM HEEHE 4A % p.29
C D 86
15|IUCLID 138~144 °[141 % D1th,DIN no data 4A % p.29
C 53171
16(IUCLID 138.3~ 139.85 -199.0196 |10130 hPa no data p.29
1414 °
C[Value is
variable
and 4A X
dependent
on
compositio
nl
17 Merck 1C37~14O 138.5 4A %
18{PhysProp 138.5°C  [138.5 4A @)
19|REACHZ &% |144.5°C |144.5 144.5094 1013 hPa no data |2: reliable key study read-across o-FILUNDIE Lide D (editor in chief).Handbook of Read across Subs Key
g with from chemistry and physics, 89th Boiling point.001
restrictions supporting edition.2008,CRC Press, Boca Raton.
substance 4C X
(structural
analogue or
surrogate)
20(REACH#Z#% [136.16 °C (136.16 136.16921 [1013 hPa no data |2: reliable key study read-across p-F LoDl Lide D (editor in chief).Handbook of Read across Subs Key
1B with from Chemistry and Physics, 89th Boiling point.002
restrictions supporting edition.2008,CRC Press, Boca Raton.
substance 4C X
(structural
analogue or
surrogate)
21|REACHZ#% (139 °C 139 139.00927 1013 hPa no data |2: reliable key study read-across IFILREUDIE Lide D (editor in chief).Handbook of Read across Subs Key
1R with from Chemistry and Physics, 89th Boiling point.003
restrictions supporting edition.2008,CRC Press, Boca Raton.
substance 4C X
(structural
analogue or
surrogate)
22|REACH##% [138.4°C |1384 138.40926 |1013 hPa no data |2: reliable key study read-across m-F L2 DfE Lide D. (Ed).CRC handbook of chemistry |Read across Subs Key
TR ¥R with from and physics. 89th ed..2008,CRC Press, |Boiling point.004
restrictions supporting Boca Raton, USA.
substance 4C X
(structural
analogue or
surrogate)
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EBrstiitFHERLES [125
WEL *oLY
CASES 1330-20-7
4
ERE
RET—4 _
. " g% |00 mran | . D il i ; I 1 ‘ e
HRIR % ARRE [Pa] éﬁ;f_:ll,& s HEBRAEE GLP reliability 1\’——@’5;;’»{0) BEDTELE EDFELEDFEM | © :;7 éi—xg wE Xk R—UEB=E
a 5% TA—
1|Aldrich 18 mmHg 12399.8026 [746.2109 [37.7 °C 4A X p.2613
2(|ATSDR 6.72 895.92632 1835.57079 |21 °C 2B o Lewis 2001 p.187
mmHg
3|HSDB 6.61~8.8 |1027.2488 |728.21941 |25 °C Daubert TE, Danner RP; Physical ENVIRONMENTAL
mmHg|[for and Thermodynamic Properties of FATE & EXPOSURE:
the 2B X Pure Chemicals Data Compilation
individual Washington, DC: Tayor and Francis
isomersl (1989)
4[lUCLID 7 hPa 700 700 20 °C % Dth,DIN no data experimental 4A % p.30
51754 result
5 88~120 |10400 7372.5873 |25 °C D no data estimated by p.30
hPa fth,unknown calculation 4C X
6 0.049 hPa 14.9 0.549439 |55 °C calculation 4A X p.30
7|PhysProp 7.99 1065.2457 |755.15549 |25 °C experimental 2B o DAUBERT,TE & DANNER,RP.1989.
mmHg result
8|REACHZ &k |0.186 psi |1282.4254 1816.31756 |26.6 °C[80 no data |2:reliable [key study read-across o-FI LDl Zwolinski and Wilhoit.Handbook of Read across Subs Key
E °F] with from vapour pressures and heats of Vapour pressure.002
restrictions supporting vapourisation of hydrocarbons and
substance related
(structural 4C X compounds.1971,Thermodynamics
analogue or Research Centre, Texas A&M
surrogate) University, Texas.
9 0.202 psi  [1392.7415 |886.53843 |26.6 °C[80 no data |2:reliable [key study read-across p-F L DE Zwolinski and Wilhoit.Handbook of Read across Subs Key
°F] with from vapour pressures and heats of Vapour pressure.003
restrictions supporting vapourisation of hydrocarbons and
substance related
(structural 4C X compounds.1971,Thermodynamics
analogue or Research Centre, Texas A&M
surrogate) University, Texas.

10 0.194 1337.5834 |589.31637 |32.2 °C[90 no data |2: reliable |key study read-across IFILRUEUDE Zwolinski and Wilhoit.Handbook of ~ |Read across Subs Key
psi[lowest °F] with from vapour pressures and heats of Vapour pressure.004
temperatur restrictions supporting vapourisation of hydrocarbons and
e reported substance related
in (structural 4C x compounds.1971,Thermodynamics
handbook analogue or Research Centre, Texas A&M
as a cut off surrogate) University, Texas.
of 0.2 PSI
IVP-Y i o1

11 0.207 psi  [1427.2153 |754.53152 |29.4 °C[85 no data |2:reliable [key study read-across m-F L2 DIE Zwolinski and Wilhoit.Handbook of Read across Subs Key

°F] with from vapour pressures and heats of Vapour pressure.005
restrictions supporting vapourisation of hydrocarbons and
substance related
(structural 4C X compounds.1971,Thermodynamics
analogue or Research Centre, Texas A&M
surrogate) University, Texas.
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EBafItFEYERLES 125
HER FLy
CASE = 1330-20-7
KB
RETF—4 _
. , g—xm |CCBTS aap e | EERET . I = e A ‘ o
1EHIR % IKIBERE [m /Ij‘ KERE | T i pH HERAIEF GLP reliability | &F—R2T4 | fEDTEH EDFEFROFE |7 s R e &) e Xk R—UBSF
g [me/L] BE DIk ~ Ta—
g
ATSDR 106 mg/L 106] 98.9516824(25 °C 2B X p.187
CCD [insoluble in |BAGI#EA 3 %
water] |
HSDB 106 mg/L 106| 98.9516824(25 °C AT—2E, BIFAXAKIZ. | Yalkowsky, S.H., He, Yan., CHEMICAL/PHYSICAL
TEZBF 1#ELLLER  |Handbook of Aqueous Solubility PROPERTIES: >
Z20%LLE | EDEBD  [Data: An Extensive Compilation of  |SOLUBILITIES:
2B X HLT=OERS Aqueous Solubility Data for Organic
Compounds Extracted from the
AQUASOL dATAbASE. CRC Press
11 C RPoca DPatnn El 2002 n A4Q0
IUCLID 0.02vol% |BAEBES 20°C HeEEHE 3 « p.30
a]
0.19 g/L[of 190| 177.366223(25 °C Z Dt nicht no data p.30
very low bekannt 4A X
solubilitv]
146~175 160.5( 149.827783|25 °C [PHis not [Z® no data p.30
mg/L applicable.]{t?,unknown 4A X
Merck [Practically |HEfI#ESR
insol in a] 3 x
water]
PhysProp 106 mg/L 106| 98.9516824(25 °C experimental 2B % YALKOWSKY,SH & HE,Y.2003.
result
REACHZ % [170.5 170.5] 159.162848)25 °C 7[pH not no data |2: reliable key study read-across Yalkowsky SH and He Y.Aqueous Read across Subs Key
1EHR mg/L[moder stated so with from solubility data.2003,CRC Press, Boca|Water solubility.002
ately soluble assumed restrictions supporting Raton.
(100-1000 standard] substance
mg/L)] (structural 4C x
analogue or
surrogate)
156 156| 145.627004(|25 °C 7[pH not no data |2: reliable key study read-across Yalkowsky SH and He Y.Handbook of|Read across Subs Key
mg/L[moder stated so with from aqueous solubility data..2003,CRC  [Water solubility.003
ately soluble assumed restrictions supporting Press.
(100-1000 standard] substance
mg/L)] (structural 4C x
analogue or
surrogate)
146 146| 136.29194(25 °C 7[pH not no data |2: reliable key study read-across Yalkowsky SH and He Y.Handbook of|Read across Subs Key
mg/L[moder stated so with from aqueous solubility data..2003,CRC  [Water solubility.004
ately soluble assumed restrictions supporting Press.
(100-1000 standard] substance
mg/L)] (structural 4C x
analogue or
surrogate)
177 177| 165.230639(25 °C 7[The pH no data |2: reliable key study read-across Yalkowsky SH and He Y.Handbook of|Read across Subs Key
mg/L[moder values are with from aqueous solubility data..2003,CRC  [Water solubility.005
ately soluble not restrictions supporting Press.
(100-1000 reported. substance
mg/L)] Neutral (structural 4C x
pHs are analogue or
assumed.] surrogate)
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EBafItFEYERLES 125
HER FLy
CASE = 1330-20-7
KB
RETF—% _
. , gz [20CBT8| g e | RIS . e | (EHETES | FHIIE ‘ e
WHRRS | KERE | kEmE | TEL pH RBAAE | GLP | reliabilty |5¥—RHT<(| EOMEE | EoEEOHM (71, 7| H¥—24 % ik R—UHSE
me/l] | gy | BE D “7 | T
208 208| 194.169339|25 °C 7[The pH no data |2: reliable key study read-across Yalkowsky SH and He Y.Handbook of|Read across Subs Key
mg/L[moder values are with from aqueous solubility data..2003,CRC  [Water solubility.005
ately soluble not restrictions supporting Press.
(100-1000 reported. substance
mg/L)] Neutral (structural 4C x
pHs are analogue or
assumed.] surrogate)
187 187| 174.565704|25 °C 7[The pH no data |2: reliable key study read-across Yalkowsky SH and He Y.Handbook of|Read across Subs Key
mg/L[moder values are with from aqueous solubility data..2003,CRC  [Water solubility.005
ately soluble not restrictions supporting Press.
(100-1000 reported. substance
mg/L)] Neutral (structural 4C x
pHs are analogue or
assumed.] surrogate)
151 O p-X LY DIEERA
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CASES 1330-20-7
4
logPow
RET—4 _
s . | s reas | EERISEE ] N I e A ‘ .
1RERIR B [El fr—%3E B pH HERT A GLP reliability 6$5_§i74 EDIELE EDEEDEM | <5 5F—R%5 e Xk R—UESE
5% TA—
1/IUCLID 277~ 2.96 no data estimated by p.30
3.15[Value calculation
is variable
and 4C X
dependent
on
compositio
nl
2INITE#I#Y)  [3.09[AF |3.09 estimated by SRC, Syracuse Research p.2
AYUFHEE | LEOEE calculation Corporation.KowWin Estimation
#HELYE 4C x Software, ver. 1.66, North Syracuse,
WwWEL NY..2003.
1
3|PhysProp 3.16 3.16 experimental 2B o HANSCH,C ET AL..1995.
result
4|REACHZ % [3.12 3.12 20 °C[pH |7[pH and nodata |2: reliable|key study read-across Hansch, Leo and Hoekman.Exploring|Read across Subs Key
1R and temperat with o from supporting QSAR, hydrophobic, electronic and |Partition coefficient.002
temperatu |ure not restriction substance steric constants.1995,American
re not stated so S (structural 4C x Chemical Society, Washington DC.
stated so |assumed analogue or
assumed |standard] surrogate)
standard]

5 3.2 3.2 20 °C[pH |7[pH and nodata |2: reliable|key study read-across Hansch C, Leo A, Hoekman Read across Subs Key
and temperat with o from supporting D..Exploring QSAR hydrophobic, Partition coefficient.003
temperatu |ure not restriction substance electronic, and steric
re not stated, S (structural constants..1995,American Chemical
stated, so |so analogue or 4C x Society, Washington DC.
assumed |assumed surrogate)
standard] [standard]

6 3.15 3.15 20 °C[pH |7[pH and nodata |2: reliable|key study read-across Hansch C, Leo A, Hoekman Read across Subs Key
and temperat with o from supporting D..Exploring QSAR hydrophobic, Partition coefficient.004
temperatu |ure not restriction substance electronic, and steric
re not stated so s (structural 4C x constants..1995,American Chemical
stated so |assumed analogue or Society.
assumed |standard] surrogate)
standard]

7 3.15 3.15 20 °C[pH |7[pH and nodata |2: reliable|key study read-across Hansch C, Leo A, Hoekman Read across Subs Key
and temperat with o from supporting D..Exploring QSAR hydrophobic, Partition coefficient.005
temperatu |ure not restriction substance electronic, and steric
re not stated so s (structural 4C x constants..1995,American Chemical
stated so |assumed analogue or Society, Washington DC.
assumed |standard] surrogate)
standard]
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CASES 1330-20-7
4
Koc
IRt T — &
. g—%E  |REEk reas | EERISH \ g g | [EEEHES | PSS . o
1FHRIRB IHE B [L/ke] e pH TIESH HERAEHE | GLP reliability | 2F—R8T«| (EDEER EOEBOFHM |70, 7| 5F—A% #E Xk R_SEBE
£ = D%k 7 Fa—
1|HSDB Koc 39~365 202 2B X ENVIRONMENTAL FATE:
2[IUCLID Koc 48~68[o— 58 4A y p.37
xylene]
3 Koc 25.4[p—xylene] |25.4 surface p.37
sediment (2 —
10 cm)
collected
from the 4A x
central Tamar
estuary in the
U.K
4INITE#IHAY) X |Koc 39~2600 1319.5 experimental SRC, Syracuse Research p.3
2 FfEE result 2B y Corporation.PcKocWin
Estimation Software, ver. 1.66,
North Svracuse. NY..2003
5|REACH% k1§ |Koc 537 537 soll OECD TG no 1: reliable key study read-across o-F¥TLUDIE Hodson J and Williams Read across Subs Key
0 121 without from supporting NA.The estimation of the Adsorption /
restriction substance adsorption coefficient (Koc) for|desorption.002
(structural 4C X soils by high performance
analogue or liquid
surrogate) chromatography.1988,Chemo
snhare 17 777
6 368 ©) p-¥ L DEZEIER




ERIFH

EBEFEILFEYERLES 125
MEEN EX
CASE = 1330-20-7
4
AU —1ZRE
INET—4
. = ; 1EHIRIZH T =gz = | BLRIIIZES 1T
1) — i — 3= 5 .,|""'x o N » . _ SHE ‘ o e
1R Y MR \RER L iy |3%—2574| EomE | momsmomEm |FRE7| zx—x45 e Sk R—UEBE
E31 [Pa-m~3/mol] BE DRIE i =
1|HSDB 5.18E-3~7.18E-3 626.1885 ENVIRONMENTAL FATE:
atm-m”3/mol[for the 2B X
individual isomers]
2|IUCLID 7.68E-3 atm-m”"3/mol [778.176 4A y p.37
3|PhysProp 0.00663 atm-m”3/mol |671.78475 experimental 2B % SANEMASA,| ET AL..1982.
result
4|REACHZ %18 |665 Pa- 665 2: reliable  |key study (Q)SAR USEPA.HENRYWIN QSAR Key Henry's Law
£ m”*3/mol[Bond with 4C X v3.2.2008,USEPA OPPT Risk constant.001
contribution method] restrictions Assessment Division.
5 623 Pa- 623 2: reliable |key study (Q)SAR USEPA.HENRYWIN QSAR Key Henry's Law
m”*3/mol[Group with 4C X v3.2.2008,USEPA OPPT Risk constant.001
Contribution method] restrictions Assessment Division.
6 654 ©) p-F LY DIEEIRA
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ME R FoLY
CASES 1330-20-7
BCF
HET=2 TR (TIES
2 TRIRICE F = g = | FEELIZE T
LE e b & =257 momgona |FPE7 | x5 % R—UBDE
PR D% TA—
EPI Suite 60.03 L/kg
(wet)[2BLL
EOME R x
WTHRE
(20) |
O =Tl oBEEEA
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BaitFEYERLES 125
MERM FoLy
CASEE 1330-20-7
oy ks
IRET—4
BERRIZE T
E#RRA R PERE BH7E 7R ) HBRAEE GLP reliability é#—_ﬁis—w EniEsE EDIEFE D 2 ik R—OBEZE
Dz
NITE4#DH#A Y X 39%]|0_2 consumption LBETG experimental BEEXE BHEEXLR (1975 [p.7
A i result F£8 A27 B), # R MBfTE LR
HiE LM EEERR.
(http://www.nite.go.jphr 5 5|
E) 1975
100%|DOC removal LTETG experimental BEEXE BHEERLR (1975 [p7
result F£8 A27 B), ST MBfTE LR
HiE LM EEERR.
(http://www.nite.go.jphr 5 5|
E) 1975
100% | Test mat. analysis LEETG experimental BEERE BEEZEL]R (1975 |p7
result F£8 A27 B), MR MBfiTE R
HiE EFMEEERR.
(http://www.nite.go.jphr 5 5|
) 1975
REACHZ #k1& 68%|Z M 1th,% ThOD OECD TG 301F |yes 1: reliable key study read-across 1995,1995.8.2. Read across Subs Key
# without from supporting Biodegradation in water:
restriction substance screening tests.004
(structural
analogue or
surrogate)
87.80%| & D 1th,% ThOD OECD TG 301F yes 1: reliable key study read-across 1995,1995.8.2. Read across Subs Key
without from supporting Biodegradation in water:
restriction substance screening tests.004
(structural
analogue or
surrogate)
100% (% D 1th,BOD OECD TG 301C yes 4: not supporting read-across MITI.Biodegradation and Read across Subs
assignable |study from supporting Bioconcentration of Existing Supporting Biodegradation
substance Chemical Substances under the [in water: screening
(structural Chemical Substances Control tests.007
analogue or Law.2001,National Institute of
surrogate) Technology and Evaluation.
100%| % D 1th,GC OECD TG 301C yes 4: not supporting read-across MITI.Biodegradation and Read across Subs
analysis assignable  |study from supporting Bioconcentration of Existing Supporting Biodegradation
substance Chemical Substances under the |in water: screening
(structural Chemical Substances Control tests.007
analogue or Law.2001,National Institute of
surrogate) Technology and Evaluation.
14.85%| % D th,% ThOD OECD TG 301F yes 2: reliable supporting read-across 1996,1996.3.5. Read across Subs
with study from supporting Supporting Biodegradation
restrictions substance in water: screening
(structural tests.009
analogue or
surrogate)
63.90%|Z D 1th,% ThOD OECD TG 301F yes 2: reliable supporting  [read-across 1996,1996.3.5. Read across Subs
with study from supporting Supporting Biodegradation
restrictions substance in water: screening
(structural tests.009
analogue or
surrogate)

12
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WELH

FoLv

CASES

1330-20-7

4

RN
RET—4

10

11

12

13

1

N

15

16

17

18

19

1EERIR % o SRR

BHAE

&

i

R

Y

HERATEF

GLP

reliability

EERI B
BE—2EF1
OEE

BEDE%E

EDRIED M

Ee

Xk

R—CEEE

69.67%

ZD1th,%ThOD

OECD TG 301F

yes

2: reliable
with
restrictions

supporting
study

read-across
from supporting
substance
(structural
analogue or
surrogate)

1996,1996.3.5.

