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Table S1. Relative deviations of vapor pressures over liquid binaries at temperature 7" and mole fraction of the first component x;

calculated with Model I (A;) and Model II (Ap) from the experimental values®

Component 1 ° Component 2 ° X1 T/K Reference code 1004, 100A,
Name Formula Name Formula
argon Ar nitrogen N2 0.154 78.6 1965 wil sil 0 9.7 9.6
argon Ar oxygen 02 0.247 89.97 1978  yor yos 0 0.5 0.4
bromine Br2 tetrachloromethane CCl4 0.969 331.02 1950 spi kru 0 -1.4 -1.4
bromine Br2 tlrllﬂﬁotrr;‘;‘lll‘;;‘l”z C2CI3F3 0919 31923 1951 spi  mey O  -50.7 -50.7
dichlorodifluoromethane CCI2F2 1,1-difluoroethane C2H4F2 0.866 233.18 1967 kri 0 -6 -5.8
tetrachloromethane CCl4 trichloromethane CHCI3 0.374 313.13 1954 mcg pru 0 0.3 0.4
tetrachloromethane CCl4 dichloromethane CH2CI12 0918 303.14 1984 azp roy 0 3.5 4
tetrachloromethane CCl4 methanol CH40 0.455 328.13 1952 sca tic 0 -10.5  -10.6
tetrachloromethane CCl4 methanol CH40 0.982 303.14 1968 wol hoe 0 -19.7  -17.8
tetrachloromethane CCl4 tetrachloroethene C2Cl4 0.488 343.13 1969 fri fra 0 -0.8 -0.8
tetrachloromethane CCl4 1,1,2,2-tetrachloroethane C2H2Cl4 0.236  298.15 2005 gar per 0 -2.3 2.1
tetrachloromethane CCl4 1,1,1-trichloroethane C2H3Cl13 0.701 298.14 1976 mei bro 0 2.2 2.1
tetrachloromethane CCl4 acetonitrile C2H3N 0.191 318.13 1954 bro smi 1 0.2 1.4
tetrachloromethane CCl4 1,2-dibromoethane C2H4Br2 0.788 303.15 1994 per val 0 1.5 1.7
tetrachloromethane CCl4 1,2-dichloroethane C2H4CI12 0.503 313.15 1990 emb  ber 0 12.2 12.9
tetrachloromethane CCl4 ethanoic acid C2H402 0.797 313.14 1969 mik rat 0 15 14.8
tetrachloromethane CCl4 ethanol C2H60 0.767 327.53 1904 sch 0 -10.5  -10
tetrachloromethane CCl4 ethanol C2H60 0.364 33253 1969 bou enj 0 -12 -11.7
tetrachloromethane CCl4 1,3-dichloropropane C3H6CI2 0.858 303.14 1984 azi roy 0 -5.4 -5.2
tetrachloromethane CCl4 acetone C3H60 0.032 30433 1952 bac sim 0 -1.1 -1
tetrachloromethane CCl4 ethyl methanoate C3H602 0.332  318.14 1983 oht kin 0 3.2 34
tetrachloromethane CCl4 propanoic acid C3H602 0.376  323.14 1971 lis 1 36.9 36.4
tetrachloromethane CCl4 propanoic acid C3H602 0.26 363.13 1976 pau 0 13.7 13
tetrachloromethane CCl4 dimethylformamide C3H7NO 0.36 303.13 1966 qui 1 -17.7  -16.6
tetrachloromethane CCl4 2-propanol C3H8O 0.462 34255 1963 yua Iu 0 -8.7 -8
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cyclopentane

benzene

toluene
1,3-dioxacyclopentane
tetrahydrofuran
1-butanol
(RS)-2-butanol
pyridine

1-pentanol
cyclohexane
1,3-dioxacyclopentane
2-methoxyethanol
ethyl ethanoate
1-butanol
2-methyl-2-propanol
(RS)-2-butanol
4-methyl-2-pentanone
butyl ethanoate
ammonia

1,1,1-trifluoroethane

H20
H20
H20
H20
H20
C6H14
C3HON
C6H14
N2
C3H60
C3H60
C5HI10
C6H6
C7HS
C3H602
C4H8O
C4H100
C4HI100
CSH5N
C5HI20
C6H12
C3H602
C3H802
C4H802
C4H100
C4H100
C4H100
C6HI120
C6H1202
H3N
C2H3F3

0.029
0.019
0.202
0.508
0.444
0.383
0.798
0.925
0.31
0.616
0.605
0.075
0.6
0.7
0.644
0.39
0.961
0.114
0.941
0.11
0.838
0.308
0.022
0.302
0.934
0.385
0.872
0.746
0.803
0.951
0.6

308.14
298.14
318.14
328.15
347.47
223.16
253.15
228.18
79.2
308.3
313.04
308.14
313.13
273.1
315.44
313.15
313.15
308.85
373.12
401.52
313.15
337.43
341.01
343.12
314
350.13
313.26
365.03
365.83
230.83
222.25

1981
1981
1989
1995
2011
1980
1969
1962
1936
1900
1973
1976
1926
1926
1981
2006
1995
1995
1967
1980
2004
1981
1994
1957
1996
1974
1996
1976
1978
2001
2001
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7.5
7.2

-10.3
-10.9
-3.1
5.8
2.4
-6.5
-3.4

-15.9
-0.8
-12.7
-9.6
-8.4
-1.3
-1.6
-2.9
-12.5
-53
-6.1
-1
23
-0.2

3.8
4.1
-4.8
-3.4
-4.3
0.2
-6.6
-1.2
1.1
-10.3
-10.9
-3.1

2.5
-6.1
-3.3
-6.4
-15.8
-0.6
-12.1
-9.6
-8.6
-7.5
-1.9
-2.3
-11.8
-4.4
-6.4
-1.2
-1.1



€

(difluoromethoxy)trifluoromethan

N C2HF50 1,1-difluoroethane C2HA4F2 0.4 239.25 2001 kul des 0 -4.5 -3.6
gd‘ﬂuommethoxymﬂ“oromethan C2HFS0  fluoroethane C2HSF 0.6 23135 2001 kul des 0  -18  -17.
(E)-1,2-dichloroethene C2H2CI2 acetone C3H60 0.157 32793 1951 alp elv 1 -8.1 -8.5
(E)-1,2-dichloroethene C2H2CI12 cyclopentane C5H10 0.959 298.14 1985 mac  bou 0 0.5 0.5
1,1,2,2-tetrachloroethane C2H2Cl4 2-propenol C3H60 0.348 34255 1997 vj ana 0 -109 -103
1,1,2,2-tetrachloroethane C2H2Cl4 2-methoxyethanol C3H802 0.338 401.12 1978 rag rao 0 -15.9 -16
1,1,2,2-tetrachloroethane C2H2Cl4 benzene C6H6 0.467 318.15 2005 gar per 1 0.5 0.1
1,1,2,2-tetrachloroethane C2H2Cl4 1-hexene C6H12 0.517 333.12 1967 han van 0 -114  -11.7
1,1,2,2-tetrachloroethane C2H2Cl4 hexane Co6H14 0.465 308.14 1987 par per 0 -2.9 -2.9
1,1,2,2-tetrachloroethane C2H2Cl4 1-hexanol C6H140 0.116 42395 2010 red swa 0 -8.6 -7.4
1,1-dichloro-1-fluoroethane C2H3CI2F  pentane C5H12 0.695 300 2013  out lem 0 -1.6 -1.4
1,1,1-trichloroethane C2H3CI3 1,2-dichloroethane C2H4CI2 0.662 348.13 1971 sag san 0 3.1 33
1,1,1-trichloroethane C2H3CI3 dimethyl carbonate C3H603 0.211 333.15 1994 com fra 1 -6.3 -6.5
1,1,1-trichloroethane C2H3CI3 3-pentanone C5H100 0.086 333.15 1998 teo aim 0 -3.7 -3.7
1,1,1-trichloroethane C2H3CI3 benzene C6H6 0.705 348.83 1977 rao vis 0 0.3 0.3
1,1,1-trichloroethane C2H3Cl3 2,2, 4-trimethylpentane C8H18 0.365 343.15 1995 com fra 5 3.4 3.4
2,2,2-trifluoroethanol C2H3F30 water H20 0.508 298.14 1988 coo mor 0 6.4 6
acetonitrile C2H3N N-methylmethanamide C2H5NO 0.026  363.15 2003 har wit 0 -16.1  -253
acetonitrile C2H3N ethanol C2H60 0.217 32299 1979 wil pat 0 -16 -8.1
acetonitrile C2H3N ethanol C2H60 0.608 333.15 2009 com cre 0 -11.7 33
acetonitrile C2H3N 1,2-ethanediol C2H602 0.349 323.14 1984 il all 2 -71.2  -434
acetonitrile C2H3N propenenitrile C3H3N 0.599 351.72 1967 tar dem O -3.4 -3.5
acetonitrile C2H3N propanenitrile C3H5N 0.041 303.29 1987 il lan 0 2 2
acetonitrile C2H3N propanoic acid C3H602 0.107 298.15 1991 ban lar 0 -136.7 -125.5
acetonitrile C2H3N 2-propanol C3H80 0.454 34933 1985 mat ben 0 -5 2.3
acetonitrile C2H3N 1-propanol C3H8O 0.207 343.83 1982 doh  wves 0 -143  -44
acetonitrile C2H3N 2-methoxyethanol C3H802 0.474 32134 1977 cha nag 1 1.2 59
acetonitrile C2H3N ethenyl ethanoate C4H602 0.695 34797 1989 wis tam 2 -1.7 -7.5



acetonitrile
acetonitrile
acetonitrile
acetonitrile
acetonitrile
acetonitrile
acetonitrile
acetonitrile
acetonitrile
acetonitrile
acetonitrile

ethene
1,2-dibromoethane
1,2-dibromoethane
1,2-dibromoethane
1,1-dichloroethane
1,2-dichloroethane
1,2-dichloroethane
1,2-dichloroethane
1,2-dichloroethane
1,2-dichloroethane
1,2-dichloroethane
1,2-dichloroethane

