1,2-Hexanediol

Other names: DL-hexane-1,2-diol

Inchi: INChI=1S/C6H1402/c1-2-3-4-6(8)5-7/h6-8H,2-5H2,1H3
InchiKey: FHKSXSQHXQEMOK-UHFFFAOYSA-N

Formula: C6H1402

SMILES: CCCcCc(0)co

Mol. weight [g/mol]: 118.17

CAS: 6920-22-5

Physical Properties

Property code Value Unit Source
chl -3784.80 £ 7.10 kJ/mol NIST Webbook
of -276.44 kJ/mol Joback Method
hf -490.10 £ 7.10 kJ/mol NIST Webbook
hfl -577.10+ 7.10 kJ/mol NIST Webbook
hfus 15.95 kJ/mol Joback Method
hvap 78.70 £ 0.30 kJ/mol NIST Webbook
hvap 87.00 kJ/mol NIST Webbook
hvap 87.00 £ 0.30 kJ/mol NIST Webbook
log10ws -0.97 Crippen Method
logp 0.530 Crippen Method
mcvol 107.140 ml/mol McGowan Method
pc 3896.50 kPa Joback Method
rinpol 1146.00 NIST Webbook
rinpol 1148.00 NIST Webbook
rinpol 1149.00 NIST Webbook
rinpol 1145.00 NIST Webbook
rinpol 1153.00 NIST Webbook
rinpol 1162.00 NIST Webbook
rinpol 1145.00 NIST Webbook
rinpol 1147.00 NIST Webbook
rinpol 1162.00 NIST Webbook
rinpol 1147.00 NIST Webbook
rinpol 1147.00 NIST Webbook
rinpol 1146.00 NIST Webbook
rinpol 1147.00 NIST Webbook
rinpol 1150.00 NIST Webbook

tb 496.65 + 4.00 K NIST Webbook




tb 496.70 K NIST Webbook
tc 680.76 K Joback Method
tf 264.02 K Joback Method
vC 0.404 m3/kmol Joback Method

Temperature Dependent Properties

Property code

cpPg

Value

287.99

Unit

J/molxK

Temperature [K]

627.37

Source

Joback Method

¢pg

272.33

J/molxK

573.99

Joback Method

¢pPg

264.02

J/molxK

547.29

Joback Method

¢pg

255.37

J/molxK

520.60

Joback Method

¢pPg

295.34

J/molxK

654.07

Joback Method

¢pg

302.40

J/molxK

680.76

Joback Method

cpg

280.32

J/molxK

600.68

Joback Method

dvisc

0.0241200

Paxs

313.15

Excess molar
volume and
viscosity
deviation for
binary mixtures
of polyethylene
glycol dimethyl
ether 250 with
1,2-alkanediols
(C3CB)atT=
(293.15to
323.15) K

dvisc

0.0147900

Paxs

323.15

Excess molar
volume and
viscosity
deviation for
binary mixtures
of polyethylene
glycol dimethyl
ether 250 with
1,2-alkanediols
(C3Ch)atT=
(293.15 to
323.15) K

dvisc

0.0834100

Paxs

293.15

Excess molar
volume and
viscosity
deviation for
binary mixtures
of polyethylene
glycol dimethyl
ether 250 with
1,2-alkanediols
(C3CB atT=
(293.15to
323.15) K




dvisc

0.0422500

Paxs

303.15

Excess molar
volume and
viscosity
deviation for
binary mixtures
of polyethylene
glycol dimethyl
ether 250 with
1,2-alkanediols
(C3CB)atT=
(293.15 to
323.15) K

rhol

951.68

kg/m3

293.15

Effect of

temperature on
the volumetric

properties of
dilute aqueous

solutions of
1,2-hexanediol,
1,5-hexanediol,
1,6-hexanediol,

and

2,5-hexanediol

rhol

955.23

kg/m3

288.15

Effect of

temperature on
the volumetric

properties of
dilute aqueous

solutions of
1,2-hexanediol,
1,5-hexanediol,
1,6-hexanediol,

and

2,5-hexanediol

rhol

944.54

kg/m3

303.15

Effect of

temperature on
the volumetric

properties of
dilute aqueous

solutions of
1,2-hexanediol,
1,5-hexanediol,
1,6-hexanediol,

and

2,5-hexanediol

rhol

948.08

kg/m3

298.15

Effect of

temperature on
the volumetric

properties of
dilute aqueous

solutions of
1,2-hexanediol,
1,5-hexanediol,
1,6-hexanediol,

and

2,5-hexanediol




rhol

958.87

kg/m3

283.15

Effect of

temperature on
the volumetric

properties of
dilute aqueous

solutions of
1,2-hexanediol,
1,5-hexanediol,
1,6-hexanediol,

and

2,5-hexanediol

rhol

937.06

kg/m3

313.15

Excess volumes
and excess heat
capacities for
alkanediol +
water systems in
the temperature
interval
(283.15-313.15)
K