Read across Subs
Supporting Biodegradation
in water: screening
tests.009

38%

Z®D1t,BOD

OECD TG 301C

yes

4: not
assignable

supporting
study

read-across
from supporting
substance
(structural
analogue or
surrogate)

MITI.Biodegradation and
Bioconcentration of Existing
Chemical Substances under the
Chemical Substances Control
Law.2001,National Institute of
Technology and Evaluation.

Read across Subs
Supporting Biodegradation
in water: screening
tests.010

92%

ZM1h,GC
analysis

OECD TG 301C

yes

4: not
assignable

supporting
study

read-across
from supporting
substance
(structural
analogue or
surrogate)

MITI.Biodegradation and
Bioconcentration of Existing
Chemical Substances under the
Chemical Substances Control
Law.2001,National Institute of
Technology and Evaluation.

Read across Subs
Supporting Biodegradation
in water: screening
tests.010

81~126
%[Ethylbenz
ene was
observed to
biodegrade
by 81-126 %
over two
weeks based
on BOD.]

O_2 consumption

OECD TG 302C

no data

2: reliable
with
restrictions

supporting
study

read-across
from supporting
substance
(structural
analogue or
surrogate)

1992

Read across Subs
Supporting Biodegradation
in water: screening
tests.011

BERREE 39%

O_2 consumption

LFEETG

experimental
result

100%

Test mat. analysis

EFTAETG

experimental
result

100%

TOC removal

EEETG

experimental
result

39%

O_2 consumption

LZETG

experimental
result

100%

Test mat. analysis

EEETG

experimental
result

100%

TOC removal

LFETG

experimental
result

13




BfH1—2 [BE1-5lK2]

R TR R FHE

Aldrich Sigma-Aldrichi{ZEH4205

ATSDR ATSDRCKEEMMERFEER): [Toxicological Profile |

CCD Hawley’'s Condensed Chemical Dictionary, 15th, John Wiley & Sons, 2007
CRC CRC Handbook of Chemistry and Physics on DVD, Version 2013, CRC—Press
EHC WHO/IPCS: NRIER{EY 54T T (EHC) |

EPI Suite U.S.EPA EPI Suite

HSDB Hazardous Substances Data Bank (HSDB)

IUCLID IUCLID

IUPAC The IUPAC Solubility Data Series

Mackay OASIS Catalogic

Merck The Merck Index, 14th Ed, Merck & Co, 2006

MOE 4 #4 5T:{ifi REARRYRAHEE: [MeFHEDRE XV |

NITE#)HHY R & (i & () & AT B 1T B AR A AR TR 2B DRI EFY) R VETEE )

PhysProp SRC PhysProp Database, Syracuse Research Corporation, 2009
REACHE (3 1%#8 REACHZ #1&#R

SIDS OECD: SIDSLR—Fk
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Y8 & Fh o-F LY
CASES 95-47-6
A —
L=
IRET—4
1BERIR A 1E5H & : °Cl 8 HEBRAEE GLP reliability :\'——Z;/;;z-‘»ra) EDFELE EDFEFED M ">7 2¥—24% e Xk RSB
5% TA—
1[Aldrich =1 -026~-23 °1-24.5 2B < p.2612
- 2|aTSDR @A [252°c |25 [ [} T | o [ fiide2oos  [pt&7 |
3|CRC EL= -25.16x  |-25.16 1 Physical Constants
0.02°C of Organic

6

8

10

12

13

14

1

¢,

2B

Compounds (Section

EPISuite |mis  |4069°C [4069 |MPBPWIN | | | [(QSAR .l | x ¢+ ! | |

luCcLD ___ Igm  [265°c [25 |  Jnodate | | | {0 | 4 f x { 000\ 000000000 lp21 |
Merck @b |25c 25 | (1 1l | = x | ! 0000000000000l 0|

A

-25°C

2B

p1. 1. MEICEY
SEARMEIR(2) ME
kA== ol EIN

A

-25°C

2B

pi. 1. MEIZET
B EARWEEER) ME
fia=d ol LN

AR

-25.182 °C

-25.182

2B

pa. 1. YMEICET
LEARMEIE2) B
J(A=TalE T

AR

-25 °Clo-

4

-25

2B

Merck.The Merck Index, 13th ed., Merck &
Co.. Inc.. Whitehouse Station, NJ..2001.

p.2




WE % o-FiLY
CASES 95-47-6

A ~
b Y=

RET—%

_ == [101.325 kPa] . BHRRIZE1TS I BT S
R i | | Sy S| (oI || corie |Hsbe e TTEEE
[°cl : EH vy T
m[°C] Ik BAT4
1 1

Aldrich 43~145°cf144 | (| !  r ! 0 | ] 4 | x [ 00| 0000000000000 [p2612

(& MOE#] 35T

(k] MOE#) 35T

144429 °C |144.429 Howard, P.H., and Meylan, W.M. ed. (1997): |p.1. 1. ¥MEICEAT &K
Handbook of Physical Properties of Organic |FIZEE(2) ¥IR1LFaIMEIR
4A x Chemicals, Boca Raton, New York, London,

Tokyo, CRC Lewis Publishers: 123.




ERIFH

EBEFEILFEYMERLES |125
MELH o-F LY
CASE=S 95-47-6
4
AT
IR T — 5 ]
s " g—zn |20 mean | ... o |EEIRICHTS . o sngy | {EHEAES | FLEIISET ‘ N
EHRIE A ERE [Pa] " %)?[?-ﬁ'fi,l:T: i apE RERAEFE GLP reliability #——@’;;;40) ENTELE | EDFEEDFEM '::;7 éi—xg e Hk RSB
Pa 5% TA—
1]Aldrich <0.1 atm_|10132.5 9384.4752 |121.1 °C 2B X p.2612
2 7 mmHg  |933.25658 [933.25658 |20 °C 2B X p.2612
3 16 mmHg [2133.1579 1663.29858 |37.7 °C 4A X p.2612
4|ATSDR 6.61 881.26086 [624.72814 |25 °C oB % AIChE 1996 p.187
mmHg
5|CRC 100 Pa 100 801.38328 [-7 °C & (48 Lide, D.R., and Kehiaian, H.V..CRC |20 Vapor Pressure
54) 4C < Handbook of Thermophysical and (Section 6)
Thermochemical Data, CRC Press,
Boca Raton. F1.1994
6 1 kPa 1000 619.74788 |27 °C sMiE (4 Lide, D.R., and Kehiaian, H.V..CRC |20 Vapor Pressure
1) 4c % Handbook of Thermophysical and (Section 6)
Thermochemical Data, CRC Press,
Boca Raton. FI 1994
7 10 kPa 10000 407.16542 (74.2 °C Lide, D.R., and Kehiaian, H.V..CRC |20 Vapor Pressure
4A < Handbook of Thermophysical and (Section 6)
Thermochemical Data, CRC Press,
Boca Raton. FI 1994
8 100 kPa 100000 225.47569 [143.9 °C Lide, D.R., and Kehiaian, H.V..CRC |20 Vapor Pressure
4A % Handbook of Thermophysical and (Section 6)
Thermochemical Data, CRC Press,
Boca Raton. FI 1994
9 0.88 kPa (880 623.83431 |25 °C 33 Laboratory Solvents
2B X and other Liquid
Reagents (Section 15)
10|EHC 0.66 kPa |660 660 20 °C 2B o 2.2 Physical and
chemical properties
11|EPI Suite 692 Pa[2B 1692 490.56062 |25 °C MPBPWIN (Q)SAR
PEOfEZE 2 y
HAWTHE
oc 1
12|HSDB 6.61 881.26086 [624.72814 |25 °C SME (48 CHEMICAL/PHYSICAL
mmHg 54) 4C X PROPERTIES: >
VAPOR PRESSURE:
13{IUCLID 0.67 hPa |67 67 20°C T Dith no data experiment 4A » p.21
al result
14 1.2 hPa 120 60.993438 |30 °C Z Dtk no data experiment 4A % p.22
al result
15 3.2hPa (320 47.645767 (50 °C ZDith no data experiment AA < p.22
al result
16|Mackay 146.7 Pa |146.7 627.80731 (0.60 ° 0 SME (G Linder 1931 p.450
C[measure |, mercury 44)
drange — |manometer 4A X
17 to 0.60°
Cl
17 108000 Pa (108000 220.05743 |146.85° |ZD SMiE (FH Ambrose et al. 1967 p.451
C[measure |fth,ebulliometry 1)
d range 4A X
146.85—
346 853°Cl1
18 882 Pa 882 651 25°C 5ME (%  [Antoine eq 4c % Zwolinski & Wilhoit 1971 p.451
)
19 882 Pa 882 651 25°C 5\E (%  |Antoine eq 4c % Boublik et al. 1984 p.451
AY)
20 885 Pa 885 653 25 °C MiE (# |Antoine eq 4C o Boublik et al. 1984 p.451
D)
21 882 Pa 882 651 25°C S\E (%  [Antoine eq 4c % Dean 1985, 1992 p.451
)




N
Mt rHEE LRSS (125

YE % o-FI LY
CASEE 95-47-6
4
ERE
WET—42

20°CIZHBIT|
pEmE | MEEH

pa] | B

BRECHTS o
;_;%?m EDIEE | EOEED LM Eiﬁgb
A

MBI E
e &
TA—

L]

reliability

987 Pa 987 501.67103 |30 ° experiment Rintelen et al. 1937
C[measure [manometer al result
d range 10

6354 Pa 63.460° |ED Antoine eq Willingham et al. 1945
C[measure |fti,ebulliometry 54)
d range 4A X
63.460—
145.367°C]
28 6401 Pa (6401 651 63.608° [£®d SM¥E (48 [Antoine eq Forziati et al. 1949 p.451
Clmeasure |ftt1,ebulliometry 54)
d range 4A %
63.608—
145.400°C]
29 266.6 266.6 262.89711 |20.2 °C Stull 1947 p.451
Pa[summar
y of 2B X
literature
datal
30 892 Pa 892 651 25°C 444E (%  [Antoine eq 4C < Dreisbach 1955 p.451
A))
31 1333 1333 589.00436 [32.155 ° SME (H# Bond & Thodos 1960 p.451
Pa[compile Cltemp Ad)
d data] range 4A x
32.155—
172.095°C]

36 1.47 1470 747.16962 |30 °C Handbook of Environmental Dataon |p.1. 1. ¥&EIZET 3
kPa[1.47 oB » Organic Chemicals, 3rd. Ed. (1996) |EAREIE?2) MBS
kPa (11 Van Nostrand Reinhold Co. 913N
mmHa)l

37 880 Pa[6.6 [880 623.83431 |25 °C Lide, D.R. ed. (2006): CRC Handbook|p.1. 1. ¥&EIZBET 5
mmHg of Chemistry and Physics, 86th EAMBIE?) MELLE
(=880 Pa)] 2B x Edition (CD-ROM Version 2006),  |#9tik

Boca Raton, Taylor and Francis. (CD-
ROM)




EXIFH

EastitFhERLES (125
WEL o-F¥ILv
CASE = 95-47-6
4
ERE
BRT—5 Bl BERRICE TS FHEIIZ & T
== |20CIZHBIT] . EERICHI — sz = | LTI ZE
wRRE | RaE | BEE aHnE AEEH | smrzs | op | relibiity FRIT0 | OB | EOWHOIHIE BRI 2% —=5 % ik K—OESE
Pa /)= E«( -7-‘,(_

38 880 880 623.83431 |25 °C Howard, P.H., and Meylan, W.M. ed. |p.1-2. 1. #&IZfE9
Pa[6.61 (1997): Handbook of Physical HEKRMEBIE(2) L
mmHg 2B X Properties of Organic Chemicals, =l TV
(=880 Pa)] Boca Raton, New York, London,

MOE#]#A:E
i

41|PhysProp 6.61 881.26086 |1624.72814 |25 °C experiment oB % DAUBERT,TE & DANNER,RP.1987.
mmHg al result
42|REACHZ % ]0.194 1337.5834 |589.31637 |32.2 °C[90 no data |2: reliable |key study experiment Zwolinski and Wilhoit.Handbook of Exp Key Vapour
3R psi[lowest °F] with al result vapour pressures and heats of pressure.001
temperatur restrictions vapourisation of hydrocarbons and
e reported related
in 4A x compounds.1971,Thermodynamics
handbook Research Centre, Texas A&M
as a cut off University, Texas.
of 0.2 PSI
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MEL o-¥ LY
CASEHF= 95-47-6
4
KiBERE
IRET—4
. . gG—xm |0CEBTE] g N - RHRRICS T . o (EdEte S | I T ‘ .
WHRRE | KERRE Tan] | mmE | PEE pH BBAE%E | GLP | releblity |2¥—R57<| EOWE | BOWEOHM |77 | 2¥—R% % Sk R—UEE%
- [me/L] _— Dk = o
1]ATSDR 178 mg/L 178] 166.164146|25 °C 2B (@) Sanemasa 1982 p.187
2|ccD [insoluble in BEAMABER 3 »
water] aJ
3|CRC [insoluble] BiER 1 Physical Constants of
Gl 3 X Organic Compounds
(Section 3)
4 0.171 g/kg 171] 159.629601|25 °C Shiu, W.-Y., and Ma, K.-C.J. Phys. |9 Aqueous Solubility and
2B % Chem. Ref. Data.2000,29, 41. Henry's Law Constants of
Organic Compounds
(Section 5)
5 0.21 g/kg 210] 152.124275]45 °C Solubility Data Series, International |9 Aqueous Solubility and
4A % Union of Pure and Applied Henry's Law Constants of
Chemistry, Vol. 38, Pergamon Press, |Organic Compounds
Oxford. 1988 (Section 5)
6|EHC 142 mg/L 142 4A % 2.2 Physical and chemical
properties
7|EPI Suite 245.7 mg/L[2B 245.7| 229.362532(25 °C WSKOWWIN (Q)SAR
BEOTEZ A o y
WTHE
2C) 1
8|HSDB 1.78E+2 mg/L 178| 166.164146(25 °C Sanemasa 1982 CHEMICAL/PHYSICAL
2B O PROPERTIES: >
SOLUBILITIES:
9|IUCLID 142 mg/L 142] 191.760477]0 °C Z Dt no data 4A X p.22
10 167 mg/L 167] 179.323087]15 °C ZDith no data 4A X p.22
11 1.8 g/lL 1800 1800]20 °C no data 4A X p.22
12 175 mg/L 175 175]20 °C ZDith no data 4A X p.23
13 129.6 mg/L 129.6] 120.982434|25 °C ZDith no data 4A X p.23
14 178 mg/L 178] 166.164146|25 °C ZDith no data 4A X p.23
15 196 mg/L 196] 160.515604|35 °C ZDith no data 4A X p.23
16|IUPAC 0.0175 175] 163.695694]298 K McAuliffe, C., Nature (London) 1963, |Table 2. Recommeded (R)
g(1)/100g sIn 2B % 200, 1092-3. and Tentative Solubility
Values of o-Xylene (1) in
Water (2)
17 0.01705 170.5] 159.486376(298 K Sutton, C.; Calder, J.A., Environ. Sci. |Table 2. Recommeded (R)
g(1)/100g sin 2B x Technol. 1974, 8, 654-7. and Tentative Solubility
Values of o-Xylene (1) in
Water (2)
18 0.0167 167] 156.212462]298 K Price, L.C., Am. Assoc. Petrol. Geol. |Table 2. Recommeded (R)
g(1)/100g sin 2B % Bull. 1976, 60, 213-44. and Tentative Solubility
Values of o-Xylene (1) in
Water (2)
19 0.0179 179 167.43731|298 K Sanemasa et al. 1982 Table 2. Recommeded (R)
g(1)/100g sIn 2B 0 and Tentative Solubility
Values of o-Xylene (1) in
Water (2)
20|Mackay 204 mg/L 204 190.435313|25 °C Z M fth,shake experiment 2B » Andrews & Keefer 1949 p.450
flask-UV al result
21 179 mg/L 179| 167.097652(25 ° Z M th,vapor experiment Sanemasa et al. 1982 p.450
C[measure saturation-UV al result 2B 0o
d range 15 spec
—45°C]
22 221 mg/L 221| 206.304923|25 °C g experiment Tewari et al. 1982c p.450
fth,generator al result 2B y
column-
HPLC/UV
23 221 mg/L 221] 206.304923|25 °C zD experiment Wasik et al. 1983 p.450
{h,generator al result 2B %
column-
HPLC/UV




