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-1
-1 1)
|
()
94.93 94.93
-93.662 9 -93.662 9
latm,
OECD(2001)
2)3).4.5).6) 2)3).4.5).6)
3.56 Merck(2013) 3.56
Pa 1.89x10°% 1.89x 1062
25 20
mg/L 1.5x10*? 1.5x10%2
1 1.087 20+1 1.94?
(logPow) = '
Pa
5 743.79 6827
m°/mol
2),9),10) 2),9)
(Koc) L/kg 170 3 172
(BCF) L/kg 3.16%W logPow 8.85%2
(BMF) 1 logPow BCF o 1
13)
1) 27 3
27 1 4
2) OECD(2001) 8) PhysProp(2015-10-02 )
3) Merck(2013) 9) Mackay (2006)
4) NITE(2008) 10) 1UCLID(2000)
5) ECHA(2015-10-02 ) 11) MHLW, METI, MOE(2014)
6) EHC(1995) 12) EPI Suite(2012)
7) MITI(1988) 13) |
OECD(2001) (-93.66 )
SIDS
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3 )
(-93.66 )
OECD(2001) (356 )
SIDS
(356 )
OECD(2001) (1.89x10° Pa)
SIDS OECD(2001) 1,893k Pa
1,420mmHg 1,420mmHg 189.3kPa
1,420mmHg
1,420mmHg 1.89x10°

Pa(1,420 mmHg)

OECD(2001) (1.5x10* mg/L (25 20 ))
SIDS
(1.5x10* mg/L)
logPow
OECD(2001) (1.94) SIDS
GLP (MITI
1988) 25+1 (1.08) (1.08)
Mackay (2006) 2B 2 (682 Pa m¥mol)
PhysProp HSDB
743.7Pa m°mol
Koc
OECD(2001) Mackay(2006) 2B (172 L/kg)
3 (164 L/kg 172 L/kg 174 L/kg) (OECD
2001 Mackay 2006 |UCLID2000) 3 (170 L/kg)
BCF
BCFBAFver.3.01 (8.85 L/kg)
logPow (1.08) SIDS

logPow (1.08)
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logBCF= 0.576
logBCF  logPow

3.16
BMF

BMF  logPow
BMF

BCF

logBCF

1)

0.5
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(L1 =402 )
-2

-2 )
()
NA
25 OH 5x10°
OH 402 molecule/cm?® 2
NA
25 39
2,100 2.4x10°
molecule/cm?® 9
NA
0/,) D)
10,000 \ (15-17%)
25 2
20 PH7.0 2
290nm
23,6
NA
0/,) D)
10,000 \ (15-17%)
20
NA
0/,) D)
40,000 \ (15-17%)
20
1) 27 3
27 11 4
2) OECD(2001)
3) NITE(2008)
4) MHLW, METI, MOE(2014)
5) METI(1989)
6) Howard(1989)
NA:
-1 OH
SIDS reliability (2)
2 (-8 25 ) 3 (5x10° molecule/cm®
1x10° molecule/cm® 2x10° molecule/cm®)
25 OH 5x10° molecule/cm®
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-3
25 1.57x10 cm¥/molecule/sec  NITE 2008
2.4x10% molecule/lcm®
2,100 6 (2,100 )
-1

OECD TG301D (MET! 1988) BOD

17 % 15 %

10 000 (10,000 )

(OECD 2001)
28 Howard 1991

-2
OECD(2001) reliability (2) 2
(1)25 pH 7.0 (4.09x10" sec™)) 20  (2)25
(3x107 sec’? 26.7
(1) (20 ) OECD
TG301D 28 30 40
OECD(2001)
-3
290 nm
(OECD 2001 Howard 1989 NITE 2008
-1
(OECD 2001)
20 ppm 2
-3
OECD TG301D (METI
1988) BOD 17 % 15 %
10,000
(10,000 )
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-3 OECD

47 35
80 144
25 3.8
34 39
-2
(20 )
-1
4 (40,000 )
-2
(20 )
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Dictionary. 15th ed., 2007.
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CRC(2013): Haynes, W. M., ed. CRC Handbook of Chemistry and Physics. 94th ed., CRC Press,
2013-2014.

CRC(2015): Haynes, W. M., ed. CRC Handbook of Chemistry and Physics. 96th ed., CRC Press,
2015-2016.

ECHA: ECHA. Information on Chemicals — Registered substances.

http://echa.europa.eu/web/ guest/i nformation-on-chemical s/registered-substances, (2015-10-02
).

EHC(1995): International Program of Chemical Safety (IPCS). “METHY L BROMIDE”,

Environmental Health Criteria. No. 166. 1995.