rhol

944.44

kg/m3

303.15

Excess volumes
and excess heat
capacities for
alkanediol +
water systems in
the temperature
interval
(283.15-313.15)
K

rhol

948.10

kg/m3

298.15

Excess volumes
and excess heat
capacities for
alkanediol +
water systems in
the temperature
interval
(283.15-313.15)
K

rhol

951.73

kg/m3

293.15

Excess volumes
and excess heat
capacities for
alkanediol +
water systems in
the temperature
interval
(283.15-313.15)
K

rhol

940.88

kg/m3

308.15

Effect of

temperature on
the volumetric

properties of
dilute aqueous

solutions of
1,2-hexanediol,
1,5-hexanediol,
1,6-hexanediol,

and

2,5-hexanediol




rhol

958.85

Excess volumes
and excess heat
capacities for
alkanediol +
water systems in
the temperature
interval
(283.15-313.15)
K

srf

0.02

Effect of
temperature on
the surface
tension of diluted
agueous
solutions of
1,2-hexanediol,
1,5-hexanediol,
1,6-hexanediol
and
2,5-hexanediol

srf

0.02

Effect of
temperature on
the surface
tension of diluted
agueous
solutions of
1,2-hexanediol,
1,5-hexanediol,
1,6-hexanediol
and
2,5-hexanediol

srf

0.02

Effect of
temperature on
the surface
tension of diluted
agueous
solutions of
1,2-hexanediol,
1,5-hexanediol,
1,6-hexanediol
and
2,5-hexanediol

srf

0.02

Effect of
temperature on
the surface
tension of diluted
agueous
solutions of
1,2-hexanediol,
1,5-hexanediol,
1,6-hexanediol
and
2,5-hexanediol

srf

0.02

Effect of
temperature on
the surface
tension of diluted
agueous
solutions of
1,2-hexanediol,
1,5-hexanediol,
1,6-hexanediol
and
2,5-hexanediol




srf 0.02 N/m 298.15 Effect of
temperature on
the surface
tension of diluted
agueous
solutions of
1,2-hexanediol,
1,5-hexanediol,
1,6-hexanediol
and
2,5-hexanediol

Correlations

Information Value
Property code pvap
Equation In(Pvp) = A+ B/(T +C)
Coeff. A 1.66265e+01
Coeff. B -4.98928e+03
Coeff. C -7.93580e+01
Temperature range (K), min. 384.72
Temperature range (K), max. 520.30
Sources
McGowan Method: http://link.springer.com/article/10.1007/BF02311772

Thermodynamic Properties of Mixtures https://www.doi.org/10.1021/je049564z
Containing lonic Liquids.4.LLE of
QHW?'MPEQ

thedof [C2MIM][NTf2] with  http:/pubs.acs.org/doi/abs/10.1021/ci990307I
3;" an-1-o0 . . .
s %ﬂ@ﬁ&WfWé with https://www.sciencedirect.com/book/9780128029992/the-yaws-handbook-of-vapor-pressure

% E@é of  hitps/www.doi.org/10.1016/j fluid. 2013.06.041
tﬂ

yum@ﬁya{ https://lwww.doi.org/10.1016/].jct.2008.01.022

1f3)|1 yn@ry mixtures of ) o
@ﬁ@ Slwlérn‘i?éthyl ether 250 https://www.doi.org/10.1016/j.fluid.2011.11.004

l«s RLeA8NIG)igtuTds with

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

Effect of temperature on the surface https://www.doi.org/10.1016/j.fluid.2007.05.029

tenS|on of diluted aqueous solutions of ) o
Gelvanir pbiRedaaetdisn and https://www.doi.org/10.1016/j.fluid.2014.08.028

t PRI ith
Er}%? [&'gﬁg% iRdepoN http://webbook.nist.gov/cgi/cbook.cgi?ID=C6920225&Units=SI

Joback Method: https://en.wikipedia.org/wiki/Joback_method

Effect of temperature on the volumetric https://www.doi.org/10.1016/].jct.2007.01.009

roperties of dilute aqueous solutions
gplu Dihex eeauNeri 3B eEchnadiicl molar https://www.doi.org/10.1016/j.jct.2012.08.020

v@UeRardidlel henrn s befedmiand
after end-group modification by methyl
oxalyl chloride and ethyl oxalyl
monochloride in supercritical CO2:



Legend

chl: Standard liquid enthalpy of combustion

cpgy: Ideal gas heat capacity

dvisc: Dynamic viscosity

gf: 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
hvap: Enthalpy of vaporization at standard conditions
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

srf: Surface Tension

th: Normal Boiling Point Temperature

tc: Critical Temperature

tf: Normal melting (fusion) point

VC: Critical Volume

Latest version available from:
https://www.chemeo.com/cid/53-660-0/1-2-Hexanediol.pdf
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