EAREH

EBEAMLEMERELES 125
MEL o-¥ LY
CASEHF= 95-47-6
4
KiBERE
IRET—4
. . gG—xm |0CEBTE] g N - RHRRICS T . o (EdEte S | I T ‘ .
wERE | okamE | VL NC | kamE | TEE pH HEAEE | GLP | reiebity |3%¥—257| 0 | EomMomm (S0 2%—24 % Sk R—UEE%
- [me/L] i Dk = o
24 176 mg/L 176 164.297133|25 °C Z M th,shake experiment Coutant & Keigley 1988 p.450
flask-purge and al result 2B X
trap-GC
25 173 173| 161.496614]25 ° Shaw 1989b p.450
mg/L[IUPAC Cltemp 2B %
recommended range 0—
valuel 45°C]
26 175 mg/L 175| 163.363627(25 °C Z M th,shake experiment 2B y McAuliffe 1963 p.450
flask-GC al result
27 175 mg/L 175] 163.363627|25 °C Z D fth,shake experiment oB % McAuliffe 1966 p.450
flask-GC al result
28 176 mg/L 176| 164.297133|25 °C Z M th,shake experiment 2B % Hermann 1972 p.450
flask-GC al result
29 213 mg/L 213] 198.836871|25 °C Z D th,shake experiment 2B » Polak & Lu 1973 p.450
flask-GC al result
30 170.5 mg/L 170.5] 159.162848|25 °C Z M fth,shake experiment oB % Sutton & Calder 1975 p.450
flask-GC al result
31 167 mg/L 167| 155.895575(25 °C Z D1, shake experiment oB « Price 1976 p.450
flask-GC al result
32 167 mg/L 167| 155.895575|25 °C Z M th,shake experiment 2B % Krzyzanowska & Szeliga 1978 p.450
flask-GC al result
33 240 mg/L 240 240(20 °C Z M fth,shake experiment 2B % Ben-Naim & Wiff 1979 p.450
flask-UV al result
34|Merck [Insol in water] |HiIHRER 3 »
a]
35|MOE#J#AEE |146 mg/L 146] 136.29194|25 °C oB x p1. 1. MEICEATIER
fifl HIZEIE(2) IR FE K
36 171 mg/1000g 171] 159.629601|25 °C Lide, D.R. ed. (2006): CRC p2. 1. MEICEATLHIER
Handbook of Chemistry and Physics, | A TE(2) ¥R AR
3 X 86th Edition (CD-ROM Version
2006), Boca Raton, Taylor and
Erancis (CD-ROM)
37 178 mg/L 178| 166.164146(25 °C Howard, P.H., and Meylan, W.M. ed. |p.2. 1. ¥EICBEI HEK
(1997): Handbook of Physical MIZEIE(2) B EZ AR
2B X Properties of Organic Chemicals,
Boca Raton, New York, London,
Tokvo CRC | ewis Publishers: 123
38 175 mg/L 175 175]20 °C Verschueren, K. ed. (2001): p2. 1. MEICEATLIER
Handbook of Environmental Data on |FZEI1E(2) ¥MIB{LZREIR
2B % Organic Chemicals, 4th Edition, New
York, Chichester, Weinheim,
Brisbane, Singapore, Toronto, John
Wilev & Sons Inc (CD-ROM)
39INITE#IH#AY (178 mg/L[o-1K] 178| 166.164146|25 °C PhysPropho®d 51 A SRC, Syracuse Research p.3
R S E Corporation.PhysProp Database,
2B O North Syracuse, NY.
(http://esc.syrres.com./interkow/phys
dema htm Ay 5 51 E) 2002
40|PhysProp 178 mg/L 178] 166.164146|25 °C experiment oB o SANEMASA,| ET AL..1982.
al result
41|REACHZ#k [170.5 170.5| 159.162848|25 °C no data |2: reliable key study experiment Yalkowsky SH and He Y.Aqueous Exp Key Water solubility.001
15 mg/L[moderate with al result solubility data.2003,CRC Press,
ly soluble (100- restrictions 4A X Boca Raton.
1000 mg/L)]
42|SIDS 178 mg/L 178] 166.164146]25 °C key study 2A X p.3
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WE &M o-FILY
CAS&E= 95-47-6
logPow
RET—4
. | BEEH . TEERIZ5 T — [mmps | IR
RS e | #m-®e [ Ter pH HEBALE GLP | reliability %)Z'F—/;_(i‘r'f EomE | EomEoHME (=07 2%—2% e ik s
iy 0)5/( 7_:4_

EPISute (309 (309 [ [  |KOWWIN | |  [QSAR - l2 ! x ! 0 0000

7 3.13 3.13 25°C Z D fth,generator  |no data experimental p.22
column, HPLC result
analysis 4A X
8|Mackay 3.15 3.15 25°C Z D, estimated by Hansch et al. 1968 p.452
substituent constant calculation 4C X
9 3.16 3.16 25°C Z D, MCI x estimated by 4C < Doucette p.452
calculation & Andren 1988
10 3.42 3.42 25°C Z D1, TSA estimated by 4C y Doucette p.452
calculation & Andren 1988
11 3.25 3.25 25°C Z D fth,RP-HPLC-k ' estimated by Sherblom & Eganhouse 1988 p.452
capacity factor calculation
correlations 4C X
12 3.35 3.35 25°C Z MO th,RP-HPLC-k ' estimated by Sherblom & Eganhouse 1988 p.452
capacity factor calculation
correlations 4C X
13 3.12[recom |3.12 25°C 2B % Sangster 1989 p.452
mended]
14 3.18 3.18 25°C % D 4th,normal estimated by Govers & Evers 1992 p.452
phase HPLC-k ' calculation 4C %
correlation

16

17

18

2.73

2.73

25°C

% M 1th,shake flask-

experimental

Banerjee et al. 1980

p.452

1 et P [ [ 1 |=[e ] 0 e p® ]

X
LSC result 2B
3.19 3.19 25°C Z D HPLC-k ' estimated by Hammers et al. 1982 p.452
correlation calculation 4C X
3.13 3.13 25°C Z M fth,generator experimental Tewari et al. 1982b,c p.452
column-HPLC/UV result 2B %




ERE®

EBEAFMIEEMEELES 125
ME L o-F LV
CASEH= 95-47-6
4
logPow
RET—% ]
NETI L | EERIS . e e | (EHERES | FLRLISEIT . .
BRI & #H—=KT B pH HRER SRS GLP reliability %);'Fo?_/;_(;)r;"f EDFESE EDFEFEOFEM |° " 6‘5"_19 -3 SR R—SEBEE
% TA4—
19 3.13 3.13 25°C % M 1th,generator experimental Wasik et al. 1983 p.452
column-HPLC/UV result 2B %
20 3.13[quote [3.13 25°C experimental 2B % Doucette p.452
d exptl] result & Andren 1988
21 3.14 3.14 25°C Z D, const estimated by 4C » Doucette p.452
calculation & Andren 1988
22 3.14 3.14 25°C Z D 4th,f const estimated by 4C % Doucette p.452
calculation & Andren 1988
23 3.06 3.06 25°C Z D, MW estimated by 4C % Doucette p.452
calculation & Andren 1988

24

i) MOE #]) £ 5T

26 2.77 2.77 Verschueren, K. ed. (2001): Handbook of  |p.2. 1. ¥MEICET 2EKXM
Environmental Data on Organic Chemicals, |FEIE(2) #IE{L2 MK
2B % 4th Edition, New York, Chichester,
Weinheim, Brisbane, Singapore, Toronto,
John Wiley & Sons, Inc. (CD-ROM).

27

28

29

30
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EEAFMIEEVERLES 125
MER o-FLu
CASE= 95-47-6
4
Koc
IRt T — & ]
e G—xm  |mmss o - TEHRIZH T . o (EaEES SE@IIE T . o
1BRIFE R EHH & [L/kel apE pH TSN | HBRAESE GLP reliability é#o;_?i74 EDFELE EDFELE D 5 ¥ —R% "E XAk R—UEEE
B2 TA—
1|ATSDR logKoc 2.11 128.8249552 2B X p.187
2|EHC Koc 219 219 2B X Pussemier et al., 1990 4.1.3 Adsorption
3|EPI Suite Koc 509.9 L/kg[2B [509.9 KOCWIN (Q)SAR
UEtDEEHA 2C X
WNTHE
20 1
4]HSDB Koc 24~251 137.5 2B X ENVIRONMENTAL FATE:
5[|IUCLID Koc 221 221 D estimated by p.46
fth calculated calculation
from sediment 4C %
—water
partition
coefficient
6 Koc 537 537 Z Dt HPCL 4A X p.47
7 Koc 234 234 sandy ZFDith,GC- p.47
loam (70% |analysis
sand, 12%
Si|t, 18% 4A %
clay;
0.62%
o.c.)
8 Koc 234 234 sandy Z Dfth,GC- p.47
loam (70% |analysis
sand, 12%
Silt, 18% 4A X
clay;
0.62%
o.c.)
9 Koc 155 155 estimated by 4c % p.48
calculation
10|Mackay logKoc 1.68~1.83 56.88529308 2B X Nathwani & Philip 1977 p.452
11 logKoc 245 281.8382931 Z Dt RP- estimated by Hong et al. 1996 p.452
HPLC-k ' calculation
correlation
including MCI
related to 4C x
non-
dispersive
intermolecular
intarantinngc
12 logKoc 2.45 281.8382931 D estimated by Hong et al. 1996 p.452
{th,hydrogen- calculation
bonding 4C X
indicator
variable
13 logKoc 24 251.1886432 |2.3 natural 0 experimental Dewulf et al. 1999 p.452
sediment |{t1,EPICS- result
from River | GC/FID
Leie, 2B X
organic
carbon f
OoC =
41209/

10




EAREH

EBEAIMELFVEELES 125
WE B o-FL
CASE= 95-47-6
4
Koc
IRt T — &
e G—xm  |mmss o - TEHRIZH T . o (EtEt s | BT . o
1EHRIR 4 15R & [L/kel apE pH TESH | BBRAEE GLP reliability 6#{;_;(5574 EDIESR EDEFE DM |~ 5 ¥ —R% &% Xk R—UEFSE
% TA—
14 logKoc 2.7 501.1872336 |3.8 natural 0 experimental Dewulf et al. 1999 p.452
sediment |{th,EPICS- result
from River |GC/FID
Leie, 2B X
organic
carbon f
ocC =
4 120
15 logKoc 2.58 380.1893963 16.2 natural zh experimental Dewulf et al. 1999 p.452
sediment |{i,EPICS- result
from River | GC/FID
Leie, 2B X
organic
carbon f
ocC =
A4 129
16 logKoc 2.68 478.6300923 |8 natural 0 experimental Dewulf et al. 1999 p.452
sediment |fth,EPICS- result
from River |GC/FID
Leie, 2B X
organic
carbon f
oC =
4129
17 logKoc 2.73 537.0317964 |13.5 natural zh experimental Dewulf et al. 1999 p.452
sediment |{th,EPICS- result
from River | GC/FID
Leie, 2B X
organic
carbon f
ocC =
4120
18 logKoc 2.69 489.7788194 |18.6 natural 0] experimental Dewulf et al. 1999 p.452
sediment |ft1,EPICS- result
from River |GC/FID
Leie, . 2B X
organic
carbon f
oC =
A 129/
19 logKoc 2.68 478.6300923 |25 natural zh experimental Dewulf et al. 1999 p.452
sediment |{th,EPICS- result
from River | GC/FID
Leie, . 2B X
organic
carbon f
ocC =
4120
20 logKoc 2.35 223.8721139 sediment |Z ®Dfth,batch experimental Vowles & Mantoura 1987 p.452
4.02% OC |equilibrium- result
from GC 2B X
Tamar
estuary
21 logKoc 2.73 537.0317964 Z D ith,HPLC- ZOith (HE |HPLC-k' Hodson & Williams 1988 p.452
k' &) correlation,
correlation, cyanopropyl 2B X
cyanopropyl column
column

11
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CASES

95-47-6

4

Koc

RET—%

22

23

24

25

26

27

TEERIR %

IHHE

#H—FED
[L/ke]

RIERM

B

pH

TEEH

HERTEF

GLP

reliability

TRERIRIZH T
¥ —RBT4
DE&IE

BEDE%E

BN

EREES
vy

FHEIIZEH T
¥ —R%

TA—

"%

3R

R—SESE

logKoc

2.37

234.4228815

Z D ith,RP-
HPLC-k '
correlation,
humic acid-
silica column

Z O (HE
1B)

RP-HPLC-k '
correlation, humic
acid-silica column

2B

Szabo et al. 1990a,b

p.452

logKoc

24

251.1886432

Z D ith,RP-
HPLC-k '
correlation,
humic acid-
silica column

Z 0 (HE
&)

RP-HPLC-k '
correlation, humic
acid-silica column

2B

Szabo et al. 1990a,b

p.452

logKoc

3.13

1348.962883

average of
5 soils

k1))
{th,sorption
isotherms by
batch
equilibrium
method

experimental
result

2B

Xing et al. 1994

p.452

logKoc

2.36

229.0867653

Z D ith,RP-
HPLC-k '
correlation on
3 different
stationary
phases

estimated by
calculation

4C

Szabo et al. 1995

p.452

logKoc

2.65

446.6835922

Z D ith,RP-
HPLC-k '
correlation on
3 different
stationary
phases

estimated by
calculation

4C

Szabo et al. 1995

p.452

logKoc

2.65

446.6835922

Z D ith,RP-
HPLC-k '
correlation on
3 different
stationary
phases

estimated by
calculation

4C

Szabo et al. 1995

p.452

28

MOE #) #A il

Koc

75[24 ~2510
AT 14 fiE]

75

2B

p.3.