http://www.inchem.org/documents/ehc/ehc/ehc166.htm

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

Howard(1989): Howard, P. H. et al. Handbook of Environmental Fate and Exposure Data For
Organic Chemicals. Lewis publishers, 1989.
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Aldrich Sigma-Aldrichi{ZEh404
ATSDR ATSDRCREISZ MY EZRREERSD): [Toxicological Profile |
CCD Hawley’ s Condensed Chemical Dictionary, 15th, John Wiley & Sons, 2007
CRC CRC Handbook of Chemistry and Physics
EHC WHO/IPCS: NRIHREVZ4T")F7 (EHC) |
EPI Suite U.S.EPA EPI Suite
HSDB Hazardous Substances Data Bank (HSDB)
Handbook of Physical-Chemical Properties and Environmental Fate for Organic Chemicals, Second
Mackay i
Edition
Merck The Merck Index, 15th Ed, Merck & Co, 2013
MOE#) # 5¥ (i REBARE XVFEME: [EEME DIREE) X 75T
NITE#) 1Y RVl (3h) B o SR e AT B AR ARAE: (L2 M E D WER R VEFEE |
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E%E LES 9
& TOEAY (BB RIEAFIL)
CASE S 74-83-9
A -
AR
RET—H _
] — [EmE=aTs faames | FHELIE s
TEHRRE EH & rc) " REBHEE GLP reliability #——%’;z—»ﬂ) EDFESE EDEEDHME | o5 l‘)‘%)j-—x’;" #% Xk R—TEBF
= Fq—
1]|Aldrich Bh s -94 °C -94 2B X p.486
2|ATSDR L -93.7°C  |-93.7 - - - - - Windholz M, ed. 1983. The Merck index: |p.53
2B X An encyclopedia of chemicals, drugs, and
biologicals. Rahway, NJ: Merck and
Company, Inc, 865..
3|CCD -94 °C -94 - - - - - 2B X Methyl Bromide
4[CRC -93.7 °C[- [-93.7 - - - - - Frenkel, M., Chirico, R. D., Diky, V. V., Physical Constants of
93.7(0.4)] Kazakov, A., and Muzny, C. D., Organic Compounds
ThermoData Engine, NIST Standard (Section 3)
Reference Database 103b, Version 5.0
(Pure Compounds, Binary Mixtures, and
28 x Chemical Reactions, TDE-SOURCE
Version 5.1), National Institute of
Standards and Technology, Gaithersburg,
MD - Boulder, CO, 2010,
<http://www.nist.gov/srd/nist103b.cfm>..
5|EHC BEE -93°C -93 - - - - - Matheson gas data book (1980) The 2.2.1 Physical
Matheson gas data book. East Rutherford, |properties
2B x New Jersey, Matheson Gas products (A |Table 1
Division of Will Ross), vol 6, pp 361-363..
6[EPI Suite B -105.39 °C [-105.39 MPBPWIN (Q)SAR 2C X
7|HSDB L -93.68 °C [-93.68 CHEMICAL/PHYSICA
2B X L PROPERTIES: >
MELTING POINT:
8[IUCLID Ahe -93 °C -93 no data 4A X p.9
9[Mackay L -93.68 °C [-93.68 - - - - - Lide, D.R., Editor (2003) Handbook of p.1123
2B X Chemistry and Physics. 84th Edition, CRC
Press, LLC. Boca Raton, Florida..

10

12

13[PhysProp _|

11|MOE#)#AT -94 °C 28 IPCS (1994) International Chemical
{i Safety Cards.

14|REACHZ & |Rim
15

15
16(BEF RRE  |Bm

-93.7 - - - - - 2B X p.1
no data |2: reliable weight of 0 The Merck Index: an Encyclopedia of Other WoE Melting
with evidence ft,handbook 4A b Chemicals, Drugs and point/freezing
restrictions Biologicals.2001,Merck and Co., Inc. point.001
-93.7 - - - - - 4A % LR SR 3 ChER R 2. K0171




BEFMLEHEBLES |
MERT JOEA GIBRIEATIL)
CASEE 74-83-9
4
B
LS ERRIZH1TS XIS
=5 |101.325 kPa WRICE - = |aHi I IH
wans | ma | BER canam| MEEM | mmmas | ol | ey | *—25740 | Boms | mommonE [FPL7| 1553 % it R—UERE
Alcl B3k - 27—
1[Aldrich 4°C 4 4A X p.486
2|ATSDR 36°C 3.6 - - - - - Windholz M, ed. 1983. The Merck index: |p.53
4A x An encyclopedia of chemicals, drugs, and
biologicals. Rahway, NJ: Merck and
Company. Inc, 865..
3|CCD 3.46 °C 3.46 3.46 760 mmHg |- - - - - 2B x Methyl Bromide
4|CRC 3.4° 3.4 3.4 760 mmHg |- - - - - Frenkel, M., Chirico, R. D., Diky, V. V., Physical Constants of
C[3.4(0.1)] Kazakov, A., and Muzny, C. D., Organic Compounds
ThermoData Engine, NIST Standard (Section 3)
Reference Database 103b, Version 5.0
2B X (Pure Compounds, Binary Mixtures, and
Chemical Reactions, TDE-SOURCE
Version 5.1), National Institute of
Standards and Technology, Gaithersburg,
MD — Boulder, CO, 2010,
<http://www.nist.gov/srd/nist103b.cfm>..
5 35°C 35 - - - - - Flammability of Chemical
4A X Substances (Section 16)
6

@© N

EXIE®

EPI Suite 26.06 °C__|26.06 MPBPWIN (Q)SAR
HSDB 35°C 35 CHEMICAL/PHYSICAL
4A X PROPERTIES: >
BOILING POINT:
IUCLID 36° 36 3.606227 |1013 hPa no data p.9
C[Decomp
osition 4A X
temperatur
e: 194
deareo C1
Mackay 3.5°C 35 - - - - - Lide, D.R., Editor (2003) Handbook of p.1123
4A X Chemistry and Physics. 84th Edition,
CRC Press, LLC. Boca Raton, Florida..

Pl N I I G G G N R AN 7S N
i

IPCS (1994) International Chemical
afe ards.
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EBEAFMEEYEELES |9
ME LR JTOEA (BIBERIEAFIL)
CASE= 74-83-9
‘~
e
ET—4 —
_ == [101.325 kPa] |, EHRICHTS =gz | A IS8
waEa | aa | B EE ares AEES | moomizs | olp | relabiity *=25700 | gomE | EomSORE fEHES e iz sk NevEEE
A [°C E Tq—
3.56 °C 3.56 LIRS 3 (ABEHRARH) . K0171




