Methane, bromotrichloro-

Other names: Bromotrichloromethane
CARBON BROMOTRICHLORIDE
CCI3Br
Carbon trichlorobromide
Monobromotrichloromethane
TRICHLOROMETHYL BROMIDE
Trichlorobromomethane

Inchi: INChI=1S/CBrCI3/c2-1(3,4)5

InchiKey: XNNQFQFUQLJSQT-UHFFFAOYSA-N
Formula: CBrCI3

SMILES: Clc(cn(cnr

Mol. weight [g/mol]: 198.27

CAS: 75-62-7

Physical Properties

Property code Value Unit Source
of -61.09 kJ/mol Joback Method
hf -39.00 kJ/mol NIST Webbook
hf -42.00 £ 1.00 kJ/mol NIST Webbook
hfus 8.81 kJ/mol Joback Method
hvap 36.11 kJ/mol Joback Method
ie 11.05 £ 0.02 eV NIST Webbook
ie 10.91 eV NIST Webbook
ie 10.60 eV NIST Webbook
log10ws -2.73 Crippen Method
logp 2.709 Crippen Method
mcvol 79.170 ml/mol McGowan Method
pc 5594.19 kPa Joback Method
rinpol 772.00 NIST Webbook
rinpol 757.00 NIST Webbook
rinpol 750.00 NIST Webbook
rinpol 754.00 NIST Webbook
rinpol 762.00 NIST Webbook
ripol 1075.59 NIST Webbook
ripol 1070.00 NIST Webbook
ripol 1070.00 NIST Webbook

ripol 1101.23 NIST Webbook




ripol 1087.48 NIST Webbook
tb 376.65 £ 2.00 K NIST Webbook
tc 629.91 K Joback Method
tf 268.00 £ 0.02 K NIST Webbook
vC 0.289 m3/kmol Joback Method

Temperature Dependent Properties

Property code Value Unit Temperature [K] Source
cpg 92.41 J/molxK 397.50 Joback Method
cpg 95.26 J/molxK 436.23 Joback Method
cpg 103.25 J/molxK 629.91 Joback Method
cpg 102.34 J/molxK 591.17 Joback Method
cpg 101.12 J/molxK 552.44 Joback Method
cpg 99.57 J/molxK 513.70 Joback Method
cpg 97.63 J/molxK 474.97 Joback Method
cpl 149.40 J/molxK 298.00 NIST Webbook

dvisc 0.0012990 Paxs 325.25 Joback Method
dvisc 0.0018526 Paxs 301.17 Joback Method
dvisc 0.0005797 Paxs 397.50 Joback Method
dvisc 0.0007328 Paxs 373.42 Joback Method
dvisc 0.0009566 Paxs 349.34 Joback Method
dvisc 0.0028102 Paxs 277.09 Joback Method
dvisc 0.0046146 Paxs 253.01 Joback Method
hfust 2.54 kJ/mol 267.50 NIST Webbook
hfust 4.62 kJ/mol 238.20 NIST Webbook
hfust 0.53 kJ/mol 259.30 NIST Webbook
hfust 2.03 kJ/mol 267.90 NIST Webbook
hvapt 35.00 kJ/mol 330.00 NIST Webbook
hvapt 36.10 kJ/mol 368.50 NIST Webbook
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Vapour liquid
equilibriumat T =
308.15 K for
binary systems:
Dibromomethane
+ n-heptane,
bromotrichloromethane
+ n-heptane,
bromotrichloromethane
+
dibromomethane,
bromotrichloromethane
+
bromochloromethane
and
dibromomethane
+
bromochloromethane.
Experimental
data and
modelling
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Correlations

Information

Property code

Value

pvap

Equation In(Pvp) = A +B/(T +C)
Coeff. A 1.45069e+01
Coeff. B -3.38195e+03
Coeff. C -3.46430e+01
Temperature range (K), min. 252.15
Temperature range (K), max. 404.31
Information Value
Property code pvap

Equation In(Pvp) = A + B/T + C*In(T) + D*T"2
Coeff. A 5.19744e+01
Coeff. B -5.77070e+03
Coeff. C -5.48617e+00
Coeff. D 3.26165e-06
Temperature range (K), min. 252.15
Temperature range (K), max. 606.00

Sources

Crippen Method:

https://lwww.chemeo.com/doc/models/crippen_log10ws



McGowan Method:

KDB:

http://link.springer.com/article/10.1007/BF02311772

https://lwww.cheric.org/files/research/kdb/mol/mol1501.mol

Vapour liguid equilibrium at T = 308.15 https://www.doi.org/10.1016/j.fluid.2015.03.023
K for blnary systems Dibromomethane

@ataostéthane + https://www.doi.org/10.1016/j.jct.2010.04.011

it
gﬁ%@ @m&ﬁ@%b%’@mhahhc y https://www.cheric.org/research/kdb/hcprop/showprop.php?cmpid=1501

ﬁgﬁﬁ%ﬁh@g@ﬁé&‘ﬁ;ﬁ?&eﬂa http://pubs.acs.org/doi/abs/10.1021/ci990307I
WIORNMAEIAG tmes and S eed of  https://www.doi.org/10.1021/je300775u
Eﬁmeq Bre ? /Mo ForR et tal ) i
ﬂa{gﬁgn https://lwww.sciencedirect.com/book/9780128029992/the-yaws-handbook-of-vapor-pressure
E,E&W@ rrpeotglncdhloromethane * http://webbook.nist.gov/cgi/cbook.cgi?ID=C75627&Units=SI

I methane + . e i
E@%M‘gﬂ}g‘memam at Temperatures https://en.wikipedia.org/wiki/Joback_method
from (293.15 to 313.15) K:

Legend

cpgy:
cpl:
dvisc:
gf:

hf:
hfus:
hfust:
hvap:
hvapt:
ie:
logl0ws:
logp:
mcvol:
pc:
pvap:
rhol:
rinpol:
ripol:
sfust:
speedsil:
th:

tc:

tf:

VC:

Ideal gas heat capacity

Liquid phase heat capacity

Dynamic viscosity

Standard Gibbs free energy of formation
Enthalpy of formation at standard conditions
Enthalpy of fusion at standard conditions
Enthalpy of fusion at a given temperature
Enthalpy of vaporization at standard conditions
Enthalpy of vaporization at a given temperature
lonization energy

Log10 of Water solubility in mol/l
Octanol/Water partition coefficient
McGowan's characteristic volume

Critical Pressure

Vapor pressure

Liquid Density

Non-polar retention indices

Polar retention indices

Entropy of fusion at a given temperature
Speed of sound in fluid

Normal Boiling Point Temperature

Critical Temperature

Normal melting (fusion) point

Critical Volume

Latest version available from:
https://www.chemeo.com/cid/21-054-8/Methane-bromotrichloro.pdf
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