1,2-dichloroethane

1,2-dichloroethane
1,2-dichloroethane
1,2-dichloroethane

1,2-dichloroethane

1,2-dichloroethane
1,2-dichloroethane

C2H3N
C2H3N
C2H3N
C2H3N
C2H3N
C2H3N
C2H3N
C2H3N
C2H3N
C2H3N
C2H3N
C2H4
C2H4Br2
C2H4Br2
C2H4Br2
C2H4CI12
C2H4CI12
C2H4CI12
C2H4CI12
C2H4CI12
C2H4CI12
C2H4CI12
C2H4CI12

C2H4CI12

C2H4CI12
C2H4CI12
C2H4CI12

C2H4CI12

C2H4CI12
C2H4CI12

ethyl ethanoate

2-methyl-1-propanol

chlorobenzene
benzene
benzene
1-hexyne
toluene

ethylbenzene

2,2 4-trimethylpentane

water

water
cyclohexane
1-butanol
benzene
cyclohexane
ethanal
ethanoic acid
ethanol
2-propenol
dimethyl carbonate
1-propanol

1-propanol

2-methyl-1-propanol
1,1-dimethylethyl methyl

ether
benzene

cyclohexane

hexane
1-methyl-1-(1-

methylethoxy)ethane

toluene

heptane

C4H802
C4H100
C6HS5C1
C6H6
C6H6
C6H10
C7HS
C8HI10
C8HI18
H20
H20
C6H12
C4H100
C6H6
C6H12
C2H40
C2H402
C2H60
C3H60
C3H603
C3H80
C3H8O
C4HI100

C5HI120

C6H6
Co6H12
C6H14

C6H140

C7HS
C7HI16
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0.148
0.826
0.161
0.367
0.66
0.493
0.467
0.34
0.061
0.87
0.101
0.92
0.233
0.735
0.887
0.502
0.704
0.512
0.42
0.4
0.7
0.089
0.7

0.532

0.65
0.271
0.177

0.863

0.393
0.365

349

355.83
328.14
337.95
347.15
318.14
357.53
326.95
313.14
333.12
322.99
160.01
387.75
293

298.15
300.14
358.75
343.23
343.45
313.15
323.13
361.45
323.13

324.74

355.07
348.83
298.14

324.87

349.73
303.14

2013
1985
1984
1980
1991
1977
1980
1991
1989
1950
1984
1979
1995
1974
1994
1989
2007
1971
1996
1994
1948
1991
1948

2008

1962
1989
1988

2008

1974
1982
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-3.8
-2.2
-29.6
-12.2
-8.5
-14.6
-1.7
-10.9
-35.4
-1.5
-63.9
-8.7
-7.1
-5.7
4.2
-16.5
6.7
-15.4
-13.3
-14.7
-4.1
-11.9
-3.5

0.1

3.5
12.2
7.6

75
14

1.5
-29.6
-12.1
-8.5
-14.4
-7.5
-10.6
-32.4
6.2
-41.4
-8.7
-5.6
-5.9

-17.1
6.9
-13.1
-10.7
-15.3
-1.9
-10.3
-1.2

0.1

34
12.7
8.2

7.5
14.7



1,2-dichloroethane

ethanal

ethanal

ethanal

oxirane

ethanoic acid
ethanoic acid
ethanoic acid
ethanoic acid
ethanoic acid
ethanoic acid
ethanoic acid
ethanoic acid
ethanoic acid
ethanoic acid
ethanoic acid
ethanoic acid
ethanoic acid
ethanoic acid
ethanoic acid
ethanoic acid
ethanoic acid
ethanoic acid
ethanoic acid
ethanoic acid
ethanoic acid
ethanoic acid
ethanoic acid
ethanoic acid
ethanoic acid

ethanoic acid

C2H4CI12
C2H40

C2H40

C2H40

C2H40

C2H402
C2H402
C2H402
C2H402
C2H402
C2H402
C2H402
C2H402
C2H402
C2H402
C2H402
C2H402
C2H402
C2H402
C2H402
C2H402
C2H402
C2H402
C2H402
C2H402
C2H402
C2H402
C2H402
C2H402
C2H402
C2H402

octane
ethanol

acetone

methyl ethanoate

water

ethanol
acetone
acetone
propanoic acid
2-butenal
butanone

ethyl ethanoate
ethyl ethanoate
1-butanol
1-butanol
2-furaldehyde

propyl ethanoate
butyl methyl ether

benzene

cyclohexane

4-methyl-2-pentanone

butyl ethanoate
toluene

octane

water

water

water

water

water

water

water

C8H18
C2H60
C3H60
C3H602
H20
C2H60
C3H60
C3H60
C3H602
C4H60
C4H8O
C4H802
C4H802
C4H100
C4H100
C5H402
C5H1002
C5HI20
C6H6
Co6H12
C6HI120
C6H1202
C7HS8
C8HI18
H20
H20
H20
H20
H20
H20
H20
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0.804
0.3
0.971
0.73
0.031
0.932
0.239
0.12
0.343
0.178
0.431
0.71
0.021
0.176
0.058
0.116
0.591
0.523
0.165
0.709
0.891
0.94
0.615
0.954
0.197
0.072
0.187
0.124
0.491
0.051
0.24

323.15
303.14
294.15
299.19
283.14
318.14
336.72
308.14
404.08
348.13
364.66
335.12
323.2

391.33
358.65
402.04
323.15
355.42
353.52
318.14
390.96
312.13
373.12
382.93
374.29
295.53
340.97
373.92
313.14
343.2

374.85

1990
1970
1980
1969
1955
1980
1942
1975
2010
1975
2009
1955
2001
1959
2001
2003
2011
1966
1967
1984
1993
1955
1968
1958
1924
1952
1957
1963
1973
2001
2009

cha
dav
mue
utk
mac
wag
yor
war
gao
war
xie
usa
miy
mac
mun
fel
fan
hun
hau
lar
mal
usa
mur
zie
pov
oth
cha
ito
laz
miy

xie

kat
sil
fig
bal
che
ape
hol
sur
zhu
sur
wan
bil

nak

gri
li

sim

ban
chy
bil
rag
brz
mar
sil
ale
yos
mar
nak

wan

S = O O = O O N O O O O O O O O O O 2O O O o o0 o o o o0 o o -

6.4
39.5
0.6
-2.5
-43.1
12.3

-20.4

13.2

36.9
8.7
17.7
15.7
31
3.9
2.7
6.5
3.5
5.7
3.3
4.9

35.6
9.3
18.2
15.2
29.5
44
2.7
6.9
3.9

3.5
5.5



chloroethane
nitroethane
nitroethane
nitroethane
silane, dichlorodimethyl-
ethanol
ethanol
ethanol
ethanol
ethanol
ethanol
ethanol
ethanol
ethanol
ethanol
ethanol
ethanol
ethanol
ethanol
ethanol
ethanol
ethanol
ethanol
ethanol
ethanol
ethanol
ethanol
ethanol
ethanol
ethanol

ethanol

C2H5C1
C2H5NO2
C2H5NO2
C2H5NO2
C2H6CI28i1
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60

butane
1,3-dichloropropane
1-methoxy-2-propanol
propyl ethanoate
silicon tetrachloride
1,2-ethanediol
propanal

acetone

methyl ethanoate
methyl ethanoate
dimethyl carbonate
2-propanol
1-propanol
1,2,3-propanetriol
thiophene

butanone
1,4-dioxane
1,4-dioxane

ethyl ethanoate
ethyl ethanoate
ethyl ethanoate
ethyl ethanoate
ethyl ethanoate
methyl propanoate
1-bromobutane
1-chlorobutane
1-chlorobutane
diethyl ether
diethyl ether
1-butanol

2-methyl-2-propanol

C4H10
C3H6CI2
C4H1002
C5H1002
Cl4Si
C2H602
C3H60
C3H60
C3H602
C3H602
C3H603
C3H8O
C3H8O
C3H803
C4H4S
C4HS8O
C4H802
C4H802
C4H802
C4H802
C4H802
C4H802
C4H802
C4H802
C4H9Br
C4HOCl
C4HO9C1
C4H100
C4H100
C4H100
C4H100
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0.109
0.273
0.502
0.403
0.19
0.154
0.603
0.938
0.768
0.235
0.845
0.653
0.9
0.75
0.058
0.196
0.551
0.254
0.051
0.459
0.203
0.775
0.852
0.069
0.398
0.131
0.732
0.699
0.6
0.968
0.245