EXIE®

BEFMEFMERLES |9
WEEH TOEASY (BIBARIEAFIL)
CASES 74-83-9
4
AKE
ETF—5 )
. G—%i 20°CI=&B 1T s | . . o ﬁiﬁfﬁl:@l‘f% _ RS EiiiEs .
RSB ERE [Pa] ® éﬁ?}ﬁ: ey HEBRAEEF GLP reliability *—%’;z»fﬂ) EDTEHE | [EDFEEDFHM ‘=>7 Hé_i\’-—;{’;'l % Xk R—CHSEH
a & TA—
1]|Aldrich 1420 189317.8 |189317.8 |20 °C p.487
mmHg[2.0
M in diethyl 28 x
ether]
2 3945 525956.7 |58975.74 |55 °C p.487
mmHg[2.0
M in diethyl A x
ether]
3 1420 189317.8 |189317.8 |20 °C p.486
2B X
mmHg
4|ATSDR 1420 189317.8 |189317.8 |20 °C - - - - - Mabey WR, Smith JH, Podoll RT, et |p.53
mmHg al. 1982. Aquatic fate process data for
organic priority pollutants. Report to
2B x U.S. Environmental Protection
Agency, Office of Water Regulations
and Standards, Washington, DC, by
SRl International, Menlo Park, CA.
EPA 440/4-81-014..
5|CCD 1250 166653 166653 20°C - - - - 28 » - Methyl Bromide
mmHg
6|EHC 1893 kPa 1893000 |1893000 (20 °C - - - - 1893 kPa (1420 mmHg) Windholz M (1983) The Merck index, |2.2.1 Physical properties
2B x 10th ed. Rahway, New Jersey, Merck |Table 1
& Co., Inc., p 865..
7|EPI Suite 211000 211000 1495785 |25°C MPBPWIN (Q)SAR
Pa[2BLLE
DEEAWN 2C X
THE
(20) 1
8|HSDB 1893 1893000 |1893000 |20°C CHEMICAL/PHYSICAL
kPa[(1420 PROPERTIES: >
mm Hg)] 2B X OTHER
CHEMICAL/PHYSICAL
PROPERTIES:
9 1620 215982.2 |153110.4 |25°C CHEMICAL/PHYSICAL
mmHg 2B X PROPERTIES: >
VAPOR PRESSURE:
10|IUCLID 1660 hPa |166000 166000 20°C no data 4A x p.9
11[Mackay 256550 Pa 256550 |181869  [25°C - - - W& (4 |interpolated- - p.1123
f&) Antoine eq.
regression, temp 4C X
range —96.3 to
3.6°C




EXIE®

BRI FMERLES |9
WEEH TOEASY (BIBARIEAFIL)
CASES 74-83-9
4
AKE
ETF—5 )
. Gz |OCRT | e | IR - o] FEIIH .
RSB AKE [Pa] " é[ﬁ%ﬁh—: A HEBAEE GLP reliability =\’-—%’);g—ord) ENELE | EDFEHDFM 99 [1%F—2% % Xk R—CHSEH
a & TA—

12 217700 Pa |217700 154328.1 |25°C - - estimated |calculated- 217700 (calculated-Antoine  [Dreisbach, R.R. (1955-1961) p.1123
by Antoine eq. eq., Dreisbach 1959, 1961)  |Physical Properties of Chemical
calculation log (P/mmHg) = 6.95965 — Compounds. Am. Chem. Soc. Adv.

986.59/(238.32 + t/°C); temp  |Chem. Series 15 (1955), 22 (1959)
range —58 to 53°C (Antoine  |and 29 (1961). Washington DC..
eq. for liquid state,
4C x Dreisbach 1959, 1961)
log (P/mmHg) = 6.95965 —
986.590/(238.32 + t/°C);
pressure range of 10 to 1500
mmHg (Antoine eq. from
correlation of selected lit. data,
Li & Rossini 1961)

13 183900 Pa|183900 130367.2 |25°C - - estimated |calculated- 183900 (calculated-Antoine  |Weast, R.C., Editor (1972-73) p.1123
by Antoine eq. eq., Weast 1972-73) Handbook of Chemistry and Physics.
calculation log (P/mmHg) = [-0.2185 x 53rd Edition, CRC Press Inc.,

4C X 5925.9/(T/K)] + 7.482362; Cleveland, Ohio..
temp range —96.3 to 190°C
(Antoine eq., Weast
1972-73)

14 218930 Pa |218930 155200.1 [25°C - - estimated |calculated- 218930 (calculated-Antoine Kudchadker, A.P., Kudchadker, S.A., [p.1123
by Antoine eq. eq., Kudchadker et al. 1979) [Shukla, R.P., Patnaik, P.R. (1979)
calculation log (P/mmHg) = 7.08823 — Vapor pressures and boiling points of

4C x 1044.42/(244.684 + t/°C) selected halomethanes.
(Antoine eq., Kudchadker et  |J. Phys. Chem. Ref. Data 8, 449—
al. 1979) 517..
15 187000 Pa[187000  [187000 |20 °C - - - - Thomas, R.G. (1982) Volatilizaton ~ [p.1123
from water. Chapter 15. In: Handbook
of Chemical Property Estimation
2B % Methods, Environmental
Behavior of Organic Compounds.
Lyman, W.J., Reehl, W.F.,
Rosenblatt, D.H., Editors, McGraw-
Hill, New York..
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219000 Pa

219000

15656249.7 |125°C -

estimated
by
calculation

calculated-
Antoine eq.

4C

216900, 219000 (calculated-
Antoine eq., Boublik et al.
1984)

log (P/kPa) = 6.20369 —
1041.723/(244.36 + t/°C);
temp range —69.9 to 4.5°C
(Antoine eq. from reported
exptl.

data, Boublik et al. 1984)
log (P/kPa) = 6.2243 —
1049.898/(245.319 + t/°C);
temp range —70 to 3.6°C
(Antoine eq. from reported
exptl.

data, Boublik et al. 1984)
log (P/kPa) = 6.21313 —
1044.42/(224.684 + t/°C);
temp range not specified
(Antoine eq., Riddick et al.
1986)

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

p.1123

216900 Pa

216900

153761 25°C -

estimated
by
calculation

calculated-
Antoine eq.

4C

216900, 219000 (calculated-
Antoine eq., Boublik et al.
1984)

log (P/kPa) = 6.20369 —
1041.723/(244.36 + t/°C);
temp range —69.9 to 4.5°C
(Antoine eq. from reported
exptl.

data, Boublik et al. 1984)
log (P/kPa) = 6.2243 —
1049.898/(245.319 + t/°C);
temp range —70 to 3.6°C
(Antoine eq. from reported
exptl.

data, Boublik et al. 1984)
log (P/kPa) = 6.21313 —
1044.42/(224.684 + t/°C);
temp range not specified
(Antoine eq., Riddick et al.

