Octane, 1-bromo-

Other names: 1-Bromooctane
1-Octylbromide
N-OCTYL BROMIDE
Octyl bromide

Inchi: INnChl=1S/C8H17Br/c1-2-3-4-5-6-7-8-9/h2-8H2,1H3
InchiKey: VMKOFRJSULQZRM-UHFFFAOYSA-N

Formula: C8H17Br

SMILES: Ccccceeceenr

Mol. weight [g/mol]: 193.12

CAS: 111-83-1

Physical Properties

Property code Value Unit Source
chl -5332.60 + 2.30 kJ/mol NIST Webbook
of 30.80 kJ/mol Joback Method
hf -190.10 + 2.30 kJ/mol NIST Webbook
hfl -245.20 + 2.30 kJ/mol NIST Webbook
hfus 21.76 kJ/mol Joback Method
hvap 55.80 £ 0.10 kJ/mol NIST Webbook
hvap B55.77 kJ/mol NIST Webbook
hvap 55.10 kJ/mol NIST Webbook
hvap 55.77 £ 0.25 kJ/mol NIST Webbook
ie 9.54 £ 0.05 eV NIST Webbook
ie 9.71 eV NIST Webbook
log1l0ws -5.06 Aqueous Solubility
Prediction Method
log10ws -5.06 Estimated Solubility
Method
logp 3.742 Crippen Method
mcvol 141.080 ml/mol McGowan Method
pc 2721.17 kPa Joback Method
rinpol 1118.00 NIST Webbook
rinpol 1121.00 NIST Webbook
rinpol 1122.00 NIST Webbook
rinpol 1124.00 NIST Webbook
rinpol 1126.00 NIST Webbook
rinpol 1129.00 NIST Webbook

rinpol 1130.00 NIST Webbook



rinpol 1132.00 NIST Webbook
rinpol 1119.00 NIST Webbook
rinpol 1119.00 NIST Webbook
rinpol 1138.00 NIST Webbook
rinpol 1142.00 NIST Webbook
rinpol 1133.00 NIST Webbook
rinpol 1132.00 NIST Webbook
rinpol 1138.00 NIST Webbook
rinpol 1133.00 NIST Webbook
ripol 1373.00 NIST Webbook
ripol 1385.00 NIST Webbook
ripol 1365.00 NIST Webbook
ripol 1364.00 NIST Webbook
ripol 1351.00 NIST Webbook
ripol 1385.00 NIST Webbook
ripol 1368.00 NIST Webbook
tb 474.65 K KDB
tb 474.00 K NIST Webbook
tb 474.00 K NIST Webbook
tb 471.00 = 5.00 K NIST Webbook
tb 474.00 + 6.00 K NIST Webbook
tb 474.00 K NIST Webbook
tc 629.52 K Joback Method
tf 218.20 £ 0.20 K NIST Webbook
tf 218.15 K KDB
vC 0.545 m3/kmol Joback Method

Temperature Dependent Properties

Property code Value Unit Temperature [K] Source
cpg 277.10 J/molxK 448.60 Joback Method
cpg 346.83 J/molxK 629.52 Joback Method
cpg 336.50 J/molxK 599.37 Joback Method
cpg 325.68 J/molxK 569.21 Joback Method
cpg 314.35 J/molxK 539.06 Joback Method
cpg 302.49 J/molxK 508.91 Joback Method
cpg 290.08 J/molxK 478.75 Joback Method
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Correlations
Information Value
Property code pvap
Equation In(Pvp) = A +B/(T +C)
Coeff. A 1.54132e+01
Coeff. B -4.32973e+03
Coeff. C -7.29080e+01

Temperature range (K), min.

359.16




Temperature range (K), max. 501.52

Information Value
Property code pvap
Equation In(Pvp) = A + B/T + C*In(T) + D*T"2
Coeff. A 1.05240e+02
Coeff. B -1.01903e+04
Coeff. C -1.30951e+01
Coeff. D 6.94001e-06
Temperature range (K), min. 373.15
Temperature range (K), max. 475.15
Sources
Density of Some 1-Bromoalkanes https://www.doi.org/10.1021/je700015t
Vé&%gﬂiﬁe}rﬁg Se)rﬁt:ure Range from https://en.wikipedia.org/wiki/Joback_method
The Yaws Handbook of Vapor https://lwww.sciencedirect.com/book/9780128029992/the-yaws-handbook-of-vapor-pressure
Erggeslruiéeﬁeat capacity, isothermal https://www.doi.org/10.1007/s10765-016-2064-y
%oﬁr%%;%%%i%%wmf%a%?al https://www.cheric.org/research/kdb/hcprop/showprop.php?cmpid=1643
Crippen Method: http://pubs.acs.org/doi/abs/10.1021/ci990307I
KDB: https://www.cheric.org/files/research/kdb/mol/mol1643.mol

Aqueous Solubility Prediction Method: http://onschallenge.wikispaces.com/file/view/AqueousDataset002.xIsx/351826032/AqueousDe

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

Estimated Solubility Method: http://pubs.acs.org/doi/suppl/10.1021/ci034243x/suppl_file/ci034243xsi20040112_053635.txt
NIST Webbook: http://webbook.nist.gov/cgi/cbook.cgi?ID=C111831&Units=SI

Speed of Sound, Densities, and https://www.doi.org/10.1021/je900227]

Isentropic Compressibilities of Liquid ) o
EEf AKiméiess Tleshibetign @’ fem https://www.doi.org/10.1016/).fluid.2006.11.013

Bl iy af2gaEsysin hydrocarbons and

luorocarbons:

Legend

chl: Standard liquid enthalpy of combustion
cpg: Ideal gas heat capacity

cpl: Liquid phase heat capacity

dvisc: Dynamic viscosity

of: Standard Gibbs free energy of formation

hf: Enthalpy of formation at standard conditions

hfl: Liquid phase enthalpy of formation at standard conditions



hfus: Enthalpy of fusion at standard conditions

hfust: Enthalpy of fusion at a given temperature
hvap: Enthalpy of vaporization at standard conditions
hvapt: Enthalpy of vaporization at a given temperature
ie: lonization energy

logl0ws: Log10 of Water solubility in mol/l

logp: Octanol/Water partition coefficient

mcvol: McGowan's characteristic volume

pc: Critical Pressure

pvap: Vapor pressure

rhol: Liquid Density

rinpol: Non-polar retention indices

ripol: Polar retention indices

speedsl: Speed of sound in fluid

th: Normal Boiling Point Temperature

tc: Critical Temperature

tf: Normal melting (fusion) point

VC: Critical Volume
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