271.8

363.15
313.15
377.56
330.83
322.99
308.15
328.13
333.13
330.49
332.57
313.14
343.12
333.15
308.14
298.15
320.54
308.15
348.67
344.83
346.13
345.83
323.15
353.4

288.15
288.15
333.15
318.13
283.14
343.13
355.1

1957
2011
2006
1999
1987
1983
1995
1966
1970
2011
2006
1989
1948
2013
1983
1996
1969
1999
1958
1970
1986
1998
2012
1990
2003
2001
2009
1924
1935
1969
1999
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0.9
-1.4
-11.7
-2.7
0.5
-44.1
243
-10.9
-7.9
-9.4
-15.1
1.4
-2.6
-11.5
-24.1
-11.1
-27.1
-34.2
-3.8
-16.4
-11
-14.5
-17.1
-4.4
-19.1
-11.5
-15
-15.4
-40.9
0.3

3

1.1
3.1
11
1.7
0.7
-44.7
313
5.4
2.2
4
9.9
1.4
2.6
-11.6
224
49
-15.1
-20.1

-1.7
-4.3
-1.7
-10.5
-0.7
-19
-10.8
-14.4
-2.8
-24.3
0.3

3



ethanol
ethanol
ethanol
ethanol
ethanol
ethanol
ethanol
ethanol
ethanol
ethanol

ethanol

ethanol
ethanol
ethanol
ethanol
ethanol
ethanol
ethanol
ethanol
ethanol
ethanol
ethanol
ethanol
ethanol
ethanol
ethanol
ethanol
ethanol
ethanol
ethanol

C2H60
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60

C2H60

C2H60
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60

2-methyl-1-propanol
2-ethoxyethanol
diethylamine
2-furaldehyde

pyridine

ethyl propenoate
N-methyl-2-pyrrolidone
tetrahydropyran
1-methylethyl ethanoate

methyl butanoate
1,1-dimethylethyl methyl
ether

butyl methyl ether

3-methyl-1-butanol
chlorobenzene
benzene

benzene

benzene

benzene

benzene
2-methylpyridine
cyclohexane
cyclohexane
cyclohexane

propyl propanoate
butyl ethanoate
hexane

hexane

hexane

dipropyl ether
ethyl 1,1-dimethylethyl ether

C4H100
C4H1002
C4HI1IN
C5H402
CSHS5N
C5H802
C5SHONO
C5HI100
C5H1002
C5H1002

C5HI120

C5HI20
C5HI20
C6HS5CI
C6H6
C6H6
C6H6
C6H6
C6H6
C6HT7N
C6H12
Co6H12
C6H12
C6H1202
C6H1202
C6H14
Co6H14
C6H14
C6H140
C6H140
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0.3

0.449
0.296
0.099
0.381
0.837
0.385
0.528
0.9

0.336

0.351

0.104
0.1
0.59
0.256
0.385
0.266
0.53
0.745
0.13
0.85
0.951
0.069
0.886
0.531
0.591
0.096
0.938
0.354
0.694

323.13
313.15
334.93
323.14
348.13
350.53
333.15
331.4

351.13
356.65

329.89

308.15
343.12
303.15
335.12
323.13
328.13
298.14
303.15
313.14
303.13
345.6

298.15
352.37
358.78
328.35
323.14
318.14
288.15
338.15

1948
2002
1969
1970
1969
1968
1992
2012
1972
1990

1996

2000
1948
1956
1904
1952
1963
1977
1990
1977
1935
1963
1995
1994
1987
1963
1976
1986
1997
1999
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-69.3
-0.7
-9.3
6.8
-18.5
-2.2
-19.1

-17

-7.3
-9.2
-17.3
-15.9
-15.9
-14.5
-16.9
-22.9
-4.7
-15.9
-9.5
-10.9
-4.6
-13.8
-12.5
-8.8
-19.8
-24.2
-24.2

9.1
-5.4
-4.6
-32.4
8.6
-6.2
22
-10.2
0.4
9.3

9.3

-3.8
-9.4
-17.2
-14.5
-14.7
-13.3
-16
-22.2
10
-17
-9.8
-11.2
-3.4

-12.8
-8.7
-20.8
-16.3
-16



ethanol
ethanol
ethanol
ethanol
ethanol
ethanol
ethanol
ethanol
ethanol
ethanol
ethanol
ethanol
ethanol
ethanol
ethanol
ethanol
ethanol
ethanol
ethanol
ethanol
ethanol
ethanol
ethanol
ethanol
ethanol
ethanol
ethanol
ethanol
ethanol
ethanol
ethanol

C2H60
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60

triethylamine
toluene

toluene

toluene

heptane

heptane

heptane
1,4-dimethylbenzene
2,4, 4-trimethyl-1-pentene
octane

2,2 4-trimethylpentane
water

water

water

water

water

water

water

water

water

water

water

water

water

water

water

water

water

water

water

water

C6HI15N
C7HS
C7HS8
C7HS
C7HI16
C7HI16
C7HI16
C8HI10
C8HI16
C8H18
C8HI18
H20
H20
H20
H20
H20
H20
H20
H20
H20
H20
H20
H20
H20
H20
H20
H20
H20
H20
H20
H20
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0.844
0.904
0.623
0.251
0.4
0.66
0.429
0.9
0.297
0.521
0.377
0.262
0.167
0.013
0.25
0.149
0.207
0.921
0.685
0.16
0.493
0.15
0.023
0.05
0.075
0.099
0.02
0.064
0.107
0.229
0.176

307.98
343.12
313.14
336.56
343.13
344.33
303.26
346.03
343.48
343.15
298.14
312.89
298.14
322.23
338.12
357.62
303.13
319.98
328.14
357.05
353.03
333.13
308.14
308.14
308.14
308.14
298.14
298.14
298.14
298.14
323.15

1953
1933
1980
2007
1968
1972
1982
2011
2003
1995
1948
1910
1925
1939
1948
1953
1960
1969
1972
1972
1976
1980
1984
1984
1984
1984
1984
1984
1984
1984
1995
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2.7
-9.3
-15
-23.1
-13.2
-10.2
-10.7
-3.7
-16.4
-12.4
-11.1
-3.6
-3.7
54
-4.7
-0.7
-4.9
-1.1
-3.4
-2.4
-3.1

8.4
53
2.1
10.3
9.1
2.5
-5.8
-3.9

6.1
9.2
-14.7
-21.9
-13.6
-10.5
-11.4

-12.7
-10.3



ethanol

ethanol

dimethyl ether
dimethyl sulfoxide
dimethyl sulfoxide
dimethyl sulfoxide
dimethyl sulfoxide
dimethyl sulfoxide

dimethyl sulfoxide

dimethyl sulfoxide
dimethyl sulfoxide
1,2-ethanediol
1,2-ethanediol
1,2-ethanediol
1,2-ethanediol
1,2-ethanediol
1,2-ethanediol
2,3-dithiabutane
ethylamine
N-methylmethanamine
2-aminoethanol
2-aminoethanol
1,2-ethanediamine
1,2-ethanediamine
1,2-ethanediamine
propenenitrile
propenenitrile
propenenitrile
1-chloro-2,3-epoxypropane

1-chloro-2,3-epoxypropane

C2H60
C2H60
C2H60
C2H60S
C2H60S
C2H60S
C2H60S
C2H60S

C2H60S

C2H60S
C2H60S
C2H602
C2H602
C2H602
C2H602
C2H602
C2H602
C2H6S2
C2H7N
C2H7N
C2H7NO
C2H7NO
C2H8N2
C2H8N2
C2H8N2
C3H3N
C3H3N
C3H3N
C3H5CIO
C3H5CIO

water

water

sulfur dioxide
acetone
tetrahydrofuran
1,4-dioxane
1,4-dioxane
2-methyl-1-propanol

benzene

water

water

1,2-propanediol
bis(2-hydroxyethyl)amine
N-methylbenzenamine
water

water

water

2,4, 4-trimethyl-1-pentene
butane

hexane

water

water

toluene
1,2-dimethylbenzene
water

2-propenal

1-propanol

hexane

ethylbenzene

water

H20
H20
028
C3H60
C4H8O
C4H802
C4H802
C4H100

C6H6

H20
H20
C3H802
C4H11NO2
C7HON
H20
H20
H20
C8HI16
C4H10
C6H14
H20
H20
C7HS8
C8HI10
H20
C3H40
C3H8O
C6H14
C8HI10
H20
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0.115
0.945
0.928
0.801
0.1

0.422
0.8

0.584

0.953

0.035
0.734
0.524
0.103
0.96

0.054
0.316
0.242
0.086
0.168
0.512
0.015
0.202
0.968
0.439
0.168
0.624
0.629
0.961
0.359
0.521

358.79
315.13
243.07
308.14
318.14
333.15
333.15
365.63

313.13

333.28
296.09
359.93
433.11
393.13
359.12
363.43
353.15
368.15
233.18
253.17
363.15
303.15
381.12
370.02
364.27
319.03
351.83
308.6

398.05
361.7

2002
2011
1966
1974
1974
1992
1997
1972

1960

1989
1995
1972
1987
1957
1935
1983
2004
2010
1964
1966
1990
2009
1985
1977
1973
1965
1985
1996
2005
2009
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43
-36.1
-0.8
-19.5
-29.4
-22.1