29

NITE®H U R
9 FHE

Koc

39~2600 £&X
JT

1319.5

experimental
result

2B

SRC, Syracuse Research
Corporation.PcKocWin
Estimation Software, ver. 1.66,
North Svracuse. NY..2003.

p.3

1. MBEICETHE
AHBIEQI) IREERIZE
T AEREEIE

30

REACHZ 8315
#

Koc

537

537

soil

OECD TG
121

no

1: reliable
without
restriction

key study

experimental
result

1B

Hodson J and Williams
NA.The estimation of the
adsorption coefficient (Koc) for
soils by high performance
liquid
chromatography.1988,Chemo
snhara 17 8777

Exp Key Adsorption /
desorption.001

12




ERIFH

AL FEYERLES 125
YE 2 o-F LU
CASES 95-47-6
4
) —RE
L [FHIRIZH T i (e b
. = S TBHIRIZHI =z — | SHAIIIZEHI
. N PR AERR o | ity [2¥—287¢|  momm | wommomE@ [FroC| z%—25 % Xk R—CESE
% a-m”3/mol] R DI 27 gl
1|ATSDR 0.00518 atm-m"3/mol|524.8635 2B < Sanemasa 1982 p.187
2|CRC 0.551 kPa m3/mol 551 Shiu, W.-Y., and Ma, K.-C.J. 9 Aqueous Solubility and
2B % Phys. Chem. Ref. Data.2000,29, [Henry's Law Constants of
41. Organic Compounds
(Section 5)
3|EPI Suite 397 Pa-m*3/mol 397 (Q)SAR 2C X
4|HSDB 5.18E-3 atm-m”3/mol |524.8635 CHEMICAL/PHYSICAL
2B % PROPERTIES: > OTHER
CHEMICAL/PHYSICAL
PROPERTIES:
5/IUCLID 536 Pa-m*3/mol 536 estimated by 4C X p.48
calculation
6|Mackay 542 Pa-m*3/mol 542 estimated by 4c < Hine & Mookerjee 1975 p.451
calculation
7 485 Pa-m*3/mol 485 Z DMt CRIFELE) 2B X Lietal. 1993 p.452
8 506 Pa-m*3/mol 506 25 experimental result 2B % Robbins et al. 1993 p.452
9 372 Pa-m*3/mol 372 experimental result 2B % Zhang & Pawliszyn 1993 p.452
10 429 Pa-m”3/mol 429 25 experimental result 2B % Dewulf et al. 1995 p.452
11 189 Pa-m"3/mol 189 6 2B X Dewulf et al. 1995 p.452
12 496 Pa-m"3/mol 496 25 2B X Dewulf et al. 1995 p.452
13 412 Pa- 412 20 experimental result Staudinger & Roberts 1996 p.452
m”*3/mol[selected
from literature 2B X
experimentally
measured datal
14 731 Pa-m"3/mol 731 experimental result 2B < Turner et al. 1996 p.452
15 464.4 Pa-m"3/mol __ [464.4 ZQfth CGRIFEE) 2B X Dohnal & Hovorka 1999 p.452
16 390 Pa- 390 20 experimental result BEOXEHM o FEEZHEH LT ST [Staudinger & Roberts 2001 p.452
m*3/mol[selected BERS
from literature 2B X
experimentally
measured datal
17 506 Pa-m*3/mol 506 estimated by 4c < Hine & Mookerjee 1975 p.451
calculation
18 647 Pa-m"3/mol 647 Z 0 CRIE(E) 2B X Leighton & Calo 1981 p.451
19 526 Pa-m"3/mol 526 Z0fth CRIFESE) 2B X Sanemasa et al. 1982 p.451
20 594 Pa-m”3/mol 594 20 experimental result 2B o Yurteri et al. 1987 p.451
21 493 Pa-m"3/mol 480 20 experimental result 2B o Ashworth et al. 1988 p.451
22 424 Pa-m"3/mol 424 estimated by 4c < Yaws et al. 1991 p.451
calculation
23 592 Pa-m"3/mol 592 Z 0 GETFEE) 2B X Anderson 1992 p.451
24 1067 Pa-m*3/mol 1067 40 experimental result 2B % Kolb et al. 1992 p.451
25|NITE#I# 1) X |524 Pa-m*3/mol[524 |524 experimental result SRC, Syracuse Research p.3
2 EEE Pa-m3/mol (5.18x10- Corporation.PhysProp Database,
3 atm-m3/mol)|o-1%] 2B x North Syracuse, NY.
(http://esc.syrres.com./interkow/p
hvsdema htm A5 51E) 2002
26|PhysProp 0.00518 atm-m”"3/mol|524.8635 experimental result 2B % SANEMASA,| ET AL..1982.
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BEFmItFEYERELES [125
BTG —FLT
CASES 95-47-6
BCF
IRET—4 S S
- . ERRCRT — _[SmIBT
waEe | we |BER| BRUE loauel @  |mEomm| @ | TERE | smass GLP relisbility | 3¥—247¢| ({EomE | fEommoxd |FEET| Fx—x4 o ik R—CESE
BS | RERE [L/kel DRI vy =,
EPI Suite 1 BCF 53.16 L/kg 53.16|BCFBAFWIN (Q)SAR
(wet)[2BLL
rtoE#H 2C X
WTHE
(20)

EHC 1

BCF

14 1L/kg

141

goldfish

Ogata M, Fujisawa K, Ogino Y, &
Mano E (1984) Partition
coefficients

as a measure of
bioconcentration potential of
crude oil compounds in

fish and shellfish. Bull Environ
Contam Toxicol. 33: 561-567.
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BEFHILEYERLES 125
YEZFN o-F L
CASE= 95-47-6
4
RS
IRET—%
BERRIZE T
1EHIR % Py k3 NERE BEHAE SERE Y HERAEE GLP reliability [5F%F—R27T4¢| (EDIEE EDIEFRDEFH e Xk R_UED
D%
1|REACHZ %18 14.85%| % D 1th,%ThOD OECD TG 301F  |yes 2: reliable key study experimental 1996,1996.3.5. Exp Key Biodegradation in
] with result water: screening tests.001
restrictions
2 63.90%| % D fth,% ThOD OECD TG 301F yes 2: reliable key study experimental 1996,1996.3.5. Exp Key Biodegradation in
with result water: screening tests.001
restrictions
3 69.67%|€ D 1th,%ThOD OECD TG 301F yes 2: reliable key study experimental 1996,1996.3.5. Exp Key Biodegradation in
with result water: screening tests.001
restrictions

16



BH1—2 [5E1-51iR3]

R TR R FHE

Aldrich Sigma-Aldrichi{ZEH4205

ATSDR ATSDRCKEEMMERFEER): [Toxicological Profile |

CCD Hawley’'s Condensed Chemical Dictionary, 15th, John Wiley & Sons, 2007
CRC CRC Handbook of Chemistry and Physics on DVD, Version 2013, CRC—Press
EHC WHO/IPCS: NRIER{EY 54T T (EHC) |

EPI Suite U.S.EPA EPI Suite

HSDB Hazardous Substances Data Bank (HSDB)

IUCLID IUCLID

IUPAC The IUPAC Solubility Data Series

Mackay OASIS Catalogic

Merck The Merck Index, 14th Ed, Merck & Co, 2006

MOE 4 #4 5T:{ifi REARRYRAHEE: [MeFHEDRE XV |

NITE#)HHY R & (i & () & AT B 1T B AR A AR TR 2B DRI EFY) R VETEE )

PhysProp SRC PhysProp Database, Syracuse Research Corporation, 2009
REACHE (3 1%#8 REACHZ #1&#R

SIDS OECD: SIDSLR—Fk

BRFRBRER

EEERFRREROABRER




EXRIFH

BEEELEES 125
ME £ m-¥I LY
CASE= 108-38-3
A —
L=
RET—4 .
i g%z | . RHRISH TS . L EfEHS SHEIZE T i
1EERIR B IHE & ’ °Cl T RBRAEE GLP reliability #—2;93;40) Enigsa EniEfEDEM (° on | BETRE e XAk R—SED=
5% TA—
1[Aldrich Fhe -48 °C -48 2B X p.2612
2|ATSDR Bhs -47.8 °C -47.8 2B O p.187
3|CRC L= -47.85+  |-47.85 1 Physical Constants
0.03 °C 2B % of Organic
Compounds (Section
3)
4 L=t -47.8°C |-47.8 24 Enthalpy of Fusion
2B (@) (Section 6) etc.
5|EHC Y= -479°C |[-47.9 2B o 2.2 Physical and
chemical properties
6|EPI Suite Fhe -40.69 °C_ |-40.69 MPBPWIN (Q)SAR 2C X
7|HSDB Y= -47.4 °C -47 .4 CHEMICAL/PHYSICA
2B X L PROPERTIES: >
MELTING POINT:
8|IUCLID B -479°C  [-47.9 no data 4A O p.6
9 Y -47.4 °C -47.4 4A X p.6
10|Mackay = -47.8 °C -47.8 2B O (Lide 2003) p.459
11|Merck Bl 474°C  [-47.4 2B X
12|MOE#EAFE |Rh= -47.8°C |-47.8 Lide, D.R. ed. (2006): CRC Handbook of [p.1. 1. ¥&EIZEE3
i 2B o Chemistry and Physics, 86th Edition (CD- |2 &AEIE(2) #IE
ROM Version 2006), Boca Raton, Taylor |{b=2B4TEIR
and Francis. (CD-ROM)
13 L= -47.4 °C -47.4 O'Neil, M.J. ed. (2006): The Merck Index |p.1. 1. ¥EIZRET
- An Encyclopedia of Chemicals, Drugs, |2 &AMEIE(2) 2
2B X and Biologicals. 14th Edition, Whitehouse |1t 2281k
Station, Merck and Co., Inc. (CD-ROM).
14 L= -47.872 °C |-47.872 Howard, P.H., and Meylan, W.M. ed. p.1. 1. YMEIZET
(1997): Handbook of Physical Properties |2 &AHEIE(2) W&
2B X of Organic Chemicals, Boca Raton, New [{t229144R
York, London, Tokyo, CRC Lewis
Publishers- 186
15 R -48 °C -48 Verschueren, K. ed. (2001): Handbook of |p.1. 1. ¥&EIZBET
Environmental Data on Organic SEARMEIE(2) MiB
2B % Chemicals, 4th Edition, New York, (A0l 2V
Chichester, Weinheim, Brisbane,
Singapore, Toronto, John Wiley & Sons,
Inc (CND_ROM)\
16 Y= -53°C -53 Verschueren, K. ed. (2001): Handbook of |p.1. 1. ¥E&EIZRET
Environmental Data on Organic HEKRMEEQ2) Y18
2B x Chemicals, 4th Edition, New York, [#==d: 002V
Chichester, Weinheim, Brisbane,
Singapore, Toronto, John Wiley & Sons,
lne (CD_ROM)
17(NITE®IH#AY) @b 474 ° -47.4 oB y Merck.The Merck Index, 13th ed., Merck &|p.2
R R E CIm-1&] Co.. Inc.. Whitehouse Station. NJ..2001.
18|PhysProp Bl -47.8 °C -47.8 2B O




EXRIFH

BERELES 125
Y'E & m-FL
CASEH = 108-38-3
A —
ik
T — % _
i g%z | . RHRISH TS . L (EtEt S (IS }
1EHR 4 IHH & ’ r°c] " HEBRAEE GLP reliability #—2}5;;40) EDELE EDEED M = /,7 %)i—X@ e Xk R—DFSE
5% TA—
19|REACHZ &% |@tsms -47.9° -47.9 no data |2: reliable key study experimental Lide D (editor in chief).Handbook of Exp Key Melting
1R C[Sublimat with result 4A O Chemistry and Physics, 89th point/freezing
ion: nol restrictions edition.2008.CRC Press. Boca Raton point.001
20|SIDS Bh -479°C  |-47.9 key study 2A (@) p.3
21BERRE AR 47.4° -47.4
E3 C[225.8K(- 4A X
47.4°C)




ERIFH

EBEAFMIEEYMERLES 125
MEL m-F L
CASE=S 108-38-3
4
R
i EERI-HT5 SaTTIRES
= |101.325 kPa| sy EREICHI =iz | SMENIZES
wama | wa | PLEE Licsuam| VERM | merns | o | reiiy | *—25740 | 0w | womgomnm [FEE7| rax—x e Sk RoUESE
&[°c] 3k - BT 4—
1|Aldrich g:38~139 °|138.5 4A % p.2612
2|ATSDR 139.1°C_ ]139.1 4A @) Lide 2005 p.187
3|CCD 138.8°C ]138.8 4A X
4[CRC 139.1£0.4 [139.1 139.1 760 mmHg 1 Physical Constants of
°C 2B O Organic Compounds
(Section 3)
5 412.3+0.4 [139.15 412.3 101.325 Christou, G..Ph.D. Dissertation, Univ. 18 Critical Constants of
K kPa Melbourne.1988. Ambrose, D..J. Chem. |Organic Compounds
Thermodyn..1987,19, 1007. Ambrose, D., |(Section 6)
Broderick, B. E., and Townsend, R..J.
Chem. Soc..1967,A 633. Simon, M..Bull.
2B % Soc. Chim. Belg..1957,66, 375. Ambrose,
D., and Grant, D. G..Trans. Faraday
Soc..1957,53, 771. Glaser, F., and
Ruland, H..Chem.-Ing.-Tech..1957,29,
772. Akhundov, T. S., and Asadullaeva,
N. N..Izv. Vyssh. Uchebn. Zaved., Neft
6 139.07 °C |139.07 139.07 760 mmHg 2B % 23 Enthalpy of
Vaporization (Section 6)
7 139.12 °C [139.12 139.12 760 mmHg 33 Laboratory Solvents
2B % and other Liquid
Reagents (Section 15)
etc
8|EHC 139.1°C [139.1 139.1093 |101.3 kPa 2B o 2.2 Physical and
chemical properties
9|EPI Suite 148.29 °C [148.29 MPBPWIN (Q)SAR 2C X
10|HSDB 139.07 °C |139.07 CHEMICAL/PHYSICAL
4A X PROPERTIES: >
BOILING POINT:
11|IUCLID 139.1°C_ [139.1 139.1093 [1013 hPa no data 4A @) p.6
12 139.3°C_]139.3 139.7918 1000 hPa 4A X p.6
13|Mackay 139.12 °C [139.12 4A X (Lide 2003) p.459
14|Merck 139.3°C_ [139.3 4A X
15|MOE#IH#AEE |139.12°C |139.12 Lide, D.R. ed. (2006): CRC Handbook of [p.1. 1. #MEIZET 5
i 4A y Chemistry and Physics, 86th Edition (CD- [EAMMEIE(2) ik
ROM Version 2006), Boca Raton, Taylor |BtEk
and Francis (CD-ROM)
16 139.3°C |(139.3 O'Neil, M.J. ed. (2006): The Merck Index |p.1. 1. #EIZET %
- An Encyclopedia of Chemicals, Drugs, |EAMEE(2) L=
4A x and Biologicals. 14th Edition, Whitehouse |&1% 4%
Station, Merck and Co., Inc. (CD-ROM).
17 139 °C 139 Verschueren, K. ed. (2001): Handbook of [p.1. 1. #EIZBET 5
Environmental Data on Organic EAMBIER2) PELLE
4A % Chemicals, 4th Edition, New York, AR
Chichester, Weinheim, Brisbane,
Singapore, Toronto, John Wiley & Sons,
Inc (CD.ROM)
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EBEAFMIEEYMERLES 125
MEL m-F L
CASE=S 108-38-3
4
b=
RET—4 -
= [101.325 kPa| g, IEHRRICH TS = — | &MEn<E
WL a - > J I % = s Ap T —_ e ok = & ' . o o =
waEs | #a | BOER |chrem| MEEY | mmars | oe | ety | ¥—25740 | EomE | momsoma |FEEY| fax—2 fhE Sk RUEEE
el arcl | E7 3k “7 | aFa—
18[NITE#IERY |139.3° 139.3 aA < Merck.The Merck Index, 13th ed., Merck [p.2
2 E0{HE  |CIm-1K] & Co.. Inc.. Whitehouse Station.
19|PhysProp 139.1°C_ [139.1 4A @)
20|REACHZ$% [139.1 °C  [139.1 139.1093 (1013 hPa no data |2: reliable key study experimental Lide D (editor in chief).Handbook of Exp Key Boiling
53R with result 4A @) Chemistry and Physics, 89th point.001
restrictions 5 edition.2008.CRC Press. Boca Raton
21(SIDS 139.1°C_ |139.1 key study 4A p.3
22|BEFEA®RE [138~139°[138.5
E Cl411~ 4A X
412K (138
~139°CH1
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BastlitFHERLES (125
YE L m-¥ LY
CASEH= 108-38-3
BRIE
INETF— 4 ]
. - H—% 20091:35” BEEH . 'fﬁi&iﬁliiﬁlfé . ) . [EEEHS ERlin (kb i N
fRRRA ERE | Ve 6.?%?‘]& =y HERAEF | GLP | reliability #—3;5;;—40) fEDQER | EOEBMOFHM | =7, 7| 5T A% "% 3Tk R—CEEZ
Pa ! % TA—
Aldrich 16 mmHg |2133.1579 |663.29858 |37.7 °C 4A x p.2612
ATSDR 8.29 1105.2424 |783.50927 |25 °C oB % p.187
mmHg
CRC 10 Pa 10 1141.8953 |-35 °C SMiE (4 4C % Lide, D.R., and Kehiaian, H.V..CRC Handbook of Thermophysical and 20 Vapor Pressure
VA, Thermochemical Data, CRC Press, Boca Raton, FL.1994. (Section 6)
100 Pa 100 1036.8501 [-10 °C SMiE (1 4C % Lide, D.R., and Kehiaian, H.V..CRC Handbook of Thermophysical and 20 Vapor Pressure
) Thermochemical Data, CRC Press, Boca Raton, FL.1994. (Section 6)
1 kPa 1000 790.40686 |23.4 °C oB % Lide, D.R., and Kehiaian, H.V..CRC Handbook of Thermophysical and 20 Vapor Pressure
Thermochemical Data, CRC Press, Boca Raton, FL.1994. (Section 6)
10 kPa 10000 508.44308 |169.8 °C 4A % Lide, D.R., and Kehiaian, H.V..CRC Handbook of Thermophysical and 20 Vapor Pressure
Thermochemical Data, CRC Press, Boca Raton, FL.1994. (Section 6)
100 kPa 100000 270.50252 |138.7 °C 4A % Lide, D.R., and Kehiaian, H.V..CRC Handbook of Thermophysical and 20 Vapor Pressure
Thermochemical Data, CRC Press, Boca Raton, FL.1994. (Section 6)
1.13kPa 1130 801.05997 |25 °C 33 Laboratory
2B % S.olv.ents and other
Liquid Reagents
(Section 15)
EHC 0.79 kPa |790 790 20 °C 2B o 2.2 Physical and
chemical properties
EPI Suite 883 Pa[2B 1883 625.96102 |25 °C MPBPWIN (Q)SAR
UtDE%E
ALWTHRE 2C 8
(20) 1
HSDB 8.29 1105.2424 |783.50927 |25 °C ZDfth (#|ATMOSPHERIC CHEMICAL/PHYSIC
mmHg EfE) FATE:IZ AL PROPERTIES: >
"estimated vapor 4C X VAPOR
pressure" & MEC PRESSURE:
HHY
IUCLID 6.6 hPa 660 660 20 °C 4A X p.6
13.33 hPa |1333 757.73797 |128.3 °C no data 4A x p.6
Mackay 1812.7 Pa |1812.7 10226.135 |-2.80 ° D HH48 (484%) Linder 1931 p.459
C[measure [{th,mercury
drange — |[manometer 4A X
8.40 to —
2.80°Cl1
1100 Pa |1100 821 25°C 5\4& (% |Antoine eq 4c % Zwolinski & Wilhoit 1971 p.460
vAY,
1104 Pa |1104 819 25°C 5M4& (4 |Antoine eq 4C y Boublik et al. 1984 p.460
54)
1142 Pa  [1142 851 25°C A& (4 |Antoine eq 4C o Boublik et al. 1984 p.460
i)
1106 Pa  |1106 821 25°C 5ME (4 |Antoine eq 4C « Dean 1985, 1992 p.460
54)
1100 1100 824 25°C AiE (4 |Antoine eq Riddick et al. 1986 p.460
Pa[selecte f&l) 2B O
d lit. value]
1110 Pa [1110 824 25°C RiE (%8 |Antoine eq 4c o Stephenson & Malanowski 1987 p.460
i)
833 Pa 833 833 20 °C Z Dfth,Hg experiment [Antoine eq 2B o Kassel 1936 p.459
manometer al result
1213 Pa 1213 616.542 30° Z D1t Hg experiment Rintelen et al. 1937 p.459
C[measure |manometer al result 2B %
d range 10
-50°C]
1113Pa |1113 833 25° Z M th,Hg experiment [Antoine eq Pitzer & Scott 1943 p.460
C[measure |manometer al result 2B o)
d range 0—
60°Cl]