1986)

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

p.1123
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BEFMEFMERLES |9
WEEH TOEASY (BIBARIEAFIL)
CASES 74-83-9
4
AKE
ETF—5 )
; Hi—% 20°CIZH 1T s | . . o ﬁiﬁiﬁl:@l‘f% _ ] EiiiEs .
RSB ERE [Pa] ® é[ﬁ%ﬁﬁ: ey HEBRAEEF GLP reliability =\'——?§’);g—»rd) EDTEHE | [EDFEEDFHM b Hé_i\'——;{’il % Xk R—CHSEH
a & TA—
18 217680 Pa |217680 1543139 [25°C - - - - estimated |calculated- 217680 (calculated-Antoine Stephenson, R.M., Malanowski, S. p.1123
by Antoine eq. eq., Stephenson & (1987) Handbook of the
calculation Malanowski 1987) Thermodynamics of Organic
log (PL/kPa) = 6.08455 — Compounds. Elsevier Science
986.59/(—34.83 + T/K); temp  |Publishing
range 201-296 K (Antoine Co., Inc., New York..
eq., Stephenson &
4C X Malanowski
1987)
log (P/mmHg) = 29.3988 —
2.0406 x 103/(T/K) —7.9966 -
log (T/K) — 4.1899 x 10-10-
((T/K) +5.0174 x 10-6-(T/K)2;
temp range 179-467 K (vapor
pressure eq., Yaws 1994)
19 218630 Pa|218630 154987.4 |25°C - - - - 0 - - Stephenson, R.M., Malanowski, S. p.1123
1, selected (1987) Handbook of the
and Thermodynamics of Organic
summary Compounds. Elsevier Science
of literature 2B x Publishing
data, temp Co., Inc., New York..
range
179.48-
318.15K
20|Merck 1420 189317.8 [189317.8 |20 °C - - - - - 2B 1) - Monograph Number:
mmHg 0006029
21[MOE##i3F [166 kPa [166000 [166000  [20 °C - - - - - - Lewis, R.J., Jr (1993) Hawley's p.1
1 2B % Condensed Chemical Dictionary, 12th
Ed., New York, Van Nostrand
Reinhold.
22(NITE#I#A"Y) [189kPa (189000 189000 20°C - - - - - - Merck (2001) The Merck Index, 13th  |p.2
R FHEE 2B X ed., Merck & Co., Inc., Whitehouse
Station, NJ..
23|PhysProp 1620 215982.2 |153110.4 |25°C - - - - experiment |- 2B x - DAUBERT,TE & DANNER,RP (1985). [p.1
mmHg al result
24|REACHZ 8% (1420 189317.8 |189317.8 |20 °C no data |4: not weight of Z 01t (8l [experimental and 1978 Other WoE Vapour
[ mmHg assignable [evidence EfE) handbook 4A x pressure.001
25|SIDS 1893 1893000 |1893000 |20°C T 0,7 key study p.5, 7, Dossier p.59-60
kPa(1,420 2A x
mmHg)
26|BATF RARE (11408 152094.2 (207910.6 |15.6 °C - - - - - 4A % - K0171
mmHg




BEAER

EBEFMELEMEBELES |9
MELZH TOEAY (BIARIEAFIL)
CASES 74-83-9
4
KIBHRE
WET—4
« s—xm [OCEBIS mman . b LT g |fEHENES| RIS ;
BHRR KBRE | [ KBME | ° aE pH HEBRAEE GLP reliability | ¥ —2571 | EOEE | EOBBEOHM | =0, 7| TEF—RE "% pay R—OESE
€ [me/L] m D3k =
1|ATSDR 0.9g/L 900 900(20 °C - - - Verschueren K. 1983. Handbook of |p.53
environmental data on organic
2B X chemicals. 2nd ed. New York: Van
Nostrand Reinhold Company, 835-
836..
2 13.4~18.1 15750 15750|20 °C - - - EPA. 1986b. Health and p.53
g/l environmental effects profile for
methyl bromide. Cincinnati, OH: U.S.
2B X Environmental Protection Agency,
Office of Health and Environmental
Assessment. ECAO-CIN-P182.
EPA/600/X-86/171..
3 13 g/L 13000 13000|20 °C - - - Lyman WJ, Reehl WF, Rosenblatt  |p.53
DH. 1982. Handbook of chemical
property estimation methods:
2B X . . .
Environmental behavior of organic
compounds. New York, NY: McGraw-
Hill Book Company..
4|CCD [forms a - - - Methyl Bromide
voluminous
crystalline 3 x
hydrate with
cold water.]
5|CRC 1.8 mass 18329.9389( 18329.9389(20 °C - - - Mackay, D., and Shiu, W. Y., J. Aqueous Solubility and
%[1 atm] Phys. Chem. Ref. Data, 10, 1175, Henry's Law Constants of|
2B X h
1981.. Organic Compounds
(Section 5)
6 18.3 g/Kg[1 18300 18300(20 °C - - - Mackay, D., and Shiu, W. Y., J. Aqueous Solubility and
atm] 28 % Phys. Chem. Ref. Data, 10, 1175, Henry’s Law Constants of|
1981.. Organic Compounds
(Section 5)
7 [slightly - - slH 2 O Physical Constants of
soluble] 3 X Organic Compounds
(Section 3) etc
8|EHC 15.4 g/L 15400| 14375.9991(25 °C - - - Wilhelm E, Battino R, & Wilcock RJ |2.2.1 Physical properties
28 % (1977) Low pressure solubility of Table 1
gases in liquid water. Chem Rev, 77:
219-262..
9 18 g/L 18000 1800025 °C - - - Mackay D & Shiu WK (1981) A 2.2.1 Physical properties
critical review of Henry's Law Table 1
2B X Constants for chemicals of
environmental interest. J Phys Chem
Ref Data, 10: 1175-1199..
10 16 g/L 16000 16000(20 °C - - - Atochem (1987) Fumyl-o-gas. Fiche |2.2.1 Physical properties
2B X de donnees de securite. Paris, Table 1
Groupe EIf Aquitaine, 4 pp..