137.8
0.2

-33.1

8.5
-36.7

-12.4
0.9
12.9
-13.8
7.6
24.9
-4.9
-7.1
2.1
14.2
-2.8

-5.3
-0.7
4.2
-36.8
-0.8
-19.5
-29.8
-0.4

-141.7

0.1
18.9

7.7
-36.9
-0.4
4.9
2.6
-2.3
-1.3
-14.2
0.9
11.2
-18.3
-4.8
20.6
-4.8
-0.8
2.7
14.3
4.7



propanenitrile
propanenitrile
propanenitrile
1,3-dichloropropane
1,2-dichloropropane
acetone

acetone

acetone

2-propenol

acetone

acetone

propanal
methyloxirane
acetone

acetone

acetone

acetone

acetone

2-propenol

acetone

acetone

acetone
acetone
acetone
acetone
acetone
acetone
acetone
acetone

acetone

C3H5N
C3H5N
C3H5N
C3H6CI12
C3H6CI2
C3H60
C3H60
C3H60
C3H60
C3H60
C3H60
C3H60
C3H60
C3H60
C3H60
C3H60
C3H60
C3H60
C3H60
C3H60

C3H60

C3H60
C3H60
C3H60
C3H60
C3H60
C3H60
C3H60
C3H60
C3H60

2-propanol

benzene

ethyl 1,1-dimethylethyl ether
acetone

propanal

methyl ethanoate
methyl ethanoate
2-propanol
1-propanol
2-methoxyethanol
butanone

butanone
2-methyl-2-propanol
benzene

benzene

phenol

cyclohexane
cyclohexane
cyclohexane

hexane
1-methyl-1-(1-
methylethoxy)ethane
triethylamine

toluene
4-methylphenol

2,2 4-trimethylpentane
water

water

water

water

water

C3H8O
C6H6
C6H140
C3H60
C3H60
C3H602
C3H602
C3HS8O
C3H8O
C3H802
C4H8O
C4HS8O
C4HI100
C6H6
C6H6
C6H60
C6H12
Co6H12
C6H12
C6H14

C6H140

C6HI15N
C7HS8
C7H8O
C8H18
H20
H20
H20
H20
H20
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0.808
0.825
0.988
0.723
0.732
0.504
0.606
0.571
0.078
0.835
0.276
0.017
0.65
0.837
0.533
0.1
0.39
0.482
0.121
0.431

0.612

0.042
0.131
0.8
0.31
0.171
0.427
0.3
0.1
0.603

360.68
318.15
312.86
313.15
308.14
328.78
323.14
334.99
333.15
321.34
303.15
318.14
315.24
330.63
303.14
323.13
328.13
313.15
333.15
322.85

327.75

318.14
318.13
339.62
303.13
319.13
334.22
303.14
318.14
332.55

1985
1995
2010
1998
1977
1980
1981
1989
2004
1979
1995
1973
1974
1901
1971
1963
1957
1992
2002
1961

1995

1985
1965
1936
1964
1902
1949
1973
1982
2000
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-9.9
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-4.8
-10.4
-11.3
-2.7
-2.8
-11.5
0.8
-5.7
-1.4
-1.7
-7.1
-2.5
-12.5
-145
-12.7
-13.1
-1.4
-15.7

-13
-20.8

4.6

-16.7
-43.5
-13.7

-47.1
-6.9

2.4
-11
-4.7
-10.9
-11.7
-2.7
-2.8
-3.8
0.8
-4.5
-1.4
-1.7
-1.8
-2.6
-12.7
-100.7
-12.5
-13
-1.2
-15.4

-12.9

-20.5
-29.2
5.7
-16.3
-15
2.9
9.3
-19.3
4.5



2-propenol

methyl ethanoate
methyl ethanoate
methyl ethanoate
methyl ethanoate
propanoic acid
propanoic acid

methyl ethanoate
1,3-dioxacyclopentane
1,3-dioxacyclopentane
1,3-dioxacyclopentane
1,3-dioxacyclopentane
methyl ethanoate

propanoic acid
methyl ethanoate

1,3-dioxacyclopentane
methyl ethanoate
methyl ethanoate
propanoic acid
1,3-dioxacyclopentane
ethyl methanoate

1,3-dioxacyclopentane
methyl ethanoate

1,3-dioxacyclopentane
propanoic acid
1,3-dioxacyclopentane
propanoic acid
propanoic acid
1,3-dioxacyclopentane

dimethyl carbonate

C3H60

C3H602
C3H602
C3H602
C3H602
C3H602
C3H602
C3H602
C3H602
C3H602
C3H602
C3H602
C3H602
C3H602

C3H602

C3H602
C3H602
C3H602
C3H602
C3H602
C3H602
C3H602

C3H602

C3H602
C3H602
C3H602
C3H602
C3H602
C3H602
C3H603

water

2-propanol
1-propanol
tetrahydrofuran
ethyloxirane
butanoic acid
2-methylpropanoic acid
ethyl ethanoate
1,4-dioxane
2-chlorobutane
2-methyl-2-propanol
2-methyl-1-propanol
2-methyl-1-propanol
ethyl propanoate

1,1-dimethylethyl methyl

ether
chlorobenzene

benzene
benzene
cyclohexane
cyclohexane
hexane

hexane
1-methyl-1-(1-
methylethoxy)ethane
methylcyclohexane

heptane
1,3-dimethylbenzene
water

water

water

2-propanol

H20
C3H8O
C3H80O
C4H8O
C4H8O
C4H802
C4H802
C4H802
C4H802
C4HOCl
C4H100
C4H100
C4H100
C5H1002

C5HI120

C6HS5CI
C6H6
C6H6
C6H12
Co6H12
C6H14
C6H14

C6H140

C7H14
C7HI16
C8HI10
H20
H20
H20
C3H8O
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0.574
0.712
0.9

0.904
0.014
0.576
0.6

0.6

0.206
0.667
0.888
0.624
0.508
0.674

0.701

0.506
0.5

0.761
0.609
0.879
0.359
0.4

0.744

0.045
0.892
0.31
0.956
0.74
0.55
0.401

361.72
332.57
318.14
330.37
336.2

413.15
417.62
333.12
337.73
342.33
322.95
354.83
332.58
358.17

324.55

356.53
313.13
313.14
361.53
313.14
325.6

308.15

326.15

313.14
323.14
341.33
370.02
353.13
323.14
345.71

1957
1993
1976
1996
1997
2006
1972
1921
1984
1994
2004
2004
1995
1982

1997

1985
1921
1973
1980
1989
2007
1999

1996

1988
1981
1982
1961
1978
1979
2012
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-13.6
-8.5

-0.5

-17.7
-13.9

254
-6.8
4.9

-3.5

-3.9

51.2
-16.7
2.5
-20.6
-26.8
-14

-5.6
-1.4
-4.7
-4.5
-5.7

-0.6

-18.1
-14.2
-7.1
24.7
-6.8

-3.2

5.5
49.6
-16.8
1.6
-20.8
-10.2
-6.4



dimethyl carbonate
dimethyl carbonate
dimethyl carbonate
dimethyl carbonate
dimethyl carbonate
dimethyl carbonate
1-chloropropane
1-chloropropane
1-chloropropane
dimethylformamide
dimethylformamide
N-methylacetamide
dimethylformamide
dimethylformamide
dimethylformamide
dimethylformamide
dimethylformamide
dimethylformamide
dimethylformamide
dimethylformamide
dimethylformamide
dimethylformamide
dimethylformamide
N-methylacetamide
2-nitropropane
1-nitropropane
propane

2-propanol
2-propanol
1-propanol

1-propanol

C3H603
C3H603
C3H603
C3H603
C3H603
C3H603
C3H7Cl
C3H7CI
C3H7Cl
C3H7NO
C3H7NO
C3H7NO
C3H7NO
C3H7NO
C3H7NO
C3H7NO
C3H7NO
C3H7NO
C3H7NO
C3H7NO
C3H7NO
C3H7NO
C3H7NO
C3H7NO
C3H7NO2
C3H7NO2
C3HS8
C3H8O
C3H8O
C3H8O
C3H8O

1-propanol
(RS)-2-butanol
2-pentanone
cyclohexane

toluene

heptane

butanone
tetrahydrofuran
tetrahydropyran
1-butanol
2-methyl-1-propanol
pyridine
2-methyl-1-butanol
1-pentanol
bromobenzene
2-methylpropyl ethanoate
1-chlorohexane
triethylamine
toluene
1,4-dimethylbenzene
water

water

water

water

cyclohexane

heptane

hydrogen sulfide
1-propanol
2-methoxyethanol
2-methoxyethanol

thiophene

C3H8O
C4H100
C5HI100
Co6H12
C7HS8
C7HI16
C4H8O
C4H8O
C5HI100
C4H100
C4H100
C5H5N
C5HI20
C5HI20
C6H5Br
C6H1202
C6H13Cl
C6HI15N
C7HS8
C8HI10
H20
H20
H20
H20
C6H12
C7H16
H2S
C3HS8O
C3H802
C3H802
C4H4S
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0.85
0.749
0.121
0.803
0.053
0.439
0.655
0.493
0.937
0.379
0.382
0.704
0.454
0.549
0.377
0.226
0.537
0.341
0.317
0.1
0.371
0.5
0.926
0.22
0.055
0.643
0.297
0.973
0.767
0.458
0.926

334.74
343.49
372.33
333.15
318.13
355.95
327.94
329.01
310.52
338.15
389.35
398.6