ERIE®

ALt ERBLES (125
YMEBH m-¥ L
CASES 108-38-3
A —_——
BRIE
BRI Bl BHRIRICHITS T Bl
= |20°CIZ&I q ARSI = — |FHM@IIZHI
N i—3XE - Al = . e — « ‘ = = 5 S
e | wnE | FOEE leasE | MEER | smomes | op | iy | *—2070| goms | @ommons (FEN7) 5x—2s % ik K—UES
[Pa] ! E%3F TA—
24 6355 Pa 6355 818 59.203° [£®d 414 (4#41) [Antoine eq Willingham et al. 1945 p.460
C[measure |fti,ebulliometry
d range 4A %
59.203—-
140.041°C]
25 266.6 266.6 334.34056 |16.8 ° Stull 1947 p.460
Pa[summa C[temp
ry of range —6.9 2B x
literature to 139.1°C]
[ datal
26 6400 Pa  |6400 565.10518 |59.335° (£ D s14& (4#41) [Antoine eq Forziati et al. 1949 p.460
C[measure [{th,ebulliometry
d range 4A %
59.335—
140.078°C]
27 1115Pa |1115 821 25°C S44& (% [Antoine eq 4C « Dreisbach 1955 p.460
)
28 124200 Pa [124200  [253.06604 [146.85° [Z® shE (75 Ambrose et al. 1967 p.460
C[measure |fti,ebulliometry
d range 4A X
146.85—

32|MOE##AZFE [1.13E+3 |1130 801.05997 |25 °C Lide, D.R. ed. (2006): CRC Handbook of Chemistry and Physics, 86th p.1
i Pa[8.5 Edition (CD-ROM Version 2006), Boca Raton, Taylor and Francis. (CD-

mmHg 2B X ROM).
(=1.13 x
103 Pa)l

33 1.1E+3 1100 779.79289 |25 °C Howard, P.H., and Meylan, W.M. ed. (1997): Handbook of Physical p.2
Pa[8.29 Properties of Organic Chemicals, Boca Raton, New York, London, Tokyo,
mmHg 2B X CRC Lewis Publishers: 186.
(=1.1x10

MOE#) AT
i

36|PhysProp

1105.2424 |783.50927 (25 °C

experiment

al result

CHAO,J ET AL..1983.

g
37|REACH#Z£% [0.207 psi
g

1427.2153 |754.53152 (29.4 °C[85°

Fl

no data |2: reliable
with
restrictions

key study

experiment

al result

Zwolinski and Wilhoit.Handbook of vapour pressures and heats of
vapourisation of hydrocarbons and related
compounds.1971,Thermodynamics Research Centre, Texas A&M
University, Texas.

Exp Key Vapour
pressure.001
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EXIFH

BEFMIEFYVERLES 125
MELEH m-¥ L
CASES 108-38-3
KIBREE
IRET—%
~ ‘ gz |0CIEBTD] g0 i ) BIRICHT S . L sEte | FLIIISES T ‘
wRs | okamE | TS | kemE | TEE BBAEE | GLP ¥—25740 | fEomE | Eomgonm ST | ax—24 % Xk R—CEEE
e Nl BE FE ~ 74—
ATSDR 161 mg/L 161] 150.294536|25 °C 2B X p.187
CCD [insoluble in (Bt E R 3 %
water] af
CRC [insoluble] |BfIMER 1 Physical Constants of
a] 3 X Organic Compounds
(Section 3)
0.203 g/kg 203| 274.136457(0 °C Solubility Data Series, International 9 Aqueous Solubility and
4A % Union of Pure and Applied Chemistry, |Henry's Law Constants of
Vol. 38, Pergamon Press, Organic Compounds
Oxford.1988. (Section 5)
0.161 g/kg 161| 150.294536|25 °C Shiu, W.-Y., and Ma, K.-C.J. Phys. 9 Aqueous Solubility and
2B % Chem. Ref. Data.2000,29, 41. Henry's Law Constants of
Organic Compounds
(Section 5)
0.22 g/kg 220( 169.284625|40 °C Solubility Data Series, International 9 Aqueous Solubility and
4A % Union of Pure and Applied Chemistry, |Henry's Law Constants of
Vol. 38, Pergamon Press, Organic Compounds
Oxford.1988 (Section 5)
EHC 146 mg/L 146 4A x 2.2 Physical and chemical
properties
EPI Suite 205.9 205.9] 192.208976(25 °C WSKOWWIN (Q)SAR
mg/L[2BLL E
DEZAN 2C x
THE
2C) 1
HSDB 1.61E+2 161] 150.294536(25 °C CHEMICAL/PHYSICAL
mg/L 2B X PROPERTIES: >
SOLUBILITIES:
IUCLID 146 ppm vol. [ E R 25°C no data 3 y p.7
7]
[INSOLUBLE|B{I it & 3 y p.7
] a]
IUPAC 0.0195 195] 195.410029]|293 K NiE (8 BHROEBT 4D LEF Table 2. Recommended
g(1)/100g sIn ) 4C y REROTHENSERE (R) and Tentative Values
ZRDTLDT=DER of the Solubility of m-
Xvlene (1) in Water (2)
0.016 160| 160.336434(293 K BHEOERBRT—2H5EF Table 2. Recommended
g(1)/100g sin o8 y HXEROTHBEMNOBHEE (R) and Tentative Values
ZRO TV D=0, of the Solubility of m-
Xvlene (1) in Water (2)
0.016 160| 160.336434[293 K miE (fd BHOERT—4hoEF Table 2. Recommended
g(1)/100g sin ) 4C 9 XEROTRURA D IAREE (R) and Tentative Values
EROHTNDF0ORS of the Solubility of m-
Xvlene (1) in Water (2)
Mackay 173 mg/L 173| 161.496614|25 °C Z D 1th,shake experimenta oB % Andrews & Keefer 1949 p.459
flask-UV | result
162 mg/L 162| 151.228043(25 ° Z D ft, vapor experimenta Sanemasa et al. 1982 p.459
C[measure saturation-UV | result oB <
d range 15 spec
—45°C]
159 mg/L 159| 148.427524|25 °C ) experimenta Tewari et al. 1982c p.459
{t,generator | result oB x
column-
HPLC/UV
160 mg/L 160 149.36103|25 °C D experimenta Wasik et al. 1983 p.459
{th,generator | result oB %
column-
HPLC/UV
170 170 170]20 °C[temp calculation BEHDOERET—2H 5 EF|Shaw 1989b p.459
mg/L[IUPAC range 0— B 9 XEROTRURA D IARE
recommend 70°C] %*&)TL\éf:wl}%%o
ed valuel
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BEFMIEFYVERLES 125
MELEH m-¥ L
CASES 108-38-3
KIBRRE
IRET—%
) ) g—xz |20CEBTD| gos ) ) - |EERIEETS . L (EtEteS | IS T ‘
1EERIR 4 IKIBERE 5 KBBRE | Tai pH ARG EE GLP reliability | ¥F—RXST4D | BOFEE | BOEEOFHEHR (0 2% —R% e XXk R—CESE
[zt [me/L] R 3k =7 Ta—
196 mg/L 196 193.285049(21 ° Z M fth,shake experimenta Bohon & Claussen 1951 p.459
C[measure flask-UV | result
d range 0.4 2B X
-39.6°C]
157 mg/L 157| 146.560511|25 °C Z D 1th,shake experimenta oB » Hermann 1972 p.459
flask-GC | result
162 mg/L 162| 151.228043|25 °C % D fth,shake experimenta 2B % Polak & Lu 1973 p.459
flask-GC | result
206 mg/L 206| 192.302326(25 °C Z D fth,shake experimenta 2B % Vesala 1974 p.459
flask-UV | result
146 mg/L 146 136.29194|25 °C % M fth,shake experimenta oB % Sutton & Calder 1975 p.459
flask-GC | result
160 mg/L 160 160]20 ° Z M th,synthetic experimenta Chernoglazova & Simulin 1976 p.459
C[measure method-GC | result 2B o
d range 20
—70°C]
134 mg/L 134| 125.089863|25 °C % D fth,shake experimenta 2B < Price 1976 p.459
flask-GC | result
134 mg/L 134| 125.089863|25 °C % M th,shake experimenta 2B < Krzyzanowska & Szeliga 1978 p.459
flask-GC | result
Merck [Insol in BEHBRER 3 %
water] af
MOE#JHAEE |161 161] 150.294536/25 °C Lide, D.R. ed. (2006): CRC Handbook |p.2
i mg/1000g of Chemistry and Physics, 86th Edition
3 X (CD-ROM Version 2006), Boca Raton,
Taylor and Francis. (CD-ROM).
161 mg/L 161] 150.294536(25 °C Howard, P.H., and Meylan, W.M. ed. |p.2
(1997): Handbook of Physical
2B X Properties of Organic Chemicals,
Boca Raton, New York, London,
Tokvo. CRC | ewis Publishers: 186
NITE#DER!) [161 mg/L[m- 161] 150.294536|25 °C SRC, Syracuse Research p-3
A FHEE [ Corporation.PhysProp Database,
2B x North Syracuse, NY.
(http://esc.syrres.com./interkow/physd
emo.htm A 5 71 ) 2002,
PhysProp 161 mg/L 161] 150.294536(25 °C experimenta oB x SANEMASA,| ET AL..1982.
| result
REACH# % |146 146] 136.29194|25 °C 7[data not no data |2: reliable key study experimenta Yalkowsky, S.H. and He, Y..Handbook [Exp Key Water
&R mg/L[moder reported. with | result of aqueous solubility data..2003,CRC |solubility.001
ately soluble pH not restrictions 4A « Press.
(100-1000 stated so
mg/L)] assumed
standardl
SIDS 161 mg/L 161] 150.294536|25 °C key study 2A X p.3
BFER®RE [160 mg/L 160 149.36103|25+1 °C OECD TG 105 experimenta |- 1B <
ES | result




EAXIFH

4

4

~

AL rMERLES |25
MEBH m-Fi L2
CAS&S 108-38-3
logPow
RIS ORI BT RS
; AERIRICEI = i — | EEIIZES |
wEEe | B | #—mR [P | oM | HEEES | OLP | reliabity 35257 HOBE | EOWHOMI BRIES) % —25 % ik KO

Mackay

EPISute [309 309 | |  [kowwN [ [ |  [(QSAR .t 2 ! x ! 0 0000 r |

3.2 3.2 25°C Hansch et al. 1968; Leo et al. 1971; |p.461
2B X Hansch & Leo 1979; Hansch & Leo

3.31 3.31 25°C 0 estimated by Govers & Evers 1992 p.461
fth,normal calculation 4c %
phase HPLC-

3.18 3.18 25°C 0 experimental Wasik et al. 1981 p.461
{t1,generator result 2B y
column-
HPL C/UV

3.29 3.29 25 °C Z Mt HPLC- estimated by Hammers et al. 1982 p.461
k' correlation calculation 4C X

3.13 3.13 25°C D experimental Tewari et al. 1982b,c p.461
{th,generator result 2B »
column-
HPL C/UV

3.2 3.2 25°C k) experimental Wasik et al. 1983 p.461
{th,generator result 2B y
column-
HPI C/UV

3.28 3.28 25 °C Z Dt HPLC- estimated by Garst & Wilson 1984 p.461
RV retention calculation
volume 4C X
correlation

3.37 3.37 25°C Z D h,HPLC- estimated by Haky & Young 1984 p.461
k' correlation calculation 4C X




EAXIFH

A MILFEYERLES 125
& & m-FL
CASES 108-38-3
4
logPow
IRET—4 _ .
P e | HERH g | bl eRS o |(EAERES | FHEI=ETT e
CE B KRR | T e pH MBRTEF GLP reliability 6#@_;(;74 EnEE | EOEEOFME (T, 7| X242 e 3CHR R—OEEE
B4 TA—
17 3.33 3.33 25°C Z D fth,RP- estimated by Sherblom & Eganhouse 1988 p.461
HPLC-k ' calculation
capacity 4C X
factor
carrelations
18 3.45 3.45 25°C Z D ih,RP- estimated by Sherblom & Eganhouse 1988 p.461
HPLC-k ' calculation
capacity 4C X
factor




ERIE®

4

[$)]

BEsHm{ErYEE LBS 125
WE AT m-xILy
CASES 108-38-3
Koc
D75 TERRRI BT S5 17
_x= | BRI 5 I 7T
waAE | ER 8 MOBE MEER on | nimger | REES | OLP | relibilty %-257(| @oES | EoEHOHME BBIES Bx—x5 #% Xk R—UEDE
m= D& TA—
ATSDR logKoc 2.22 165.9586907 2B X p.187

1"

12

EPI Suite Koc 598.2 L/kg[2B ]598.2 KOCWIN (Q)SAR
ULEDEFA 2C x
WTHE
20) 1
HSDB Koc 166~182 174 Abdul AS et al; Hazard Waste |ENVIRONMENTAL FATE:
&amp; Hazard Mater 4: 211-
2B X 22(1987)

Sabljic A; Environ Sci Technol

logKoc 234.4228815 Z D1, RP- estimated by Szabo et al. 1990a,b p.461
HPLC-k ' calculation 4C X
correlation
logKoc 2.4 251.1886432 Z D4t RP- estimated by Szabo et al. 1990a,b p.461
HPLC-k ' calculation 4C X
correlation
logKoc 2.62 416.8693835 Z D th,RP- estimated by Hong et al. 1996 p.461
HPLC-k ' calculation
correlation
including MCI
related to non-
dispersive
intermolecular 4C x

interac- tions,
hydrogen-
bonding
indicator
variable

11
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4

13

14

15
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1

o]

EBEAIMLFENEELES 125
WMBE L m-F L
CASE= 108-38-3
Koc
RET—4 = _
. b - = ST & . ] 7}%‘:3:5_(:}— ) _ = = E$1EI”:BH’ N
wERSE | EE & MORE MERM on | tmset | meoEs | op | iy |3%—247¢| moms | mommoms FEE7\r—25 % Xk R—TEDE
: Dk e
logKoc 2.63 426.5795188 Z D h,RP- estimated by Hong et al. 1996 p.461
HPLC-k' calculation
correlation
including MCI
related to non-
dispersive
intermolecular 4C x
interac- tions,
hydrogen-
bonding
indicator
variable
logKoc 2.06[average] [114.8153621 soils: BELI-T—RICHEHEDSH |Delle Site 2001 p.461
organic 5D TR
carbon OC 2B X
20.1%
logKoc 2.33[average] [213.796209 soils: Lt Delle Site 2001 p.461
organic
carbon OC 2B X
2 0.5%
MOE##i5Tif |Koc 174[166 ~182 (174 HSDBM 5|1 A HSDB p.3. 1. MEICEHTLE
O {7 F 1] 2B X ARIEIE(3) RiZEdn (<]
T HEMREIR
NITE#]Hi') X |Koc 39~2600 1319.5 experimental AEXF LU 2ATOHIET|SRC, Syracuse Research p.3
 FHEE result B 9 HYm-F L2 DHDIET [Corporation.PcKocWin
LD TR Estimation Software, ver. 1.66,
North Syracuse, NY..2003.
REACHZ #%1% |Koc 537 537 soil OECD TG 121|no 1:reliable  [key study experimental o-F LU DETHST= [Hodson J and Williams NA.The|Exp Key Adsorption /
I without result 4 estimation of the adsorption desorption.001
restriction coefficient (Koc) for soils by
1B X high performance liquid
chromatography.1988,Chemos
phere 17, 67-77.