BEAER

EBEFMELEMEBELES |9
MELZH TOEAY (BIARIEAFIL)
CASES 74-83-9
4
KIBHRE
WET—4
« s—xm [OCEBIS mman . b LT g |fEHENES| RIS ;
BHRR KBRE | [ KinmgE | ° aE pH HEBRAEE GLP reliability | ¥ —2571 | EOEE | EOBBEOHM | =0, 7| TEF—RE w&E pay R—OESE
¢ [me/L] il D3k ~ Fa—
Mg
11 [forms a - - - - Windholz M (1983) The Merck index, |2.2.1 Physical properties
voluminous 10th ed. Rahway, New Jersey, Merck|Table 1
crystalline & Co., Inc., p 865..
hydrate 3 X
(CH3Br.20H
20) below 4
°C]
12 18.5 g/l 18500 18500(20 °C - - - - Wilhelm E, Battino R, & Wilcock RJ |2.2.1 Physical properties
28 % (1977) Low pressure solubility of Table 1
gases in liquid water. Chem Rev, 77:
219-262..
13|EPI Suite 3235 3235| 3019.89333|25 °C WSKOWWIN (Q)SAR
mg/L[2B LA
tofEERA 2C X
WTHEE
(20) ]
14(HSDB 15200 mg/L 15200| 14189.2979(25 °C CHEMICAL/PHYSICAL
2B X PROPERTIES: >
SOLUBILITIES:
15 18.5g/L 18500 1850025 °C CHEMICAL/PHYSICAL
2B X PROPERTIES: >
SOLUBILITIES:
16 134 g/l 13400| 12508.9863(25 °C CHEMICAL/PHYSICAL
2B X PROPERTIES: >
SOLUBILITIES:
17(lUCLID 16 16000| 21606.8143|0 °C no data p.10
g/L[Methyl
bromide
slowly
hydrolyses 4A X
to
bromohydric
acid and
methanoll
18|Mackay 14400 mg/L 14400| 13442.4927|25 °C - - - - Irmann, F. (1965) Eine einfache p.1123
korrelation zwischen
2B % wasserloslichkeit und struktur von
kohlenwasserstoffen und
halogenkohlenwasserstoffen.
Chem. Eng. Tech. 37, 789-798..
19 900 mg/L 900 900]20 °C - - - - Verschueren, K. (1977) Handbook of [p.1123
28 % Environmental Data on Organic
Chemicals. Van Nostrand Reinhold,
New York..
20 15223 mg/L 15223| 14210.7685(25 °C - - - 0 Horvath, A.L. (1982) Halogenated p.1123
1, summary Hydrocarbons. Solubility-Miscibility
of literature with Water. Marcel Dekker, Inc., New
data, temp 2B X York and Basel..
range 5-
80°C




EBEFMELEMEBELES |9
WEEH TOEAEY RIBRIEAFIL)
CASES 74-83-9
4
KIBHRE
WETF—4 _
« s—xm [OCEBIS mman s I e g |fEHENES| RIS s
BHRR IKBMRE Tme/L] IKTERREE aE pH HEBRAEE GLP reliability | ¥ —2571 | EOEE | EOBBEOHM | =0, 7| TEF—RE w&E 3k R—OESE
c [mg/L] m= Dk = 7
Mg
21 17500 mg/L 17500 17500(20 °C - - - - - - Windholz, M., Budavari, S., Blumetti, [p.1123
R.F., Otterbein, E.S., Editors (1983)
2B X The Merck Index. 10th Edition, Merck
& Co,, Inc., Rahway,
New Jersey..
22 13400 mg/L 13400| 12508.9863(25 °C - - - - - - Jolles, Z.E., Editor (1966) Bromine  |p.1123
2B X and Its Compound. Ernest Benn,
London..
23 12930 mg/L 12930| 12070.2382(25 °C - - - - - - Korenman, .M., Gur'ev, l.A., Gur’ p.1123
eva, Z.M. (1971) Solubility of liquid
2B X aliphatic compounds in water. Zh.
Fiz. Khim 45, 1866.
(VINITI No. 2885-71)..
24 13410 mg/L 13410| 12518.3213(25 °C ZOfth,vapor |- - - - - Haight, G.P. (1951) Solubility of p.1123
saturation- methyl bromide in water and in some
gravitational 2B % fruit juices. Ind. Eng. Chem. 43, 1827
method, —1828..
measured
range 10-32°C
25 20700 mg/L 20700 20700|20 °C 0 - - - - 20700, 24140 (20°C, 25° |Glew, D.N., Moelwyn-Hughes, E.A.  [p.1123
1, gravitational 2B % C, gravitational method, |(1953) Chemical statics of the methyl
method Glew & Moelwyn-Hughes|halides in water. Disc. Faraday Soc.
1953) 15, 150-161..
26 24140 mg/L 24140| 22534.8454(25 °C z0 - - - - 20700, 24140 (20°C, 25° |Glew, D.N., Moelwyn-Hughes, E.A.  [p.1123
1, gravitational 2B % C, gravitational method, |(1953) Chemical statics of the methyl
method Glew & Moelwyn-Hughes|halides in water. Disc. Faraday Soc.
1953) 15, 150-161..
27|Merck 1.759/100 g 17500 17500(20 °C - - - - - Soly in water (20°, 748 Monograph Number:
2B X mm): 1.75 g/100 g of 0006029
soln
28|MOE##AEF (1.5 mL/100 25500 25500)20 °C - - - - - - IPCS (1994) International Chemical |p.1
{ii mL A x Safety Cards.
29(NITE#H#AY [17.5g/L 17500 17500|20 °C - - - - - - Merck (2001) The Merck Index, 13th [p.2
R FHliE 2B X ed., Merck & Co., Inc., Whitehouse
Station, NJ..
30|PhysProp  [15200 mg/L 15200 14189.2979(25 °C - - - - experiment |- - DAUBERT,TE & DANNER,RP p1
al result 28 i (1985).
31|REACHE$% (1.32 g/L 1320 EU Method yes 4: not weight of Z0fth Al |Literature search 1992|Other WoE Water
R A.6,EU Method assignable |evidence FEfE) solubility.001
4A X
A.6 (Water
Solubility)
32 1.38 g/L 1380 EU Method yes 4: not weight of Z0fth Al |Literature search 1992|Other WoE Water
A.6,EU Method assignable |evidence EfE) solubility.001
4A X
A.6 (Water
Solubility)
33[SIDS 16.1 16100( 15029.4536(25 °C ZDih,? key study experiment p.5, 7, Dossier p.60
g/L[Apparen al result 2A (@]
t solubility]