409.58
397.05
421.05
392.76
313.15
323.14
353.2

409.35
365.02
333.13
343.15
353.13
318.14
372.42
182.33
313.14
359.48
378.92
313.14

2012
2012
2005
1993
1965
2002
1971
2009
2009
1991
2006
1997
2013
1995
2008
2005
2007
1985
2000
1987
1961
1978
1995
1975
1979
1973
2006
1989
2007
1977
1983
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-13.4
-5.6
-15.6
-7.4
-21.3
-17.7
-11.3
-7.3
8.7
-6.8
-6.1

-2.8
-6.5
6.6
0.2
-4.5
-9.9
-26.7

-4.6
-1.5
-0.6
3.6
-1.3
7.4
2.1

0.6
43
-1.1
-15.3
-5.3

-15.9
-7.4
-21.5
-17.5
-11.3
-7.3
13.9
5.1
18.8
3.5
-2.9
-7.2
6.4
0.2
-4.1
-8.7
-25.7



2-propanol
1-propanol
2-propanol
2-propanol
2-propanol
1-propanol
1-propanol
1-propanol
1-propanol
1-propanol
2-propanol
1-propanol
2-propanol
2-propanol
2-propanol
2-propanol
1-propanol
1-propanol
1-propanol
1-propanol
1-propanol
1-propanol
2-propanol
2-propanol
2-propanol
1-propanol
1-propanol
1-propanol
1-propanol
1-propanol

2-propanol

C3H8O
C3H8O
C3H8O
C3H8O
C3H8O
C3H8O
C3H8O
C3H8O
C3H8O
C3H8O
C3H8O
C3H8O
C3H8O
C3H8O
C3H8O
C3H8O
C3H8O
C3H8O
C3H8O
C3H8O
C3H8O
C3H8O
C3H8O
C3H8O
C3H8O
C3H8O
C3H8O
C3H8O
C3H8O
C3H8O
C3H8O

butanone

butanone
1,4-dioxane

ethyl ethanoate
methyl propanoate
propyl methanoate
methyl propanoate
2-methyl-1-propanol
1-butanamine
N-methyl-2-pyrrolidone
3-pentanone
tetrahydropyran
ethyl propanoate
1-methylethyl ethanoate
propyl ethanoate
butyl methanoate
propyl ethanoate
propyl ethanoate
methyl butanoate
2-methyl-1-butanol
1-pentanol
chlorobenzene
benzene

benzene

benzene

benzene

benzene

benzene

benzene

benzene

cyclohexane

C4H8O
C4HSO
C4H802
C4H802
C4H802
C4H802
C4H802
C4H100
C4HI1IN
C5HONO
C5H100
C5H100
C5H1002
C5H1002
C5H1002
C5H1002
C5H1002
C5H1002
C5H1002
C5HI20
C5H120
C6HS5CI
C6H6
C6H6
C6H6
C6H6
C6H6
C6H6
C6H6
C6H6
C6H12

19

0.652
0.249
0.442
0.599
0.763
0.9
0.08
0.114
0.767
0.944
0.786
0.151
0.8
0.8
0.833
0.441
0.905
0.04
0.589
0.935
0.688
0.838
0.36
0.932
0.35
0.359
0.124
0.494
0.937
0.589
0.484

313.15
323.15
353.15
349.97
350.93
364.72
355.79
323.13
313.14
333.15
357.33
353.33
343
354.03
351.55
359.5
369.32
373.47
333.13
371.43
361.01
347.12
333.32
351.56
313.15
321.73
350.38
340.12
313.14
342.45
342.32

1996
1996
1998
1958
1993
1967
1990
1948
1976
1994
1989
2008
2012
1971
1999
1996
1959
2000
1985
2006
1983
1960
1965
1973
2001
1947
1973
1975
1987
2008
1963
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-24.3
-13
-3.3
-1.3
-18.4
0.1
-0.6
-6
-11.4
-8.3
-14.8
-12.7
-3.8
-12.4

-18.3
-1.5

-9.6
-2.3

0.8
44
5.1

-1.6
12.8
0.6
1.7
-3.1
-6.8
-2.3
-20.8

-13.5
-11.2
-2.4

-10.6
-19.1
-16.4
-7.5



2-propanol
1-propanol
1-propanol
1-propanol
1-propanol
2-propanol
2-propanol

1-propanol
2-propanol

2-propanol
2-propanol
1-propanol
1-propanol
2-propanol
2-propanol
1-propanol
2-propanol
2-propanol
2-propanol
1-propanol
1-propanol
1-propanol
1-propanol
1-propanol
2-propanol
1-propanol
1-propanol
2-propanol
2-propanol
2-propanol

C3H8O
C3H8O
C3H8O
C3H8O
C3H8O
C3H8O
C3H8O
C3H8O

C3H8O

C3H8O
C3H8O
C3H8O
C3H8O
C3H8O
C3H8O
C3H8O
C3H8O
C3H8O
C3H8O
C3H8O
C3H8O
C3H8O
C3H8O
C3H8O
C3H8O
C3H8O
C3H8O
C3H8O
C3H8O
C3H8O

cyclohexane
cyclohexane
cyclohexane
propyl propanoate
butyl ethanoate
hexane

hexane

hexane
1-methyl-1-(1-
methylethoxy)ethane
dipropyl ether

ethyl 1,1-dimethylethyl ether
dipropyl ether

ethyl 1,1-dimethylethyl ether
4-methyl-3,5-dioxaheptane
triethylamine

triethylamine

toluene

heptane

heptane

heptane

heptane

heptane

benzene, ethenyl-
ethylbenzene

2,2 4-trimethylpentane
octane

2,2 4-trimethylpentane
water

water

water

C6H12
C6H12
C6H12
C6H1202
C6H1202
C6H14
Co6H14
C6H14

C6H140

C6H140
C6H140
C6H140
C6H140
C6H1402
C6HI15N
C6HI15N
C7HS
C7H16
C7H16
C7H16
C7H16
C7H16
C8HS
C8HI10
C8H18
C8H18
C8H18
H20
H20
H20
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0.732
0.762
0.152
0.53

0.518
0.278
0.983
0.705

0.342

0.357
0.21

0.084
0.268
0.458
0.712
0.338
0.38

0.112
0.498
0.499
0.907
0.84

0.942
0.664
0.171
0.582
0.501
0.025
0.031
0.714

298.15
338.13
333.15
372.12
375.78
335.03
323.14
298.14

339.45

293.15
333.75
278.15
326.84
353.32
303.19
283.15
362.35
303.13
313.15
303.13
288.15
313.15
311.93
371.42
340

313.14
328.36
362.12
333.12
353.26

1996
1970
1997
1967
1995
1976
1988
1982

1940

1997
2002
1997
2007
2005
1974
1974
2012
1967
2002
1967
1980
1992
1957
1954
2008
1976
1981
1948
1967
1970
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-17.7
-12.8
-5.9
-20.3
-10.9
-5.8
-6.6
-20.6

-21.9

-21.2
-17.6
-6.3
-15
-19.1
-1.9
-5.8
-11.9
-10.3
-8.2
-11.6
-26.3
-17.5
-4.4
-1.7
-8.2
-11.2
-10
53
8.9

-18.5
-13
-5.6
-13

-5.5
-6.8
-21.3

-14.4

-14.2
-11.8
-4.1
-9.1
-10.1
3.7
2.6
-10.6
-10.4
-8.5
-11.7
-27.5
-18.1
-4.2
-7.1
-7.9
-11.5



2-propanol
2-propanol
2-propanol
2-propanol
2-propanol
2-propanol
2-propanol
2-propanol
1-propanol
1-propanol
1-propanol
1-propanol
1-propanol
1,3-propanediol
1,2-propanediol
1,2-propanediol

2-methoxyethanol

2-methoxyethanol
2-methoxyethanol
2-methoxyethanol
1,2-propanediol
1,2,3-propanetriol
1,2,3-propanetriol
1-propanethiol
1-propanethiol
2-propanamine
1-propanamine
2-(methylamino)ethanol
trimethyl phosphite

1,3-propanediamine

C3H8O
C3H8O
C3H8O
C3H8O
C3H8O
C3H8O
C3H8O
C3H8O
C3H8O
C3H8O
C3H8O
C3H8O
C3H8O
C3HS802
C3H802
C3H802

C3HS802

C3H802
C3H802
C3H802
C3H802
C3H803
C3H803
C3HS8S
C3HS8S
C3HON
C3HON
C3HONO
C3H903P
C3HION2

water H20
water H20
water H20
water H20
water H20
water H20
water H20
water H20
water H20
water H20
water H20
water H20
water H20
1,2,3-propanetriol C3H803
1,2-propanediyl carbonate C4H603
1,2-butanediol C4H1002
(Ziigl\i:’tll\l]ylamino)ethanol CAHIINO
cyclohexane C6H12
heptane C7H16
ethylbenzene C8H10
water H20
water H20
water H20
benzene C6H6
hexane Co6H14
hexane Co6H14
hexane Co6H14
N-methyldiethanolamine C5H13NO2
benzene C6H6
water H20
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0.175
0.032
0.069
0.024
0.052
0.079
0.7
0.689
0.432
0.482
0.7
0.496
0.177
0.15
0.622
0.122