12




ERIFH

EBEAIEILEYERLES 125
YE & m-F L
CASE=S 108-38-3
4
AU —RE
8 b EHRIZEIT RHEIZd 7
-~ = Rl =] '.H 5:\ &I = - =, E” nzHI
RS -+ r R HMERR o | relebiy |3%¥—z874| momE | mommomm |FRL7| zx—x5 % Xk R—CESE
N a-m”3/mol] BE DI 27 Eyaa
1|ATSDR 0.00718 atm- 727.5135 2B % Sanemasa et al. 1982 p.187
m”3/mol
2|CRC 0.73 kPa m3/mol 730 Shiu, W.-Y., and Ma, K.-C.J. 9 Aqueous Solubility and
2B % Phys. Chem. Ref. Data.2000,29, |Henry's Law Constants of
41. Organic Compounds
(Section 5)
3[EPI Suite 549 Pa-m”"3/mol 549 (Q)SAR 2C X
4|HSDB 7.18E-3 atm-m”3/mol [727.5135 2B % Sanemasa | et al; Bull Chem Soc |[ENVIRONMENTAL FATE:
Jpn 55: 1054-62 (1982)
5(Mackay 731 Pa-m”*3/mol 731 25 experimental |vapor-liquid 2B % Sanemasa et al. 1982 p.460
result equilibrium,
6 658.5 Pa-m*3/mol  |658.5 25 Z Ot GRIE |exponential Dohnal & Hovorka 1999 p.461
i) saturator EXPSAT 2B x
technigue
7 561 Pa- 561 25 experimental [selected from BHOXHENSTFHZHEL TSI | Staudinger & Roberts 2001 p.461
m”*3/mol[selected result literature & BrYo
from literature experimentally 2B X
experimentally measured data
measured datal
8[Mackay 754 Pa-m”*3/mol 606 20 experimental |EPICS-GC/FID 2B o Ashworth et al. 1988 p.460
result
9 675 Pa-m"3/mol 675 estimated by |calculated-vapor- Yaws et al. 1991 p.460
calculation liquid equilibrium 4C X
(VLE) data
10 665 Pa-m”*3/mol 665 experimental |infinite activity coeff. Lietal. 1993 p.460
result yoe in water 2B %
determined by inert
aas strinnina-GC
11 739 Pa- 739 25 experimental |(static headspace- Robbins et al. 1993 p.460
m*3/mol[same as p- result GC, same as p- 2B X
xvlenel xvlene
12 615 Pa-m”3/mol 615 experimental |EPICS-GC/FID 2B % Dewulf et al. 1995) p.460
result
13 297 Pa-m”3/mol 297 6 experimental [EPICS-GC/FID, Dewulf et al. 1995 p.461
result natural seawater 2B X
with salinitv of 35%
14 771 Pa-m”*3/mol 771 25 experimental |EPICS-GC/FID, Dewulf et al. 1995 p.461
result natural seawater 2B X
with salinitv of 35%
15 590 Pa- 590 20 experimental selected from Staudinger & Roberts 1996 p.461
m”3/mol[selected result literature
from literature experimentally 2B X
experimentally measured data,
measired datal
16|NITE#IEAY) R |727 Pa-m*3/mol[727 (727 experimental SRC, Syracuse Research p.3
Y EEE Pa-m3/mol (7.18%10- result Corporation.PhysProp Database,
3 atm-m3/mol)|m-{%] 2B X North Syracuse, NY.
(http://esc.syrres.com./interkow/ph
vademn htm Ay 5 21 ) 2002
17|PhysProp 0.00718 atm- 727.5135 experimental 2B % SANEMASA,| ET AL..1982.
m”"3/mol result

13
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Bt YER LES 125

YE 2 m-E¥LY
CASE= 108-38-3

4

R B T3

INET—4

. [ BRRE=BT5
w®mES | =B B Gi—%xi 'ﬁ";nﬁnﬁ” oH HER A GLP roliability | % —RAS40D EOEED z ik R—ERZ
B
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EXREW

4

—_

Mt EE LES |125
DERT Ty
CASES 108-38-3
BCF
IRET—4H = - a—
e e aHRICHE T = _ | EEHAENIZE T
wEEe | e |SEX| BBRUE \oouml  Er  |mEomm| @ | TRR | gmeszs GLP reliability | 2% —247¢| fEomE | Eommoma |FEEI2x—xx = ik R
BS | RERE [L/kel DS vy =
EPI Suite 1 BCF 60.03 L/kg 60.03|BCFBAFWIN (Q)SAR
(wet)2BLL
FOEEM 2c x
TR
20)

EHC 1

BCF

14.8L/kg

14.8

goldfish

Ogata M, Fujisawa K, Ogino Y, &
Mano E (1984) Partition
coefficients

as a measure of
bioconcentration potential of
crude oil compounds in

fish and shellfish. Bull Environ
Contam Toxicol, 33: 561-567

15
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BEAMIELFEYVEBELES 125
Y& & m-F L
CASES 108-38-3
4
R
IRET—4
EIRIRICH T
1EERIR % o DEE BEHAE PRERY) HERAESE GLP reliability %):’F—_;(i?«r fEniEsE EDFELE D FEH &% Xk R—UEFSE
(DF7
1|REACHZ &kIH 100%| % D th,BOD
3
2 100%| = D fth,GC
analysis
I RBEEE 92%|0_2 consumption LBEETG yes (incl. experimental
certificate) result
4 106%|0O_2 consumption {LETAETG yes (incl. experimental
certificate) result
5 102%|0O_2 consumption LTETG yes (incl. experimental
certificate) result
6 100%|Test mat. analysis LBETG yes (incl. experimental
certificate) result
7 100%|Test mat. analysis {EETATG yes (incl. experimental
certificate) result
8 100%|Test mat. analysis LTEETG yes (incl. experimental
certificate) result

16




EH1—-2 [BF1-5154]

EERRES R S

Aldrich Sigma-Aldrichi Z&h40%

ATSDR ATSDRCREIFHMERREIRE): [Moxicological Profile ]

CCD Hawley’'s Condensed Chemical Dictionary, 15th, John Wiley & Sons, 2007
CRC CRC Handbook of Chemistry and Physics on DVD, Version 2013, CRC—Press
EHC WHO/IPCS: NRIFREY 54 T')7 (EHC) |

EPI Suite U.S.EPA EPI Suite

HSDB Hazardous Substances Data Bank (HSDB)

IUCLID IUGCLID

IUPAC The IUPAC Solubility Data Series

Mackay OASIS Catalogic

Merck The Merck Index, 14th Ed, Merck & Co, 2006

MOE#) A § il REAREYRVFHEE: [MeFME DR R

NITE#A"Y) R & 5Tl & (Ofet) & 5 5T 3 AT AR AR TIE 2B D AIEI R VFHEE
PhysProp SRC PhysProp Database, Syracuse Research Corporation, 2009
REACHZ k1% 4R REACHZ 8% 1&#R

SIDS OECD: SIDSL7R—b

BRERBRER LEERFRREROHRER




EAXFH

BEXRELES 125
MEZ p-F Lo
CASEES 106-42-3
‘ —
L=
S _
. %}E_iia . o Tﬁi&ﬂ?\(:@(*é . » _ 1§§ET$3 Eﬁﬂﬁlll:}:}['}' ‘ "
TRERIR A 15H & ! °Cl . MERAEE GLP reliability ﬂF——?_(;;’);E'»fG) EDTELE fEDFEFE DM ”D‘,] ¥ —2% iwE Xk R—UEBESE
% TA—
1|Aldrich Bl 12~13 °C |12.5 2B X p.2612
2|ATSDR Bl 13.2°C 13.2 2B X Lide 2005
3|CCD Bhe 13.2°C 13.2 2B X
4|CRC B 13.3+0.1° [13.3 1 Physical Constants
C 2B o) of Organic :
Compounds (Section
3)
5 L=t 13.25°C [13.25 24 Enthalpy of Fusion
2B X (Section 6) etc.
6|EHC L= 13.3°C 13.3 2.1 Identity 2.2
2B O Physical and
chemical properties
7|EPI Suite Bl -40.69 °C_1-40.69 MPBPWIN (Q)SAR 2C X
8|HSDB L= 13.25°C [13.25 Lide, D.R. CRC Handbook of Chemistry |CHEMICAL/PHYSICA
and Physics 88TH L PROPERTIES: >
2B X Edition 2007-2008. CRC Press, Taylor [IMELTING POINT:
&amp; Francis, Boca Raton, FL
2007 n 3.520
9|IUCLID L= 2~13° 7.5 p.20
C[13-2 4A X
dearee CI
10 LY 13.3°C 13.3 no data 4A O p.20
11[Mackay Bl 13.25°C_ |13.25 2B X (Lide 2003) p.467
12[Merck Bl 13~14 °C |13.5 2B X
13|MOE#IHAZE |Rh= 13.25°C [13.25 Lide, D.R. ed. (2006): CRC Handbook of |p.1. 1. $#&EIZET
fifl Chemistry and Physics, 86th Edition (CD- |2 & AMEE(2)
2B x ROM [A==:51E2
Version 2006), Boca Raton, Taylor and
Erancie (CND_ROM)
14 Bl 13~14 °C [13.5 O'Neil, M.J. ed. (2006): The Merck Index |p.1. 1. ¥IZEIZEEY
- An Encyclopedia of Chemicals, Drugs, |2EAKEIE(2) HiE
2B x and [A=ad: SIEEVN
Biologicals. 14th Edition, Whitehouse
Qtation Marck and Co Inec (CD.POM)
15 Y=Y 13.263 °C [13.263 Howard, P.H., and Meylan, W.M. ed. p.1. 1. YEIZET
(1997): Handbook of Physical Properties | %X AREIE(2) ¥iE
oB % of Organic [A=3:0k 2N
Chemicals, Boca Raton, New York,
London, Tokyo, CRC Lewis Publishers:
172




EAXFH

BEEELES 125
MEREM p-F Lo
CASEES 106-42-3
‘ —
L=
IR 7 — 4 _
ﬁ_iga Tﬁi&ﬂ?\(:ﬁ”—é _ 1§§ET$3 EWHEIHZZBH ‘ W e
THERIE R HH fi& " r°cl " HERAEE GLP reliability F—REATA4D fEDFELE EDEEDFEH ny‘g 5% —R4A iwE Xk R—UESE
BZI3 T4—
16 Y=Y 13°C 13 Verschueren, K. ed. (2001): Handbook of [p.1. 1. #&IZEE3
Environmental Data on Organic HEARMEIE(2) YW
Chemicals, 4th [#=ad: 0k 2VN
2B X Edition, New York, Chichester, Weinheim,
Brisbane, Singapore, Toronto, John Wiley
& Sons,
17INITE#IH Y |Bhes 13~14° [13.5 oB < Merck.The Merck Index, 13th ed., Merck [p.2
Ry ELfE Clp-f&1 & Co.. Inc.. Whitehouse Station, NJ..2001.
18|PhysProp Bhe 13.25°C  |13.25 2B X
19|REACHZ #% |Rh= 13.2° 13.2 no data |2: reliable key study experimental Lide D. (Ed).CRC handbook of chemistry [Exp Key Melting
It C[Sublimat with result 4A X and physics. 89th ed..2008,CRC Press, |point/freezing
ion: nol restrictions 5 Boca Raton. USA point.001
20|SIDS Al 13.3°C 13.3 key study 2A p.3
21|BEREE R 13.1° 13.1
£ C[286.3K( 4A X
13.1°C)H




ERE®R

BEFMEFZYMERLES |125
ME B p-¥ L
CASE=S 106-42-3
4
R
IETF—4 _
. ] gz [101.325kPal guoo ey | - BHRRISHETS . L (E4EES FH@IIZE ‘ ]
1BERIR b P ’ S Bl Wb 5 2557 1 E4 HEBAEE GLP reliability | ¥—R2T4D | {EDEE | [EDEBEDFHE “D‘,] [T5%F—X &% Xk R—UFSE
R[C] %3k BT4—
1]Aldrich 138 °C 138 4A x p.2612
2|ATSDR 1384 °C_ |138.4 4A @) Lide 2005 p.187
3[{CCD 138.5°C [138.5 4A X
4|CRC 138.3£0.5 |138.3 138.3 760 mmHg 1 Physical Constants of
°C 2B O Organic Compounds
(Section 3)
5 411.5+0.5 |138.35 138.35 101.325 Christou, G..Ph.D. Dissertation, Univ. 18 Critical Constants of
K kPa Melbourne.1988. Ambrose, D..J. Chem. [|Organic Compounds
Thermodyn..1987,19, 1007. Powell, R. J., [(Section 6)
Swinton, F. L., and Young, C. L..J. Chem.
Thermodyn..1970,2, 105. Ambrose, D.,
2B X Broderick, B. E., and Townsend, R..J.
Chem. Soc..1967,A 633. Simon, M..Bull.
Soc. Chim. Belg..1957,66, 375. Ambrose,
D., and Grant, D. G..Trans. Faraday
Soc..1957,53, 771. Akhundov, T. S., and
Imanov, Sh. Yu..Teplofiz. Svoistva
6 138.23 °C [138.23 138.23 760 mmHg 23 Enthalpy of
2B @) Vaporization (Section 6)
etc.
7|EHC 138.3°C |[138.3 138.30926 [101.3 kPa 2B o 2.1 Identity 2.2
Physical and chemical
8|EPI Suite 148.29 °C |148.29 MPBPWIN (Q)SAR 2C X
9|HSDB 138.23 °C [138.23 Lide, D.R. CRC Handbook of Chemistry |CHEMICAL/PHYSICAL
and Physics 88TH PROPERTIES: >
4A O Edition 2007-2008. CRC Press, BOILING POINT:
Taylor &amp; Francis, Boca Raton, FL
2007 o 3-520
10]IUCLID 138 °C 138 4A X p.20
11 138.5°C [138.5 no data 4A X p.20
12|Mackay 138.37 °C [138.37 4A X (Lide 2003) p.467
13|Merck g:37~138 137.5 4A y
14|MOE#HAZT (138.37 °C |138.37 Lide, D.R. ed. (2006): CRC Handbook of |p.1. 1. ¥&EIZBET 5
i Chemistry and Physics, 86th Edition (CD- | ARMEIE(2) L
4A X ROM B
Version 2006), Boca Raton, Taylor and
Francis. (CD-ROM)
15 137~138 °(137.5 O'Neil, M.J. ed. (2006): The Merck Index |p.1. 1. ¥IEICEAT %
C - An Encyclopedia of Chemicals, Drugs, |EAREIE(2) WE{LZS
4A X and BT AR