BEAER




BEAER

BB ENAELES ]
WE % TREARY FIERAEAFIL)
CASE & 74-83-9
4
IKBHRE
T —5
= |20CIEBEFE| THIRRICHBT TS
wama | kemg | ORE AEHE HEEE | on | mms | olp | relabity s-257<| worw | wonsona BB fax—25 x X L
me/L == [OF F—
34|RFRBRE (18 gL 18000 18000{20%1 °C Z D th, AEFI63 - experiment K0171
ES FEIANMBRIT al result
63E 55985 5| 4A x
Bl 5 ns
ikl
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TOEARY (BIZRIEAFIL)

CAS#ES

74-83-9

4

logPow

RET—45

1R#R%

&

#H—=

;ﬁ'lgs”ﬁ#

mix

pH HERAEE

GLP

reliability

TERRIZH T
BF—RET1
DI

EDEEH

EDIEER D

B8>S
vy

ERS
1% —2R4%
TA—

&%

SCHR

ATSDR

2B

Callahan MA, Slimak MW, Gabel
NW, et al. 1979. Water-related
environmental fate of 129 priority
pollutants. Vol. I. Introduction and
technical background, metals and
inorganics, pesticides and PCBs.
Report to U.S. Environmental
Protection Agency, Office of Water
Planning and Standards,
Washington, DC., by Versar
Incorporated, Springfield, VA. EPA-
440/4-79-029a. NTIS No. PB80-
204373..

CRC

1.19

1.19

25°C -

2B

Mackay, D., Shiu, W. Y., and Ma, K.
C., lllustrated Handbook of Physical-
Chemical Properties and
Environmental Fate for Organic
Chemicals, Lewis Publishers/CRC
Press, Boca Raton, FL, 1992..

Octanol-Water Partition
Coefficients (Section 16)

EHC

1.19

1.19

2B

Hansch C & Leo A (1979)
Substituent constants for correlation
in chemistry and biology. New York,
Chichester, Brisbane, Toronto, John
Wiley & Sons, p 173..

2.2.1 Physical properties
Table 1

IS

EPI Suite

1.18

1.18

KOWWIN

(Q)SAR

2C

HSDB

1.19

1.19

2B

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

(2]

IUCLID

99~99

99

1254 °C

4A

p.9

Mackay

1.19

1.19

25°C Z D1t shake

flask-GC

2B

Leo, A., Jow, P.Y.C,, Silipo, C.,
Hansch, C. (1975) Calculation of
hydrophobic constant (Log P) from
and f constants. J. Med.

Chem. 18, 865-868..

p1123

1.19

1.19

25°C -

2B

Hansch, C., Leo, A.J. (1979)
Substituents Constants for
Correlation Analysis in Chemistry
and Biology. Wiley, New York..

p.1123

1.19

1.19

25°C -

0

{t,recommend

ed

2B

Sangster, J. (1989) Octanol-water
partition coefficients of simple
organic compounds. J. Phys. Chem.
Ref. Data 18, 1111-1230..

p.1123

MOE#] A3

i

1.19

2B

IPCS (1994) International Chemical
Safety Cards.




EXIEH

BEFMELFNEELES |9
YE R TR THEAY (BB RIEAFIL)
CASES 74-83-9
4
logPow
IRET—45 _
B s o L EEEE o |EEEES|FELIH s
BHRES & #f—=E | B pH HERA RS GLP reliability 64’—537{3’5;7'4 ENTELE EDEFEDFMA =>9 (1‘6:\’——5(7 £ SRk R—TEESE
& TA—
11|NITE®ERY  [1.19 1.19 - - - - experimental SRC, Syracuse Research p.2
R FHmE result 28 « Corporation (2005) KowWin
Estimation Software, ver. 1.66, North
Syracuse, NY..
12 1.18 1.18 - - - - Z0f (EE SRC, Syracuse Research p-2
&) H#EE 4 < Corporation (2005) KowWin
Estimation Software, ver. 1.66, North
Syracuse, NY..
13|PhysProp 1.19 1.19 - - - - experimental 2B % HANSCH,C ET AL. (1995). p.1
result
14|REACH#& 8% [1.99 1.99 25°C [pH - not [£® yes 1: reliable [key study experimental 1990 Exp Key Partition
154 available]| tt, California without result coefficient.001
Notice 87-6 restriction
Arizonz 4A x
Groundwater
Protection
Data
15|SIDS 1.94+0.31 |1.94 25°C Z D1, FIFRA [no key study experimental p.5, 7, Dossier p.60
Guideline 63- result 2A X
11
16