0.554

0.019
0.701
0.522
0.026
0.601
0.133
0.279
0.065
0.515
0.429
0.75
0.4
0.744

348.22
298.14
298.14
308.14
308.14
308.14
349.63
353.28
360.92
360.92
361.92
350.73
332.08
441.99
403.87
403.29

346.74

352.34
323.15
392.22
318.14
333.13
329.31
333.13
340.76
303.14
323.14
351.13
324.35
303.15

1975
1984
1984
1984
1984
1984
1986
2003
1910
1958
1968
1979
1996
2012
2011
2013

1970

2010
2001
1977
1975
1970
2011
1989
1949
1983
1983
1989
1990
2011
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-0.2
18.5
8.1
16.4
10.4
4.5
-0.6
-2.8
-1.6
-1.8
-3.3
-1.5
-5.4
-15.9
-15.3
-3.8

5.1

-25.3
-11
0.5
15.8
7.2
22.5
0.4
53
7.2

0.3
8.7

-6.2
11.1
-0.5
9.5

2.1

-4.1
-3.7

-5.1
-5.4

-5.3
-10.1
-16.1
-8.9
-3.8

4.2

-0.8
-26.3
-10.8
0.4
10.7
6.4
22.6
0.5
2.5
32
0.4
0.3



1-buten-3-yne
thiophene
thiophene
thiophene
thiophene
thiophene

pyrrole

pyrrole

2-butenal
2-butenal
2-butenal
2-methyl-2-propenoic acid
methyl propenoate
ethenyl ethanoate
.gamma.-butyrolactone
ethanoic anhydride
butanenitrile
butanenitrile
butanenitrile
butanenitrile
butanenitrile
2-methylpropanal
butanone
tetrahydrofuran
butanone

butanone

butanone

butanone

butanal

butanone

butanone

C4H4
C4H4S
C4H4S
C4H4S
C4H4S
C4H4S
C4H5N
C4H5N
C4H60
C4H60
C4H60
C4H602
C4H602
C4H602
C4H602
C4H603
C4HTN
C4H7N
C4HTN
C4H7N
C4HTN
C4H8O
C4H8O
C4HS8O
C4H8O
C4HSO
C4H8O
C4HSO
C4H8O
C4HSO
C4H8O

ammonia

pyridine

benzene
2,3-dimethyl-2-butene
toluene
methylcyclohexane
1-butanol

1-pentanol

ethenyl ethanoate
1-butanol

water
2-methylpropanoic acid
1-butanol

methyl methacrylate
water

octane

1-butanol
2-methyl-2-propanol
2-methyl-1-propanol
(RS)-2-butanol
benzene

ethyl ethanoate
butanoic acid
pyrrolidine
2-methyl-2-propanol
(RS)-2-butanol
3-pentanone
bromobenzene
benzene

benzene

cyclohexanone

H3N
CS5H5N
C6H6
Co6H12
C7HS8
C7H14
C4H100
C5HI120
C4H602
C4H100
H20
C4H802
C4H100
C5H802
H20
C8H18
C4H100
C4H100
C4H100
C4H100
C6H6
C4H802
C4H802
C4HON
C4H100
C4H100
C5H100
C6H5Br
C6H6
C6H6
C6H100
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0.14
0.385
0.496
0.408
0.604
0.426
0.312
0.798
0.165
0.289
0.011
0.842
0.9
0.946
0.368
0.032
0.314
0.304
0.511
0.916
0.603
0.832
0.904
0.755
0.883
0.443
0.903
0.952
0.784
0.782
0.735

218.19
370.57
328.14
347.34
361.32
348.13
366.6

373.2

328.14
344.78
370.12
361.18
354.53
347.23
379.07
397.7

288.15
303.15
313.15
293.15
318.15
313.14
352.13
333.35
352.1

361.82
354.23
327.14
313.14
333.13
360.45

1964
1979
1971
2012
2006
1980
2012
2012
1975
1970
1969
1989
1976
1990
1989
1995
1995
1997
1997
1997
1995
1986
1977
1990
1969
1977
1974
1988
1989
1984
2007
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-12.1
-10
-3.8
-4.4
-0.8
2.7
-30.1
-14.9
-2.4
-21.2
5.8
2.5

2.5
-4.5
-0.1
-37.6
-14.4
-20.4
-9.6
-11

3.5

-14.9
-10
-3.8
-4.1
-0.8
3.1
-29.2
-12
-2.5
-10.6

-23.9
-9.8
-11.7
-5.6
-11.1
-0.2

34



tetrahydrofuran
butanone
tetrahydrofuran
tetrahydrofuran
butanone
tetrahydrofuran
tetrahydrofuran
butanone
tetrahydrofuran
butanone
tetrahydrofuran
butanone
ethyloxirane
tetrahydrofuran
butanal
butanone
butanone
butanone
butanone
tetrahydrofuran
tetrahydrofuran
1,4-dioxane
1,4-dioxane
ethyl ethanoate
ethyl ethanoate

methyl propanoate

1,4-dioxane

propyl methanoate

1,4-dioxane

propyl methanoate

1,4-dioxane

C4H8O
C4HSO
C4H8O
C4HSO
C4H8O
C4HSO
C4H8O
C4HSO
C4H8O
C4HSO
C4H8O
C4HSO
C4H8O
C4HSO
C4H8O
C4HSO
C4H8O
C4HSO
C4H8O
C4HSO
C4H8O
C4HS802
C4H802
C4HS802
C4H802
C4HS802
C4H802
C4HS802
C4H802
C4HS802
C4H802

cyclohexanone
cyclohexane
cyclohexane
cyclohexane

hexane
3-methylpentane
hexane

1-hexanol

ethyl 1,1-dimethylethyl ether
toluene

toluene
methoxybenzene
heptane

heptane

heptane

2,4, 4-trimethyl-1-pentene
water

water

water

water

water

ethyl ethanoate
2-chlorobutane
diethyl ether
1-butanol

1-butanol
2-methyl-2-propanol
2-methyl-1-propanol
2-methyl-1-propanol
(RS)-2-butanol

1-butanamine

C6H100
Co6H12
C6H12
Co6H12
C6H14
C6H14
C6H14
C6H140
C6H140
C7HS
C7HS8
C7H8O
C7HI16
C7HI16
C7HI16
C8HI16
H20
H20
H20
H20
H20
C4H802
C4HO9C1
C4H100
C4H100
C4H100
C4H100
C4H100
C4H100
C4H100
C4H1IN
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0.402
0.945
0.077
0.862
0.63
0.652
0.966
0.703
0.232
0.739
0.301
0.065
0.156
0.577
0.127
0.229
0.189
0.662
0.86
0.048
0.8
0.797
0.574
0.1
0.919
0.033
0.952
0.671
0.922
0.224
0.086

333.13
293.15
298.14
339.15
338.13
334
338.42
313.15
322.32
329.34
336.13
333.4
313.15
313.14
318.14
313.14
346.77
346.87
347.73
341.34
312
293.14
352.15
283.09
351.73
348.13
333.95
357.25
333.15
364.15
298.14

1984
1989
1975
1993
1972
1999
1980
1996
2003
1972
1975
1992
1994
1988
1984
1989
1932
1964
1995
1973
2011
1966
2003
1926
1986
1987
2008
1999
2008
1999
1988
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-1.7
-2.1

-7.1
-1.7

-53
-6.9
-2.2
-11.2
-53
-7.1
-10.4
-17
-31.6
-13.3
-9.6
-21.7
-18.6
-7.4
-9.6
0.6
-1.3
-9.5
-53
-8.6
-6.5
-7.1
0.6

-3.4

-1.6
-2.1
-6.7

-1.7
-2.3
-5.2
-6.9
-2.3
-11.3
-4.9
-7.1
-9.8
-16.7
-14.1
-2.3
-0.3
-10.7
-10.2
-7.4
-9.7
0.6
-0.1
-4.2
-2.2
-3.1
-4.6
-0.6
1.2



ethyl ethanoate
ethyl ethanoate
ethyl ethanoate
1,4-dioxane
ethyl ethanoate
1,4-dioxane
ethyl ethanoate
1,4-dioxane
ethyl ethanoate
ethyl ethanoate
1,4-dioxane
ethyl ethanoate
ethyl ethanoate
butanoic acid
1,4-dioxane
1,4-dioxane
1,4-dioxane
ethyl ethanoate
sulfolane
sulfolane
sulfolane
sulfolane

methyl 2-hydroxypropanoate

1-bromobutane
1-bromobutane
1-bromobutane
1-bromobutane
1-bromobutane
1-chlorobutane
1-chlorobutane

1-chlorobutane

C4H802
C4HS802
C4H802
C4HS8O02
C4H802
C4HS802
C4H802
C4HS802
C4H802
C4HS802
C4H802
C4HS802
C4H802
C4HS8O02
C4H802
C4HS8O02
C4H802
C4HS802
C4H802S
C4H802S
C4H802S
C4H802S
C4H803
C4H9Br
C4H9Br
C4H9Br
C4H9Br
C4H9Br
C4HO9C1
C4HOCl
C4HO9C1

diethylamine
diethylamine
diethylamine
cyclopentane
1-chloropentane
benzene

benzene
cyclohexane

butyl ethanoate
hexane

toluene

toluene

toluene

octane

water

water

water

water

benzene
1,2-dimethylbenzene
ethylbenzene
1,3-dimethylbenzene
water

1-butanol
2-methyl-2-propanol
2-methyl-1-propanol
(RS)-2-butanol
1-hexanol
2-methyl-1-propanol
(RS)-2-butanol
chlorobenzene

