1H-Imidazole, 1-methyl-

Other names: 1-Methyl-1H-imidazole
1-Methylimidazole
Imidazole, 1-methyl-
N-Methylimidazole

Inchi: INChI=1S/C4H6N2/c1-6-3-2-5-4-6/h2-4H,1H3
InchiKey: MCTWTZJPVLRJOU-UHFFFAOYSA-N
Formula: C4H6N2

SMILES: Cnlccncl

Mol. weight [g/mol]: 82.10

CAS: 616-47-7

Physical Properties

Property code Value Unit Source
affp 959.60 kJ/mol NIST Webbook
basg 927.70 kJ/mol NIST Webbook
ie 8.66 eV NIST Webbook
log10ws -2.53 Crippen Method
logp 0.420 Crippen Method
mcvol 67.720 ml/mol McGowan Method
rinpol 929.00 NIST Webbook
rinpol 929.00 NIST Webbook
rinpol 929.00 NIST Webbook
ripol 1638.00 NIST Webbook
ripol 1681.00 NIST Webbook
ripol 1700.00 NIST Webbook
tb 471.60 K Vapor-liquid equilibrium in
the production of the ionic
liquid,

1-hexyl-3-methylimidazolium
bromide ([HMIm][Br]), in
acetone

tb 471.20 K NIST Webbook

Temperature Dependent Properties

Property code Value Unit Temperature [K] Source



pvap 101.33 kPa 471.60 Vapor-liquid
equilibrium in the
production of the
ionic liquid,
1-hexyl-3-methylimidazolium
bromide
([HMIm][Br]), in
acetone

rhol 1039.36 kg/m3 288.15 Mass density,
sound velocity,
mixing enthalpy,
1H NMR, Ab
initio calculations
and
intermolecular
interactions in
binary mixtures
of
N-methylimidazole
+ water,
+methanol,
+ethanol,
+1-propanol,
+2-propanol

rhol 1029.20 kg/m3 303.15 Towards
understanding
the effect of
electrostatic
interactions on
the density of
ionic liquids

rhol 1025.00 kg/m3 308.15 Towards
understanding
the effect of
electrostatic
interactions on
the density of
ionic liquids

rhol 1020.70 kg/m3 313.15 Towards
understanding
the effect of
electrostatic
interactions on
the density of
ionic liquids

rhol 1015.50 kg/m3 318.15 Towards
understanding
the effect of
electrostatic
interactions on
the density of
ionic liquids

rhol 1011.90 kg/m3 323.15 Towards
understanding
the effect of
electrostatic
interactions on
the density of
ionic liquids




rhol

1033.20

kg/m3 298.15 Towards
understanding
the effect of
electrostatic
interactions on
the density of
ionic liquids

rhol

1030.52

kg/m3 298.15 Mass density,
sound velocity,
mixing enthalpy,
1H NMR, Ab
initio calculations
and
intermolecular
interactions in
binary mixtures
of
N-methylimidazole
+ water,
+methanol,
+ethanol,
+1-propanol,
+2-propanol

rhol

1021.66

kg/m3 308.15 Mass density,
sound velocity,
mixing enthalpy,
1H NMR, Ab
initio calculations
and
intermolecular
interactions in
binary mixtures
of
N-methylimidazole
+ water,
+methanol,
+ethanol,
+1-propanol,
+2-propanol

rhol

1012.76

kg/m3 318.15 Mass density,
sound velocity,
mixing enthalpy,
1H NMR, Ab
initio calculations
and
intermolecular
interactions in
binary mixtures
of
N-methylimidazole
+ water,
+methanol,
+ethanol,
+1-propanol,
+2-propanol




rhol 1003.83

328.15 Mass density,
sound velocity,
mixing enthalpy,
1H NMR, Ab
initio calculations
and
intermolecular
interactions in
binary mixtures
of
N-methylimidazole
+ water,
+methanol,
+ethanol,
+1-propanol,
+2-propanol

kg/m3

rhol 1031.14

Determination of
Infinite Dilution
Partial Molar
Excess
Enthalpies and
Volumes for
Some lonic
Liquid Precursors
in Water and
Methanol Using
Tandem Flow
Mixing
Calorimetry and
Vibrating-Tube
Densimetry

kg/m3 298.15

rhol 1037.00

Towards
understanding
the effect of
electrostatic
interactions on
the density of
ionic liquids

kg/m3 293.15

Sources

Phase equilibrium in systems with
ionic liquids: An_example for the
slvesgesah Droicad dnop dhidi
ﬁu&ﬂa@ al Meids

[etdaBa tgaq%? |

" w%@f ﬁéﬂ@fa@dﬂ "thb
e wi

ﬁ%ﬁg&@ - N-Methylimidazole,

r

A

y

McGowan Method:

Crippen Method:

el
i

{ inary https://www.doi.org/10.1021/je800376f
velocity, mixing

o ST ot Lerbon
e g

rocarbons

https://www.doi.org/10.1016/}.jct.2011.05.027
https://www.doi.org/10.1021/je100949x
https://www.doi.org/10.1016/].jct.2012.06.015

e
uids
ic

http://webbook.nist.gov/cgi/cbook.cgi?ID=C616477&Units=SI
https://lwww.doi.org/10.1016/}.jct.2018.12.019
https://lwww.doi.org/10.1021/je900387e
https://www.doi.org/10.1007/s10765-008-0506-x
https://www.doi.org/10.1016/j.fluid.2005.09.021
http://pubs.acs.org/doi/abs/10.1021/ci9903071
http://link.springer.com/article/10.1007/BF02311772

or

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



Determination of Infinite Dilution Partial https://www.doi.org/10.1021/je200093f

Molar Excess Enthalpies and Volumes ) o
mmmgu%mupqgrwméadmrs in https://www.doi.org/10.1016/].fluid.2013.11.030
cren 6 i

;.::.; )lHyeh bromide  https://www.doi.org/10.1016/j.jct.2019.03.031

ity in
olubilities  https://www.doi.org/10.1021/je4007713

' Lo Iatlle Organic

ﬁ gsqg%ﬁ’@ymﬁ%mg[gﬁ@ lycol, https://www.doi.org/10.1016/j.fluid.2010.09.026
ey m Q ;.;, Uhat@ter and in agueou

SR LRl RE |R93@ngylmter’> https://www.doi.org/10.1016/j.tca.2013.04.003
avigra@sionships in
SN ||[1|§_w§jt§ms https://www.doi.org/10.1021/je1004966

W|th an lonic L|qU|d Experimental Data ) o
flsrveay Gk smM@essd Aokl phesid e ialf https://www.doi.org/10.1016/j.fluid.2009.02.011
slealerririte Unilesredi it ODithediensity

ptoeeds:liquids:

Legend

affp: Proton affinity

basg: Gas basicity

ie: lonization energy

logl0ws: Log10 of Water solubility in mol/l
logp: Octanol/Water partition coefficient
mcvol: McGowan's characteristic volume
pvap: Vapor pressure

rhol: Liguid Density

rinpol: Non-polar retention indices

ripol: Polar retention indices

th: Normal Boiling Point Temperature
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