EXIE®

it EMEE L ES 9
WEEH TOEAEY (BIBARIEAFIL)
CASES 74-83-9
4
AU —FRH
LS TRERIRI<E T IIZE
> E 3 BERICH( [ SmIs
R = PR |PEERL on | reabiity [2¥—2574| Eomm | wommonE |FRL7|ax—x5 s <k R—UESE
% a-m”3/mol] SREE DIE b ==
1|ATSDR 0.013 atm-m”3/mol [1317.225 - - - - Lyman WJ, Reehl WF, Rosenblatt|p.53
DH. 1982. Handbook of chemical
property estimation methods:
2B x Environmental behavior of
organic compounds. New York,
NY: McGraw-Hill Book Company..
2 0.197 atm-m”3/mol  |19961.025 - - - 2B X - Mabey et al. 1982. p.53
3|CRC 0.63 kPa m”3/mol |630 - - - - Mackay, D., Shiu, W. Y., and Ma, |Aqueous Solubility and
K. C., lllustrated Handbook of Henry's Law Constants of
Physical- Chemical Properties Organic Compounds
2B X and Environmental Fate for (Section 5)
Organic Chemicals, Vol. lll, Lewis
Publishers/CRC Press, Boca
Raton, FL, 1993..
4|EHC 0.533 kPa-m”3/mol |533 - - estimated by calculated using atmospheric pressure|Windholz M (1983) The Merck 2.2.1 Physical properties
calculation 4c % index, 10th ed. Rahway, New Table 1
Jersey, Merck & Co., Inc., p 865..
5|EPI Suite 617 Pa-m"3/mol 617 (Q)SAR 2C x
6|HSDB 7.34E-3 atm-m*3/mol |743.7255 CHEMICAL/PHYSICAL
2B % PROPERTIES: > OTHER
CHEMICAL/PHYSICAL
PROPERTIES:
7|IUCLID 6.24E-3 atm-m"3/mol |632.268 4 » p.11
8|Mackay 631 Pa-m”3/mol 631 - - - 631%; 621 (exptl.-concn ratio, Glew, D.N., Moelwyn-Hughes, p.1123
measured range 5-80°C; calculated- [E.A. (1953) Chemical statics of
P/C, Glew & Moelwyn-Hughes 1953) [the methyl halides in water. Disc.
2B X log {H/(mmHg-L/mol)} = 73.022 — Faraday Soc. 15, 150-161..
22.261+log (T/K) — 4254.8/(T/K); temp
range 278.16-253.16 K (Glew &
Moelwyn-Hughes 1953)
9 687.4 Pa-m*3/mol  |687.4 - - 0t (HE - Yaws, C.L., Yang, J.C., Pan, X. p.1123
fi) ,computed (1991) Henry’s law constants for
value 4C X 362 organic compounds in water.
Chem. Eng. November, 179—
185..
10 204 Pa-m”*3/mol 204 - - - 204, 515 (0, 22°C, distilled water, Elliott, S., Rowland, F.S. (1993) p.1123
headspace-GC, Elliott & Rowland Nucleophilic substitution rates and
o8B x 1993) solubilities for methyl halides in
seawaters. Geophys. Res. Lett.
20, 1043-1046..




EXIE®

it EMEE L ES 9
WEEH TOEAEY (BIBARIEAFIL)
CASES 74-83-9
4
AU —FRH
LS TRERIRI<E T IIZE
> E 3 BERICH( [ SmIs
R = PR |PEERL on | reabiity [2¥—2574| Eomm | wommonE |FRL7|ax—x5 s <k R—UESE
: il o} £]3 Z Fa—
11 515 Pa-m"3/mol 515 - - 204, 515 (0, 22°C, distilled water, Elliott, S., Rowland, F.S. (1993) |p.1123
headspace-GC, Elliott & Rowland Nucleophilic substitution rates and
2B x 1993) solubilities for methyl halides in
seawaters. Geophys. Res. Lett.
20, 1043-1046..
12 596 Pa*m”"3/mol 596 - - - De Bruybn W.J., Saltzman, E.S. |p.1123
(1997) The solubility of methyl
2B x bromide in pure water, 35%o
sodium chloride and seawater.
Marine
Chem. 56, 51-57..
13 490 Pa-m”3/mol 490 - z0 - 490 (20°C, selected from reported Staudinger, J., Roberts, P.V. p.1123
fth,selected experimental determined values, (2001) A critical compilation of
from reported Staudinger & Roberts 2001) Henry's law constant temperature
experimental 2B % log K_AW = 3.468 — 1221/(T/K) dependence relations for organic
determined (summary of literature data, compounds in dilute aqueous
values Staudinger & Roberts 2001) solutions. Chemosphere 44, 561—
576..
14 621 Pa-m”3/mol 621 - estimated by |calculated-P/C 631%; 621 (exptl.-concn ratio, Glew, D.N., Moelwyn-Hughes, p.1123
calculation measured range 5-80°C; calculated- [E.A. (1953) Chemical statics of
P/C, Glew & Moelwyn-Hughes 1953) [the methyl halides in water. Disc.
4C X log {H/(mmHg-L/mol)} = 73.022 — Faraday Soc. 15, 150-161..
22.261+log (T/K) — 4254.8/(T/K); temp
range 278.16-253.16 K (Glew &
Moelwyn-Hughes 1953)
15 733 Pa-m”"3/mol 733 - - - Swain, C.G., Thornton, E.R. p.1123
(1962) Initial-state and transition-
28 % state isotope effects of methyl
halides in light and heavy water. J.
Phys.
Chem. 84, 822-826..
16 652 Pa-m”"3/mol 652 - 0t (GEE |- 652 (calculated as 1/KAW, CW/CA, Hine, J., Mookerjee, P.K. (1975) |p.1123
{i€) ,calculated reported as exptl., Hine & Mookerjee |The intrinsic hydrophilic character
as 1/K_AW, 1975) of organic compounds.
C_WIC_A, 4C X Correlations in terms of structural
reported as contributions. J. Org. Chem. 40,
exptl. 292-298..
17 533 Pa-m*3/mol 533 - estimated by  |calculated-P/C - Mackay, D., Shiu, W.Y. (1981) A |p.1123
calculation critical review of Henry's law
4c x constants for chemicals of
environmental interest. J. Phys.
Chem.
Ref. Data 10, 1175-1199..
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CASES

74-83-9

4
AV — &R

RET—5

AU —

RS e
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[Pa-m"3/mol]
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mix

pH
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TERIRIZE T
¥ —R8T1
DEHIE

EDEE

EDIEED

FHI-5
11%¥—2%
TA—

%

XAk

19958 Pa*m”3/mol

19958

estimated by
calculation

calculated-P/C

4C

Mabey, W., Smith, J.H., Podoll,
R.T., Johnson, H.L., Mill, T.,
Chiou, T.W., Gate, J., Waight-
Partridge, I., Jaber, H.,
Vandenberg, D.

(1981-1982) Aquatic Fate
Process for Organic Priority
Pollutants. EPA Report, No.440/4-
81-14..