C4H1IN
C4HI1IN
C4H1IN
C5HI10
C5H11Cl1
C6H6
C6H6
Co6H12
C6H1202
C6H14
C7HS
C7HS
C7HS
C8H18
H20
H20
H20
H20
C6H6
C8HI10
C8HI10
C8HI10
H20
C4H100
C4HI100
C4H100
C4H100
C6H140
C4H100
C4H100
Co6HS5C1
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0.223
0.578
0.63
0.885
0.784
0.5
0.2
0.456
0.313
0.485
0.447
0.773
0.772
0.736
0.57
0.035
0.5
0.433
0.091
0.924
0.087
0.815
0.309
0.806
0.406
0.613
0.097
0.764
0.158
0.753
0.825

331.32
322.53
320.64
320.28
353.75
298.14
273.1

313.14
350.11
338.48
298.14
354.26
323.14
409.62
293.14
343.13
353.15
343.63
348.13
373.1

357.8

373.1

283.15
313.15
318.15
308.15
313.15
298.15
308.15
308.15
298.16

1966
1966
1969
2005
1994
1972
1926
1988
2013
2010
1975
1962
1972
1976
1940
1977
1997
1985
1985
1995
2011
1995
2005
2002
2002
2003
2003
2003
2001
2001
1983

eng
eng
eng
rom
ort
des
sch
des
laa
fer
des
car
lin
rad
nii
kor
iul
ouy
he
ton
jon
ton
san
gar
gar
mar
mar
gar
gar

gar

bit
bit
bit
vil
pen

osw

0SW
pok
per

osw

pro
han

val
ham

wan

gao
maa
gao

gme
mar
mar
gar

gar

mar
mar
mar

mut

— O O O O O O O O N O N O 2O O O O OO o0 o0 o = O o o o o o =0

1.2
3.1
3.9
-18.2
-1.1
-9.6
-7.3
-3.3
23
0.6
-7.6
-2.5
14.5
28.7
-32.7
-9.6
-27.5
-21.8
-2.2
-88.3
-7.9
-26.2
0.4
-4.6
-10.9
-11.8
-17.9
-4.3
-32.2
-4.5
-1.4

0.3
0.7
1.3
-18.4
-1.2
-9.8
-7.4
-3.1
2.2
0.6
-1.7
-2.6
14.5
28.2
-13.2
-4.1
-11.6
-6.8
-2.2
-94.9
-7.9
-29
-0.3
-3.5
-10.3
-10.5
-17.4
-3.3
-30.8
-3.4
-1.5



1-chlorobutane
1-chlorobutane
1-chlorobutane
2-chlorobutane
1-chlorobutane
1-chlorobutane
1-chlorobutane
1-chlorobutane

2-chloro-2-methylpropane

tetrahydro-1,4-oxazine
2-butanone oxime
tetrahydro-1,4-oxazine
2-butanone oxime
1-butanol

1-butanol

1-butanol
2-methyl-1-propanol
1-butanol
2-methyl-2-propanol
(RS)-2-butanol
2-methyl-1-propanol
(RS)-2-butanol
1-butanol

1-butanol
(RS)-2-butanol
(RS)-2-butanol
1-butanol

1-butanol

2-methyl-2-propanol
2-methyl-2-propanol

C4HO9C1
C4HOCl
C4HO9C1
C4HOCl
C4HO9C1
C4HOCl
C4HO9C1
C4HOCl
C4HO9Cl
C4HONO
C4HO9NO
C4HONO
C4HO9NO
C4H100
C4H100
C4H100
C4H100
C4H100
C4H100
C4H100
C4H100
C4H100
C4H100
C4H100
C4H100
C4H100
C4H100
C4H100
C4H100

C4H100

cyclohexane
hexane
1-hexanol
toluene
heptane

heptane

2,4,4-trimethyl-1-pentene

2,2, 4-trimethylpentane
2,2 4-trimethylpentane
1-butanol

3-pentanone
cyclohexane

heptane
2-methyl-2-propanol
2-methyl-1-propanol
(RS)-2-butanol
(RS)-2-butanol
3-oxa-1,5-pentanediol
pyridine
2,4-pentanedione
tetrahydropyran
tetrahydropyran
propyl ethanoate
methyl butanoate
propyl ethanoate
butyl methanoate
diethyl carbonate
2-methyl-2-butanol
1-pentanol

1,1-dimethylethyl methyl

ether

C6H12
C6H14
C6H140
C7HS
C7HI16
C7HI16
C8HI16
C8HI18
C8H18
C4H100
C5HI100
Co6H12
C7HI16
C4H100
C4H100
C4H100
C4H100
C4H1003
CSH5N
C5H802
C5HI100
C5H100
C5H1002
C5H1002
C5H1002
C5H1002
C5H1003
C5HI20
C5HI20

C5HI120
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0.26
0.3
0.22
0.586
0.474
0.356
0.852
0.59
0.77
0.448
0.954
0.673
0.895
0.7
0.182
0.128
0.647
0.8
0.597
0.509
0.199
0.495
0.691
0.609
0.688
0.757
0.832
0.395
0.131

0.512

351.47
298.15
318.15
323.15
318.14
360.41
293.15
293.15
293.15
363.35
353.13
364.24
338.13
329.65
382.22
313.14
377.92
351.13
313.14
298.14
3443

353.41
381.97
368.13
361.93
371.02
389.67
380.12
313.14

336.95

2006
2009
2001
1996
1981
2006
1989
1989
1988
1991
1968
2010
1968
1969
1975
1973
1975
1977
1977
1980
2008
2008
1987
1987
1999
1996
2003
1976
1989
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0.6
8.1
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-1.7
-1.9
-1.6
-2.8
-38.8

2.1
-1.6
9.5



1-butanol
2-methyl-2-propanol
1-butanol
2-methyl-2-propanol
1-butanol

diethyl ether
1-butanol
2-methyl-2-propanol
2-methyl-1-propanol
2-methyl-1-propanol
(RS)-2-butanol
2-methyl-1-propanol
1-butanol

1-butanol
2-methyl-2-propanol
(RS)-2-butanol
1-butanol
2-methyl-2-propanol
2-methyl-2-propanol
2-methyl-1-propanol
(RS)-2-butanol
1-butanol

1-butanol

1-butanol

1-butanol
2-methyl-2-propanol
(RS)-2-butanol

1-butanol
1-butanol

2-methyl-1-propanol

C4H100
C4H100
C4H100
C4H100
C4H100
C4H100
C4H100
C4H100
C4H100
C4H100
C4H100
C4H100
C4H100
C4H100
C4H100
C4H100
C4H100
C4H100
C4H100
C4H100
C4H100
C4H100
C4H100
C4H100
C4H100
C4H100
C4H100

C4H100
C4H100
C4H100

bromobenzene
bromobenzene
chlorobenzene
chlorobenzene
2-chlorophenol
benzene

benzene

benzene

benzene

benzene

benzene
cyclohexanone
cyclohexane
cyclohexane
cyclohexane
cyclohexane

butyl ethanoate
propyl propanoate
1,1-dimethylethyl ethanoate
propyl propanoate
1-methylpropyl ethanoate
2-methylpentane
hexane

hexane
2,3-dimethylbutane
hexane

hexane
1-methyl-1-(1-
methylethoxy)ethane
dipropyl ether
1-methyl-1-(1-
methylethoxy)ethane

C6H5Br
C6H5Br
Co6HS5C1
C6HS5CI
C6H5CIO
C6H6
C6H6
C6H6
C6H6
C6H6
C6H6
C6H100
C6H12
Co6H12
C6H12
Co6H12
C6H1202
C6H1202
C6H1202
C6H1202
C6H1202
C6H14
Co6H14
C6H14
C6H14
C6H14
C6H14

C6H140
C6H140
C6H140
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0.854
0.608
0.192
0.237
0.456
0.285
0.176
0.857
0.095
0.256
0.941
0.602
0.758
0.703
0.229
0.689
0.261
0.589
0.672
0.15

0.574
0.136
0.427
0.982
0.511
0.696
0.13

0.048
0.803
0.6

367.14
362.27
364.55
344.05
383.15
293.14
313.14
343.13
352.92
308.15
313.15
389.45
363.02
359.79
324.2

313.15
393.47
363.41
357.5

390.7

374.95
303.15
323.12
293.12
298.15
298.15
323.15

313.15
323.15
313.15

1997
2001
1997
2001
1995
1938
1980
1973
1967
1998
2006
2007
1963
1983
1969
2009
1987
2006
2005
1999
2013
1994
1992
1992
1994
1993
1993
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1997
2006
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-2.5
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-10.5
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1.8
-12.6
-14
-2.4
-1.7
0.5
1.3
32
2.8
6.4
-2.2
-7.4
-37.5
-12.2
-2.3
-5.1

-0.4
-21.8
-24.2



2-methyl-1-propanol
(RS)-2-butanol

(RS)-2-butanol
(RS)-2-butanol
1-butanol
2-methyl-2-propanol
1-butanol

1-butanol
2-methyl-1-propanol
(RS)-2-butanol
2-methyl-1-propanol
2-methyl-2-propanol
1-butanol