Biologicals. 14th Edition, Whitehouse
Station. Merck and Co_. Inc. (CD-ROM)
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16 138.359 °C|138.359 Howard, P.H., and Meylan, W.M. ed. p.1. 1. MEIZET S
(1997): Handbook of Physical Properties |EAHEIE(?2) YEILE
4A y of Organic EEEVN
Chemicals, Boca Raton, New York,
London, Tokyo, CRC Lewis Publishers:

MOE#]#A5F
i

R EE [Clp-1A & Co., Inc., Whitehouse Station




EXRIFH

Bty ERLES 125
MEBH p-¥ LY
CASE = 106-42-3
4
ERE
RET—4 _ -
e » gz [0CEBT oo [ - |RERRISETS _ I e e S ‘ oo
1BERIR A ERE [Pa] 8 ézE—.«F‘);’?_]uE BT HERAEE GLP reliability #—2;93;40) fEDEL | EDEEDFH “p‘,] 5% —2% | 20°COfE &% Xk R—UBSH
a % TA—
1|Aldrich 9mmHg [1199.9013 |1199.9013 |20 °C 2B X p.2612
2|ATSDR 8.84 1178.5697 |835.49118 |25 °C 2B % Chao 1983 p.187
mmHg
3|CRC 1 kPa 1000 846.54616 (22.4 °C Lide, D.R., and Kehiaian, H.V..CRC |20 Vapor Pressure
2B X Handbook of Thermophysical and (Section 6)
Thermochemical Data, CRC Press,
Boca Raton FI 1994
4 10 kPa 10000 532.45254 168.9 °C Lide, D.R., and Kehiaian, H.V..CRC 20 Vapor Pressure
4A X Handbook of Thermophysical and (Section 6)
Thermochemical Data, CRC Press,
Boca Raton FI 1994
5 100 kPa 100000 278.30034 |137.9 °C Lide, D.R., and Kehiaian, H.V..CRC 20 Vapor Pressure
4A X Handbook of Thermophysical and (Section 6)
Thermochemical Data, CRC Press,
Boca Raton Fl 1994
6 1.19kPa |[1190 843.59413 (25 °C 33 Laboratory Solvents
2B X and other Liquid
Reagents (Section 15)
7|EHC 0.86 kPa (860 860 20 °C 2B o 2.2 Physical and
chemical properties
8|EPI Suite 916 Pa[2B (916 649.35481 |25 °C MPBPWIN (Q)SAR
ULDE%E 2C X
BAUWTH#E
Cc) 1
9(HSDB 8.84 1178.5697 |835.49118 |25 °C Chao J et CHEMICAL/PHYSICAL
mmHg 2B X al; J Phys Chem Ref Data 12: PROPERTIES: >
1033-63 (1983) VAPOR PRESSURE:
10{IUCLID 12~0 hPa |600 455.21678 |24 °C 4A X p.21
11 11.5hPa |[1150 815.23802 (25 °C Z Dt no data experiment 4A % p.21
al result
12{Mackay 154.7 Pa |154.7 683.67238 |0.2 °C D experiment Linder 1931 p.468
th,mercury al result 4A X
manometer
13 1170 Pa [1170 829.41608 (25 °C 5\4& (4 |Antoine eq 4c % 713 Zwolinski & Wilhoit 1971 p.468
)
14 880.3 Pa 1880.3 879.37647 |20.015° |Z®d experiment Osborn & Douslin 1974 p.468
C[measure |ft,inclined- al result
d range — |piston gauge 2B X
26.043 to
20 N151
15 1170 Pa  [1170 829.41608 |25 °C 54 (4 |Antoine eq 4C y 887 Boublik et al. 1984 p.468
)
16 1167 Pa [1167 827.28937 |25 °C 4M4& (# |Antoine eq 4C < 706 Dean 1985, 1992 p.468
)
17 1200 Pa 11200 850.68315 |25 °C 2B X Riddick et al. 1986 p.468
18 1160 Pa [1160 822.32705 |25 °C experiment [Antoine eq 869 Riddick et al. 1986 p.468
al result 2B X
(corrected)
19 1180 Pa 1180 836.5051 |25 °C P& (#ER) [Antoine eq 4C O 880 Stephenson & Malanowski 1987 p.468
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EBRFHEEYERLES [125
MEBH p-¥ LY
CASE = 106-42-3
4
ERE
IR T — & ]
e » @0 20°CI=&1F mEss | ) - RHRICH TS _ L (EHEHS BEiib ‘
1BERIR A AL [Pa] 8 é?E—.kF‘);’?_]uE BT HEBAEF GLP reliability jF_Z;/’;;N) EDIELE | EDEEDFH "5,] 5% —2% | 20°COfE &% XXk R—UEEE
2 &% Ean
20 1165 Pa (1165 825.87156 |25 ° 0 experiment Smith 1990 p.468
C[measure |ft2,McLeod al result
drange |gauge 2B X
20.0-
50 071
21 787 Pa 787 787 20 °C Z D1th,Hg experiment [Antoine eq 2B o 784 Kassel 1936 p.468
manometer al result
22 1437 Pa  |1437 730.39642 |30 ° Z D1t Hg experiment Rintelen et al. 1937 p.468
C[measure [manometer al result 2B %
d range 10
—50°C]
23 1187 Pa (1187 841.46742 |25 °C Z Mfth,Hg P& (48@H) [Antoine eq 2B o 883 Pitzer & Scott 1943 p.468
manometer
24 6354 Pa  |6354 594.03449 |58.288° |Z®D 54 (4 |Antoine eq 351 Willingham et al. 1945 p.468
C[measure |fth,ebulliometry )
d range 4A x
58.288—
139.289°C]
25 1333 Pa (1333 809.76033 |27.3 °C Z Dt (Bl [summary of 2B 9 Stull 1947 p.468
EiE) literature data
26 6398 Pa |6398 593.87529 |58.419° | ®d 5\4& (8 |Antoine eq 869 Forziati et al. 1949 p.468
C[measure |t ebulliometry 5t4)
d range 4A x
58.419—
139.329°C]
27 1175Pa (1175 832.96059 |25 °C 54 (4 |Antoine eq 4C y 868 Dreisbach 1955 p.468
)
28 126500 Pa (126500 257.75245 |146.85° | D experiment Ambrose et al. 1967 p.468
C[measure |t ebulliometry al result
d range 4A X
146.85—
21A 85°C1
29 A& (1) [Antoine eq @) 882 Stuckey & Saylor 1940
30 P& (#8[) [Antoine eq O 867 Weast 1972-73
31 P& (4@) [Antoine eq ©) 435 Yaws 1994
32|MOE#IH#AZE [1.19E+3 (1190 843.59413 |25 °C Lide 2006 p.1. 1. YMEIZEHT S
i Pa[8.9 ERMBIE(2) MELE
mmHg 2B X BOPER
(=1.19 x
10 3 Pa)l
33 1.2E+3 1200 850.68315 |25 °C Howard 1997 p.2. 1. MEIZAT S
Pa[8.84 EXMEIE(2) MEILE
mmHg 2B X Btk
(=1.2x10
3 P2\
34 870 Pa[6.5 |870 870 20 °C Verschueren 2001 p2. 1. YMEIZET S
mmHg 2B O HAMEE(2) WELE
(=870Pa)l ol
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MERF p-F L2
CASE=S 106-42-3
4
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INET—4
gi—mm |20CIEBT| gy 1FHRRICH1T5 =i S | FLTII=ES 1
1EERIER ARRE [Pa]“ 6%%& ! :E.; HERAEE GLP reliability #—;;5;:—‘40) EDIELE | EOEHEDFHM ”>9 5% —2R4 | 20°CHIE -5 ik RSB
Pa /)32 EA 7—_',(_

36|PhysProp 8.84 1178.5697 (835.49118 |25 °C experiment 2B % CHAO,J ET AL..1983.
mmHg al result
37|REACHZ#% (0.186 psi [1282.4254 (816.31756 [26.6 °C[80 no data |2:reliable [key study experiment Zwolinski and Wilhoit.Handbook of Exp Key Vapour
1B °F] with al result vapour pressures and heats of pressure.001
restrictions vapourisation of hydrocarbons and
4A X related
compounds.1971,Thermodynamics
Research Centre, Texas A&M
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BEAMILFEHERLES 125
MERH p-F¥LYv
CASE =S 106-42-3
IKBRRE
RET—4 .
‘ ‘ G 20°CI<H1F% A 2 o - BHRIZET ] o (EfEHS SR T ‘ N
wERe | okaEmE | p SN0 | AmmE | TEE pH HEBAAE | GLP | relabilty |A¥—R57s| EOWE | EOEEOHM |mUL 7| H¥—R% % Sk R—UBSE
g [mg/L] /m X @Eﬁ;'i ~ 7_—“,{_
ATSDR 162 mg/L 162] 151.228043|25 °C 2B @) Sanemasa 1982 p.187
CCD [insoluble in [BHIHEE R 3 %
water] a]
CRC [insoluble] |EfIRER 1 Physical Constants of
a] 3 X Organic Compounds
(Section 3)
0.16 g/kg 160| 216.068143|0 °C Solubility Data Series, International |9 Aqueous Solubility and
4A % Union of Pure and Applied Henry's Law Constants of
Chemistry, Vol. 38, Pergamon Press, |Organic Compounds
Oxford 1988 (Section 5)
0.181 g/kg 181| 168.964665|25 °C Shiu, W.-Y., and Ma, K.-C.J. Phys. |9 Aqueous Solubility and
2B % Chem. Ref. Data.2000,29, 41. Henry's Law Constants of
Organic Compounds
(Section 5)
0.22 g/kg 220| 169.284625(40 °C Solubility Data Series, International |9 Aqueous Solubility and
4A % Union of Pure and Applied Henry's Law Constants of
Chemistry, Vol. 38, Pergamon Press, |Organic Compounds
Oxford. 1988 (Section 5)
EHC 185 mg/L 185 4A X 2.2 Physical and
chemical properties
EPI Suite 2299 2299 214.61313|25°C WSKOWWIN (Q)SAR
mg/L[2BEA E
DEEAL 2C X
THTE
oc) 1
HSDB 1.62E+2 162]| 151.228043|25 °C Sanemasa | et al; Bull Chem Soc CHEMICAL/PHYSICAL
mg/L 2B O Jpn PROPERTIES: >
18: 1111-230 (1982) SOLUBILITIES:
IUCLID 0~2vol% |HEIHMER 25°C 3 x p.21
7]
156 mg/L 156] 145.627004]25 °C 4A x p.21
IUPAC 1.96 19600( 19641.2132|293 K RNiE (48 Table 2. Tentative Values
g(1)/100g L)) 4C X of the Solubility of p-
sin Xvlene (1) in Water (2)
1.6 16000| 16033.6434|293 K NiE (48 Table 2. Tentative Values
9(1)/100g fal) 4C X of the Solubility of p-
sin Xvlene (1) in Water (2)
Mackay 200 mg/L 200| 186.701288(25 °C Z M th,shake experiment oB » Andrews & Keefer 1949 p.467
flask-UVv al result
214.5 mg/L 214.5] 200.237131|25 °C 0 experiment Tewari et al. 1982c p.467
{th,generator al result
column- 2B X
HPLC/UV,
GCI/ECD
182 mg/L 182| 169.898172|25 °C D (Bl [HPLC-k' Hafkenscheid & Tomlinson 1983a p.467
EE) correlation, oB 9
converted from
reported v W
214 mg/L 214 199.770378(25 °C 0 experiment Wasik et al. 1983 p.467
{th,generator al result 2B X
column-HPLC
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BEAMILFEHERLES 125
MERH p-F¥LYv
CASE =S 106-42-3
IKBRRE
RET—4 .
. . gi—mr |OCEBTS s 3 RIS ] s |(EREMES | T BT . é
wERE | Ao | 0N | kemE | TLE pH BBAEE | OLP | relabiity |¥—257¢| BOMESE | EoBEOHM@ (70,7 5F—R% % ik R—UBSE
g [mg/L] /m X 0)5%3'5 ~ 7_—“,{_
215 mg/L 215| 200.703884(25 °C D experiment Miller et al. 1985 p.467
{th,generator al result 2B o
column-
GC/ECD
190 mg/L 190| 177.366223|25 °C % M 1th,shake experiment Lo et al. 1986 p.467
flask- al result 2B x
radiometric
180 180] 168.031159|25 °C[temp Shaw 1989b p.467
mg/L[IUPAC range 0— 2B x
recommend 90°C]
ed valuel
169 mg/L 169| 147.607042(30 ° D experiment Chen & Wagner 1994c p.467
C[measure fth,equilibrium al result oB x
d range 30 flow cell-GC
—=100°C]
198 mg/L 198| 184.834275(25 ° Z M th,shake experiment Bohon & Claussen 1951 p.467
C[measure flask-UV al result 2B %
d range
0.4-85°C1
185 mg/L 185| 172.698691|25 °C % M1th,shake experiment 2B % Polak & Lu 1973 p.467
flask-GC al result
156 mg/L 156| 145.627004(25 °C Z M 1th,shake experiment 2B % Sutton & Calder 1975 p.467
flask-GC al result
163 mg/L 163| 152.161549]25 °C Z D fth,shake experiment oB % Hermann 1972 p.467
flask-GC al result
157 mg/L 157| 146.560511|25 °C % M1, shake experiment 2B % Price 1976 p.467
flask-GC al result
157 mg/L 157| 146.560511|25 °C Z Dfth,shake experiment 2B % Krzyzanowska & Szeliga 1978 p.467
flask-GC al result
191 mg/L 191 191|120 °C Z Dfth,shake experiment oB % Ben-Naim & Wiff 1979 p.467
flask-UV al result
163 mg/L 163| 152.161549(25 ° Z M fth,vapor experiment Sanemasa et al. 1982 p.467
C[measure saturation-UVvV al result 2B 0O
d range 15 spec.
—45°C]
Merck [Insol in BHA#ER 3 x
water] )
MOE##AEE (162 mg/L 162| 151.228043|25 °C Howard, P.H., and Meylan, W.M. ed.|p.2. 1. $EICEAT &
fili (1997): Handbook of Physical ARHEBIE(2) MBI
oB % Properties of Organic 7N
Chemicals, Boca Raton, New York,
London, Tokyo, CRC Lewis
Puhlichare: 173
198 mg/L 198| 184.834275(25 °C Verschueren, K. ed. (2001): p.2. 1. YMBICEHT &
Handbook of Environmental Data on |AMEIE(2) ML MM
Organic Chemicals, 4th 7N
2B X

Edition, New York, Chichester,
Weinheim, Brisbane, Singapore,

Toronto, John Wiley & Sons,
lne (CD_ PO
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IKBRRE
RET—4 .
. . gi—mr |OCEBTS s 3 RIS ] s |(EREMES | T BT ‘ é
wERe | okaEmE | p SN0 | AmmE | TEE pH BBAEE | OLP | relabiity |¥—257¢| BOMESE | EoBEOHM@ (70,7 5F—R% % ik R—UBSE
g [mg/L] /m X @Eﬁ;'i ~ 7_—“,{_
181 181| 168.964665|25 °C Lide, D.R. ed. (2006): CRC p2. 1. YMEICEHAYT HE
mg/1000g Handbook of Chemistry and Physics, | ABZEIE(2) ¥E{LAHE
86th Edition (CD-ROM 7N
3 x Version 2006), Boca Raton, Taylor
and Francis. (CD-ROM).
4) O'Neil, M.J. ed. (2006): The Merck
Indav . An Encvuclaonadia
NITE#IEA!) |162 mg/L[p- 162] 151.228043|25 °C SRC, Syracuse Research p.3
AU FHEE ] Corporation.PhysProp Database,
2B @) North Syracuse, NY.
(http://esc.syrres.com./interkow/phys
demao htm A & 21 ) 2002
PhysProp 162 mg/L 162]| 151.228043|25 °C experiment 2B 0 SANEMASA,| ET AL..1982.
al result
REACH&#k |156 156| 145.627004|25 °C 7[data not no data |2: reliable key study experiment Yalkowsky, S.H. And He, Exp Key Water
¥R mg/L[moder reported. with al result Y.Handbook of aqueous solubility solubility.001
ately soluble pH not restrictions 4A x data..2003,CRC Press.
(100-1000 stated, so
mg/L)] assumed
standard 1
SIDS 162 mg/L 162| 151.228043]25 °C key study 2A X p.3
BXF MA&E  |160 mg/L 160| 149.36103|25+1 °C OECD TG 105 experiment 1B »
E 3 al result