1317 Pa-m”3/mol

1317

estimated by
calculation

calculated-P/C

4C

Thomas, R.G. (1982) Volatilization
from water. Chapter 15. In:
Handbook of Chemical Property
Estimation Methods,
Environmental

Behavior of Organic Compounds.
Lyman, W.J., Reehl, W.F.,
Rosenblatt, D.H., Editors,
McGraw-Hill, New York..

p1123

20260 Pa-m”3/mol

20260

2B

20260 (20-25°C and low ionic
strength, Pankow & Rosen 1988;
Pankow 1990)

Pankow, J.F., Rosen, M.E. (1988)
The determination of volatile
compounds in water by purging
directly to a capillary column with
whole column cryotrapping.
Environ. Sci. Technol. 22, 398—
405..

p.1123

10690 Pa*m”3/mol

10690

estimated by
calculation

calculated-P/C

4C

Mackay, D., Shiu, W.Y. (1990)
Physical-chemical properties and
fate of volatile organic
compounds: An application of the
fugacity

approach. pp.183-204. In:
Significance and Treatment of
Volatile Organic Compounds in
Water Supplies. Ram, N.M.,
Christman, R.F., Cantor, K.P.,
Editors, Lewis Publishers Inc.,
Chelsea, MI..

p.1123

NITE#I#1Y &
Vel

632 Pa-m"3/mol[632
Pa-m”3/mol (6.24x
10%-3 atm-m”3/mol)]

T O (EE
f8) s

4C

SRC, Syracuse Research
Corporation (2005) HenryWin
Estimation Software, ver. 3.10,
North Syracuse, NY..

p.2

0.00734 atm-
m*”3/mol

PhysProp

743.7255

experimental
result

2B

YATES,SR & GAN,J (1998).

p.1

SIDS 0.00624 atm-

m*3/mol

632.268

key study

estimated by
calculation

Calculated using
atmospheric
pressure

4C

p.7, Dossier p.64




EAKIER

B L FMEE LES 9
WE &M JOEAR (BIARIEAF L)
CASES 74-83-9
4
Koc
st HRRI<E Sl T8
_x= 3 IRIZE T = | FHME I I=&
wwEs | =B m BoREMEER | tmew | HEAEE | olp | ity |3%—257¢| momm | momsonm B 5z s e it R—UBSE
[L/ke] BE DE Y U

1|ATSDR logKoc 0.77 5.888436554 - - - - - - - Mabey WR, Smith JH, Podoll  [p.53
RT, et al. 1982. Aquatic fate
process data for organic
priority pollutants. Report to

2B % U.S. Environmental Protection

Agency, Office of Water
Regulations and Standards,
Washington, DC, by SRI
International, Menlo Park, CA.
EPA 440/4-81-014..

2(EPI Suite Koc 48.23 L/kg[2B  [48.23 KOCWIN (Q)SAR

UEDEZEA 26 x
WTHEE
(20) 1

3 9~22 . ENVIRONMENTAL FATE:

4

5

[3

7

1" logKoc 0.771 5.902010802 sediment- |- i d by -K_OwW Mabey, W., Smith, J.H., Podoll,

water calculation R.T., Johnson, H.L., Mill, T.,
Chiou, T.W., Gate, J., Waight-
Partridge, |., Jaber, H.,

4C x Vandenberg, D.
(1981-1982) Aquatic Fate
Process for Organic Priority
Pollutants. EPA Report,
No.440/4-81-14,

p.1123




EAKIER
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ME AT JTOEAZY (BIBRIEAFIL)
CASES 74-83-9

Koc

RIS BERRI<H T+ Bl
wwEs | =B m BORE MEER on | tmae | HemEs | op | ity 5-237¢| @omm | @omsoMs BRIES | fox—25 o ik S
TA—
12| logKoc 2.1 125.8925412 - - - - - i d by Iculated-S - Lyman, W.J. (1982) p.1123
calculation Atmospheric residence time.
Chapter 10. In: Handbook of
Chemical Property Estimation
Methods. Lyman, W.J.,
Reehl, W.F., Rosenblatt, D.H.,
Editors, McGraw-Hill Book
Company, New York..

4C x

3|NITE#I# Y R [Koc 14 14 - - - - - zott GEE |- - SRC, Syracuse Research p.2
2 HlE &) HEEME Corporation (2005) PcKocWin
4C x Estimation Software, ver.
1.66, North Syracuse, NY..

logKoc 3 . ZDfth,? Zoth (#E |basedona Dossier p.63
f&) measured water 28 %
solubility of 9.5 x
10-3
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CASEE 74-83-9
4
EBETES
WEF—45
= BlEEH - Eiﬁiﬁl:g#é i -
TEHRRE 1HE & #f—=iE | ” ey pH REBHEE GLP reliability | ¥—RAT4D | {EDEE | EOEHEDOEM %% Xk R—UBEZ
1(NITEAI#AY  [Z it [FEBEE 7T L] B R N 2
Ry EHEE
2|BEfF IR E |pK [fEBE LN & Z Dt FEFI63 |- - K0171
HEShT] E3F BRI
63HFE985 7
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HEIZED
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YER TOEARY (BB RIEAFIL)
CASES 74-83-9

4

R
IET—48
TERRIE T
TERIRA SR SRE HHAE SRERD HEBAHEE GLP reliability 64‘—5;;7“-4 EDIERE EDTEE D % 3k R—UEEE
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ESNEE

BEFMICFVEBLES |9
WEA JOEAE (BB RIEAFIL)
CASHES 74-83-9
4
Bk
] TRERRICHT Bt
) = 181
wams | we |REE| BRUH poum| s |mEoms| @ | BER | ampae aLp rliabilty | 3%—257¢| fEomm | mommosa | T2 Br 2y o ik R—UERE
5 | BERE [L/ke] DB >y Fae
1|EPI Suite 1 8.851 L/kg 8.851|BCFBAFWIN (Q)SAR
(wet)[2BLL
LtofExR 2C x
WTHEE
(20) ]
2(sIDs BCF BIEL 4.7(- estimated by Lyman, W.J., Reehl, W.F.,
logPow=1.1 calculation Rosenblatt, D.H, 1982. Handbook
0ZFALTH of Chemical Property Estimation
it 2C x Methods,
Environmental Behavior of
Organic Compounds, McGraw -
Hill, New York.

4[NITE#IHER ) R logPow=1.0 estimated by SRC:BcfWin,2005
2 FHlE 8TMD calculation € x

22