10




ERE®R

B mitEYERLES [125
MELW p-F Lo
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4
logPow
IRET—4
i _ | s B BHRIZS T . o st | FHEIIZSTY i
RS | gRR | YT e | HBEEE | Ol | bty |5T-X574 (EOWE | BOESOHE |F0,7| 6125 % Xk R—CES%
A< D% TA—
1|ATSDR 3.15 3.15 2B O Hansch 1995 p.187
2|CRC 3.15 3.15 25°C Sangster, J..J. Phys. Chem. Ref. 38 Octanol-Water
2B (@) Data.1989,18, 1111. Partition Coefficients
(Section 16)
3|EHC 3.15 3.15 2B o 2.1 |dentity 2.2 Physical
and chemical properties
4|EPI Suite 3.09 3.09 KOWWIN (Q) SAR 2C X
5|HSDB 3.15 3.15 Hansch, C., Leo, A., D. Hoekman. CHEMICAL/PHYSICAL
Exploring QSAR - Hydrophobic, PROPERTIES: >
2B O Electronic, and Steric Constants. OCTANOL/WATER
Washington, DC: American Chemical |PARTITION
Saocietv.. 1995 p. 43 COFFFICIENT:
6/IUCLID 3.15 3.15 no data experimental 4A o p.21
result
7|Mackay 3.15 3.15 25°C 2B % Leo et al. 1971; Hansch & Leo 1985 |p.469
8 3.48 3.48 25°C Z D ith,RP- estimated by Sherblom & Eganhouse 1988 p.469
HPLC-k ' calculation
capacity 4C X
factor
correlations
9 3.15[recom|3.15 25°C 2B o Sangster 1989, 1993 p.469
mended]
10 3.35 3.35 25°C D estimated by Govers & Evers 1992 p.469
fth,normal calculation 4C <
phase HPLC-
k ' correlation
11 3.15[recom|3.15 25°C 2B o Hansch et al. 1995 p.469
mended]
12 3.2 3.2 25 °C 2B X Hansch & Leo 1979 p.469
13 3.1 3.1 25 °C Z D, HPLC- estimated by Hanai et al. 1981 p.469
k' correlation calculation 4C X
14 3.28 3.28 25°C Z DO fth, HPLC- estimated by Hammers et al. 1982 p.469
k' correlation calculation 4C X
15 3.18 3.18 25°C 0 experimental Tewari et al. 1982b,c p.469
{th,generator result
column- 2B x
HPLC/UV,
GC/ECD
16 3.29 3.29 25°C Z D ith,HPLC- estimated by Tomlinson 1983b p.469
k' correlation calculation 4C X

11
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Al S i TRHIRIZEHS F ] (e g S | FHEII=ES
&R E & H—RE | *’E?“; pH HEBAHEE GLP reliability 6#—;(;7‘-'4 Enigss EDTEXEDFEM | s 5F%—R43 &% Xk R—CEESE
: D% TA—

17 3.18 3.18 25°C 0 experimental Wasik et al. 1983 p.469
fth, generator result oB <
column-
HPLC/UV

18 3.29 3.29 25°C Z D fth,HPLC- estimated by Garst 1984 p.469
RV calculation 4C x
correlation

19 3.36 3.36 25°C Z D, RP- estimated by Sherblom & Eganhouse 1988 p.469
HPLC-k ' calculation
capacity 4C X
factor

12
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BEHHEFEMEELES 125
MER p-FLv
CASE= 106-42-3
4
Koc
BR7—3 TBEIRICHIT EHEIIZ S 1+
N BRI =z | LI
th@Rs | AE it MOREMEER on | tmas | smmEs | e | relebity 3¥-257¢| WOWE | @omSOHE RRIES a5 —=x5 i Xk R—UERS
8% TA—
1[ATSDR logKoc 2.31 204.1737945 2B X Abdul 1997 p.187
2|EPI Suite Koc 541.4 L/kg[2B |541.4 KOCWIN (Q)SAR
LUEtDEER 2C x
WTHRE
c) 1
3|HSDB Koc 246~540 393 2B % C\‘)Nalton BT et al; J(Envir)on ENVIRONMENTAL FATE:
ual 21: 552-558 (1992
4|Mackay logKoc 2.24 173.7800829 aquifer % Mfth,aquifer Z0fth GAIE  |aquifer material Schwarzenbach & Westall p.469
material  |material with f fE) with f OC of 1981
with f OC |OC of 0.006 0.006 and
of 0.006 |and measured measured ) x
partition coeff. partition coeff. K P
KP =1.04 =1.04 mL/g.
mL/g.

11

12

logKoc

3388.441561

2.52

331.1311215

average 5
soils and 3
sediments

Z D1, batch
equilibrium

0
{th,sorption
isotherms by
batch
equilibrium
and column

avnarimmantc

experimental
result

experimental
result

2B

JTXRRIZ(£3400mL/g&ER &, [Pennell et al. 1992

Schwarzenbach & Westall
1981

p.469

logKoc

2.43

269.1534804

Z D th,RP-
HPLC-k '
correlation
including MCI
related to
non-
dispersive
intermolecular

n 4

estimated by
calculation

4C

Hong et al. 1996

p.469

13
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4
Koc
I F—4 _
: g—%E |[MEss s GRS . e |(EEEMES [FEENISST . .
1EERIRE B HHE & IL /k]“ oy pH TEEH | REBRAERE GLP reliability | &F—R27 4 EDFELE EDFEEDFEM '“:‘,] 5% —R4 &% Xk R—TEFE
g /m I GDE%I—: -~ 7_‘_\4_
13 logKoc 2.44 275.4228703 D estimated by Hong et al. 1996 p.469
fth,hydrogen- calculation
bonding 4C x
indicator
variahle
14 logKoc 2.37 234.4228815 Z M fth HPLC- Zhfth GAIE |HPLC-screening Muller & Kérdel 1996 p.470
screening fi&) method 2B X
method
15 logKoc 2.49 309.0295433 |2.3 natural zh experimental Dewulf et al. 1999 p.470
sediment |{th,EPICS- result
from River |GC/FID
Leie, 2B x
organic
carbon f
oC =
16 logKoc 2.75 562.3413252 (3.8 natural zh experimental Dewulf et al. 1999 p.470
sediment |[{h,EPICS- result
from River |GC/FID
Leie, 2B X
organic
carbon f
oC =
A 4120
17 logKoc 2.65 446.6835922 |6.2 natural zh experimental Dewulf et al. 1999 p.470
sediment |{th,EPICS- result
from River |GC/FID
Leie, 2B x
organic
carbon f
oC =
18 logKoc 2.76 575.4399373 |8 natural zh experimental Dewulf et al. 1999 p.470
sediment |[{th,EPICS- result
from River |GC/FID
Leie, 2B X
organic
carbon f
oC =
A 4120
19 logKoc 2.79 616.5950019 |13.5 natural zh experimental Dewulf et al. 1999 p.470
sediment |{t,EPICS- result
from River |GC/FID
Leie, 2B x
organic
carbon f
oC =
20 logKoc 2.76 575.4399373 |18.6 natural ) experimental Dewulf et al. 1999 p.470
sediment [4th,EPICS- result
from River |GC/FID
Leie, . 2B (@)
organic
carbon f
oC =

A 4100/

14
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BAFEItEYEELES 125
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4
Koc
I 7 — 4 ’ _
. —®E  [EEss rpas Sk . I = L . e
1EERIRE B 1HH & [L/ke] B pH TEEY | RBRAESE GLP reliability | &% —R2T 4 EDELE EDEHEDFEM | =1 5 5% —R4 &% Xk R—CEFE
g. /ML= 0);223!—: -~ 7_‘_»4_
21 logKoc 2.78 602.5595861 |25 natural zh experimental Dewulf et al. 1999 p.470
sediment |[{h,EPICS- result
from River |GC/FID
Leie, 2B X
organic
carbon f
oC =
A 4120/
22 logKoc 242 263.0267992 sediment |Z Mt batch experimental Vowles & Mantoura 1987 p.469
4.02% OC |equilibrium- result
from GC 2B X
Tamar
ashiiary
23 logKoc 2.27[average] |186.2087137 soils: Delle Site 2001 p.470
organic
carbon OC 2B X
20.1%
24 logKoc 2.31[average] |204.1737945 soils: Z Dt Delle Site 2001 p.470
organic
carbon OC 2B x
2 0.5%
25 logKoc 2.21[average] |162.1810097 soils: Z Dt Delle Site 2001 p.470
organic
carbon 0.1 2B x
<0C<
0 "%
26| MOE#)#A5Tf |Koc 364[246 ~540 |364 Hazardous Substances Data [p.3. 1. #MEIZET &
DA 18] oB x Bank AHIBIEQR) REEMGICH
(http://toxnet.nim.nih.gov/, T HEMRMEE
2010 3 16 IB7F)
27|NITE#IHAY) X |Koc 39~2600 1319.5 experimental FIULUEKRDETAHEY. p- |SRC, Syracuse Research p.3
I FHEE result oB y FLLYDIEDHTIEAELND |Corporation.PcKocWin
THRALGZWL Estimation Software, ver. 1.66,
North Svraciise NY 2003
28|REACH#Z %1% |Koc 537 537 soil OECD TG no 1: reliable key study experimental Hodson J and Williams Exp Key Adsorption /
] 121 without result NA.The estimation of the desorption.001
restriction B o adsorption coefficient (Koc) for

soils by high performance
liquid
chromatography.1988,Chemos

nhara 17 QA7 77
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EXRIFH

ALY ER LES 125
Y& £ ¥R p—FLY
CASE= 106-42-3
4
AU —RE
RET—4
. 2 == TEERIRIZE T = gz = | SIS E T
g 1)— ML a ~,| % . e —_ e e = a J 3 o e =
HE R e BiomE - MERE | ity |2%¥—2574| EomE | Eomgone |FRE7| zr—2s i i R—UESE
RE [Pa-m”3/mol] m OLIE vy Pyt
1|ATSDR 0.0069 atm-m”3/mol |699.1425 2B x Foster 1994 p.187
2|CRC 0.69 kPa m3/mol 690 Shiu, W.-Y., and Ma, K.-C.J. Phys.[9 Aqueous Solubility and
2B X Chem. Ref. Data.2000,29, 41. Henry's Law Constants of
Organic Compounds
(Section B)
3|EPI Suite 576 Pa-m”"3/mol 576 (Q)SAR 2C X
4|HSDB 6.90E-3 atm-m”3/mol |699.1425 Foster P et al; CHEMICAL/PHYSICAL
2B X Fresen Environ Bull 3: 318-23 |PROPERTIES: > OTHER
(1994) CHEMICAL/PHYSICAL
PROPFERTIFS-
5(Mackay 762 Pa-m”"3/mol 762 experimental 2B % Sanemasa et al. 1982 p.469
result
6 595 Pa-m”3/mol 595 experimental 2B % Zhang & Pawliszyn 1993 p.469
result
7 575 Pa-m”"3/mol 575 experimental 2B % Dewulf et al. 1995 p.469
result
8 318 Pa-m”*3/mol 318 6 experimental 2B % Dewulf et al. 1995 p.469
result
9 763 Pa-m”"3/mol 763 25 experimental 2B % Dewulf et al. 1995 p.469
result
10 641 Pa- 641 20 experimental BHOXEENSFHEB LTS - [Staudinger & Roberts 1996 p.469
m"3/mol[selected result &, BRoto
from literature 2B X
experimentally
measiired datal
11 678.6 Pa-m*3/mol  |678.6 Z0fth GRIFE |exponential Dohnal & Hovorka 1999 p.469
&) saturator EXPSAT 2B X
technique
12 669.1 Pa-m"3/mol  (669.1 experimental 2B % Ryu & Park 1999 p.469
result
13 604 Pa- 604 20 experimental BHOXFENSFEYZHLTLNST-  |Staudinger & Roberts 2001 p.469
m”3/mol[selected result LoNIZ )R
from literature 2B X
experimentally
measiired datal
14 654 Pa-m”3/mol 654 20 experimental 2B o Ashworth et al. 1988 p.469
result
15 752 Pa-m”*3/mol 752 experimental 2B % Ashworth et al. 1988 p.469
result
16 614 Pa-m"3/mol 614 estimated by 4c % Yaws et al. 1991 p.469
calculation
17 856 Pa-m”*3/mol 856 experimental 2B % Hansen et al. 1993 p.469
result
18 1189 Pa-m”3/mol 1189 experimental 2B % Hansen et al. 1993 p.469
result
19 1576 Pa-m”*3/mol 1576 experimental 2B % Hansen et al. 1993 p.469
result
20 696 Pa-m”3/mol 696 Z0Dfh CGAIE [infinite activity coeff. Li etal. 1993 p.469
&) y = in water 2B »
determined by inert
aas strinnina-GC
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EXRIFH

ALY ER LES 125
MEBH p—FLY
CASE= 106-42-3
4
AU —RE
R e BIRIRICH T i (kb
< = |l == FHRICH =z e — | FHEIIIZE
8RS - P ER O MEER o | elebiy |3%¥—2574| EOWE | EomEomE |FRLC| s%—25 i Xk R—UESE
% arm”3/mol] RE OLIE vy =
21 739 Pa- 739 experimental Robbins et al. 1993 p.469
m*3/mol[same as m- result 2B x
xvlenel
22|NITE#IEAY) X (699 Pa-mA3/mol[699 (699 experimental SRC, Syracuse Research p.3
J FHEE Pa-m3/mol (6.90%10- result Corporation.PhysProp Database,
3 atm-m3/mol)|p-1&] 2B x North Syracuse, NY.
(http://esc.syrres.com./interkow/ph
vedeman hitm /&5 B E) 2002
23|PhysProp 0.0069 atm-m”"3/mol (699.1425 experimental 2B % FOSTER,P ET AL..1994.
result
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4
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IRET—4 __
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EXIEH

4

N

BEMmIEFEYERLES |125
YIE R -FLY
CASES 106-42-3
BCF
AET =2 BRECLT TR BIT
. _=s ERRIZHI — ez | A=
wEEe | uE | SEE| BBWH \oowel @ |mEEomm| @ M—RE | smprme GLP reliabilty | 2¥—287¢| EoEE | Eowmmoxd|FEET| 2x—x4 e ik R—SE
EPI Suite 1 BCF 55.64 L/kg 55.64|BCFBAFWIN (Q)SAR
(wet)[2BLA
FoE%ER 2c x
NTHEE

14.8L/kg

goldfish

Ogata M, Fujisawa K, Ogino Y, &
Mano E (1984) Partition
coefficients

as a measure of
bioconcentration potential of
crude oil compounds in

fish and shellfish. Bull Environ
Contam Toxicol 33- 561-567
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ZE R

BEAFMIEFVEELES 125
WE B p—FIL
CASE = 106-42-3
4
R
RET—4
EHRRICHIT
1FHRIRA R DRE BEHAE DERE Y HEBRGEFE GLP reliability 6=\'——_;<;$é7‘-’4 EDELE EDFEFE DM e 3k R—CESE
D&
1|REACHZ £%1% 68%|% M1th,% ThOD OECD TG 301F |yes 1: reliable key study experimental 1995,1995.8.2. Exp Key Biodegradation in
3 without result water: screening tests.001
restriction
2 87.80%|% Mh,% ThOD OECD TG 301F yes 1: reliable key study experimental 1995,1995.8.2. Exp Key Biodegradation in
without result water: screening tests.001
restriction
3 38%|%Z dth,BOD OECD TG 301C yes 4: not supporting experimental MITI.Biodegradation and Exp Supporting
assignable  [study result Bioconcentration of Existing Biodegradation in water:
Chemical Substances under the [screening tests.002
Chemical Substances Control
Law.2001,National Institute of
Technaolaav and Evaliiation
4 92%|(# M 1th,GC OECD TG 301C yes 4: not supporting experimental MITI.Biodegradation and Exp Supporting
analysis assignable [study result Bioconcentration of Existing Biodegradation in water:
Chemical Substances under the [screening tests.002
Chemical Substances Control
Law.2001,National Institute of
Technalaov and Evaliiation
5| RBEE 40%[O_2 consumption EEETG yes (incl. experimental
certificate) result
6 32%]|0_2 consumption LBETG yes (incl. experimental
certificate) result
7 43%|0_2 consumption LEETG yes (incl. experimental
certificate) result
8 87%|Test mat. analysis LEETG yes (incl. experimental
certificate) result
9 90%| Test mat. analysis {LBETG yes (incl. experimental
certificate) result
10 100%|Test mat. analysis LBETG yes (incl. experimental
certificate) result
11 106%|0O_2 consumption {EZETG yes (incl. experimental
certificate) result
12 111%|O_2 consumption LTETG yes (incl. experimental
certificate) result
13 100%|Test mat. analysis LBETG yes (incl. experimental
certificate) result
14 100%|Test mat. analysis EZETG yes (incl. experimental
certificate) result
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