1-butanol
2-methyl-2-propanol
2-methyl-1-propanol
(RS)-2-butanol

(RS)-2-butanol

1-butanol
2-methyl-2-propanol
(RS)-2-butanol
1-butanol
2-methyl-1-propanol
diethyl ether
1-butanol

1-butanol
2-methyl-2-propanol
2-methyl-2-propanol
2-methyl-2-propanol
(RS)-2-butanol

C4H100
C4H100

C4H100
C4H100
C4H100
C4H100
C4H100
C4H100
C4H100
C4H100
C4H100
C4H100
C4H100
C4H100
C4H100
C4H100
C4H100

C4H100

C4H100
C4H100
C4H100
C4H100
C4H100
C4H100
C4H100
C4H100
C4H100
C4H100
C4H100
C4H100

dipropyl ether
1-methyl-1-(1-
methylethoxy)ethane
dipropyl ether
1-propoxy-2-propanol
triethylamine
triethylamine

toluene

toluene

toluene

toluene
2-methylphenol
methylcyclohexane
heptane

heptane

heptane

heptane

heptane
1,1-dimethylpropyl ethyl
ether

ethylbenzene

2,4,4-trimethyl-1-pentene
2,4, 4-trimethyl-1-pentene
octane

2,2 4-trimethylpentane
water

water

water

water

water

water

water

C6H140
C6H140

C6H140
C6H1402
C6HI15N
C6HI15N
C7HS
C7HS
C7HS8
C7HS
C7H8O
C7H14
C7H16
C7H16
C7HI16
C7HI16
C7H16

C7H160

C8HI10
C8H16
C8HI16
C8H18
C8H18
H20
H20
H20
H20
H20
H20
H20
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0.4
0.499

0.617
0.767
0.491
0.129
0.204
0.503
0.407
0.887
0.793
0.979
0.746
0.892
0.602
0.551
0.925

0.09

0.907
0.404
0.179
0.273
0.941
0.01

0.812
0.95

0.032
0.038
0.07

0.017

308.15
313.15

313.15
3394
313.14
303.19
333.29
368
343.38
308.15
386.85
3553
338.13
360.95
338.13
348.13
348.13

358.06

309.94
333.14
360.17
288.18
348.15
298.14
374.32
333.13
343.13
303.15
355.49
364.12

1998
2006

1998
2008
1975
1975
1977
1997
1977
2004
2006
1999
1980
2010
1980
1980
1980

2012

1977
2007
2001
1992
2011
1969
1960
1971
1968
1990
2002
1942
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-1.2
-5.1
-71.5
-6.3
-6.2
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24
0.7

-8.8
-2.5
-11.2
-4.4

-9.3

-13.4
-4.1
-3.2
-8.2
-10
49.2
0.4
-11.5
9.2
27.1
18.7
11.7

-10.8
-19.9

-15.8
-1.1
4.2

-4.9
-4.4
-8.3
-16.3
1.8
0.7
-27.9
-8.6
-2.5
-10.7

51.9
-4.3
-15.8
-1.3
17
11
59



(RS)-2-butanol
(RS)-2-butanol
2-ethoxyethanol
2-ethoxyethanol
2-ethoxyethanol

1-methoxy-2-propanol

2-ethoxyethanol
2-ethoxyethanol
2-ethoxyethanol
2-ethoxyethanol
1-butanamine
2-methyl-2-propanamine
1-butanamine
diethylamine
N-deuterodiethylamine
diethylamine
2-amino-2-methyl-1-propanol
bis(2-hydroxyethyl)amine
1,4-butanediamine
tetramethylsilane
2-furaldehyde
2-furaldehyde
2-furaldehyde
2-furaldehyde
2-furaldehyde

pyridine

pyridine

pyridine

pyridine

pyridine

C4H100
C4H100
C4H1002
C4H1002
C4H1002

C4H1002

C4H1002
C4H1002
C4H1002
C4H1002
C4H1IN
C4HI1IN
C4H1IN
C4HI1IN
C4H1IN
C4HI1IN
C4H11INO
C4HI1NO2
C4H12N2
C4H12Si
C5H402
C5H402
C5H402
C5H402
C5H402
C5H5N
C5H5N
C5H5N
CS5H5N
C5H5N

water

water

butyl methanoate
phenol

cyclohexane
1-methyl-1-(1-
methylethoxy)ethane
benzene, ethenyl-

1,2-dimethylbenzene
octane

water

piperidine

hexane

hexane

hexane

hexane

triethylamine

water

water

water
2,2-dimethylpropane
2-methylfuran
4-methyl-2-pentanone
toluene

toluene

water

benzene
3-methylpyridine
cyclohexane

toluene

toluene

H20

H20
C5H1002
C6H60
C6H12

C6H140

C8HS
C8HI10
C8H18
H20
CSHI1IN
C6H14
C6H14
C6H14
C6H14
C6HI15N
H20
H20
H20
C5HI12
C5H60
C6HI120
C7HS8
C7HS
H20
C6H6
C6H7N
C6H12
C7HS
C7HS
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0.027
0.7

0.314
0.171
0.601

0.2

0.46
0.181
0.349
0.161
0.324
0.486
0.289
0.593
0.561
0.7
0.251
0.271
0.498
0.242
0.185
0.856
0.411
0.701
0.949
0.031
0.36
0.284
0.705
0.756

361.59
298.14
333.15
363.15
303.15

340

334.63
338.13
390.18
371.32
343.15
323.15
283.15
313.14
333.13
323.13
377.75
365.15
363.15
263.2

298.74
368.07
361.03
357.83
323.14
298.14
402.42
308.14
303.14
333.13

1964
1987
2004
2001
2000

2004

1968
1968
1957
1956
2000
1995
1995
1985
1985
1962
2006
2002
2011
1970
1946
1987
1973
1973
1970
1970
1978
1973
1973
1988
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17.8
-3.1
3.7

9.2
6.1
4.9
52
1.2
11.9
17.2
50.2
0.5
-6.5
-6.2
-1.3
-13.8
14.1
-0.7
-4.8
-2.7
-3.6
-2.6

3.8
0.8
-10.4
-2.9
-19.4

-4.6

9.5
18.1

10.2
14.2
423
0.5
-6.5
-6.3
-7.2
-13.7
46.1
-0.7
-4.8
-2.3
-3.6
-2.6



pyridine

pyridine

pyridine

pyridine

pyridine

pyridine
3-methylthiophene
3-methylthiophene
2-methyl-1,3-butadiene
2-methyl-1,3-butadiene
cyclopentanone

methyl methacrylate
N-methyl-2-pyrrolidone
N-methyl-2-pyrrolidone
N-methyl-2-pyrrolidone
N-methyl-2-pyrrolidone
N-methyl-2-pyrrolidone
N-formylmorpholine
tetrahydropyran
pentanal
tetrahydropyran
2-methyltetrahydrofuran
3-methyl-2-butanone
3-pentanone
3-methyl-2-butanone
tetrahydropyran
2-methylpropyl methanoate
propyl ethanoate

propyl ethanoate
1-methylethyl ethanoate
propyl ethanoate

CS5H5N
C5H5N
CS5H5N
C5H5N
C5H5N
C5H5N
C5H6S
C5He6S
C5HS
C5HS
C5H80
C5HS802
C5SHO9NO
C5HONO
C5SHONO
C5HONO
C5SHONO
C5HONO2
C5HI100
C5H100
C5HI100
C5H100
C5H100
C5H100
C5H100
C5H100
C5H1002
C5H1002
C5H1002
C5H1002
C5H1002

heptane
octane

2,2 4-trimethylpentane

water

water

water

hexane

toluene
2-methyl-1-butene
pentane
3-methyl-1-butanol
cyclohexane
benzene
cyclohexane
toluene

heptane

water

heptane

piperidine
benzene

aniline
cyclohexane
2,3-dimethylbutane
hexane
2-methylpentane
hexane

butyl methanoate
benzene

2-hexyne
cyclohexane
cyclohexane

C7H16
C8H18
C8HI18
H20
H20
H20
C6H14
C7HS
C5HI10
C5HI12
C5HI20
Co6H12
C6H6
Co6H12
C7HS8
C7HI16
H20
C7HI16
C5HI1IN
C6H6
C6H7N
Co6H12
C6H14
C6H14
C6H14
C6H14
C5H1002
C6H6
C6H10
C6H12
C6H12
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0.438
0.437
0.503
0.041
0.216
0.852
0.73
0.805
0.3
0.798
0.605
0.855
0.955
0.66
0.382
0.024
0.043
0.358
0.06
0.143
0.248
0.86
0.792
0.18
0.393
0.074
0.374
0.605
0.328
0.149
0.644

353.12
353.12
298.14
324.43
321.93
378.8
333.15
387.21
310.92
313.13
402.17
318.11
350
333.23
383.32
298.14
380.24
343.15
323.15
313.14
308.15
310.95
333.15
325.14
330
333.13
375.2
365.23
363.15
348.14
293.15

1963
1963
1973
1952
1965
1998
2010
2012
1981
1985
1992
1984
1996
1985
1985
1987
1996
2013
1992
1986
2010
1999
2013
1979
2005
2012
1985
1972
2010
1994
2007
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propyl ethanoate
propyl ethanoate
methyl butanoate
furfuryl alcohol, tetrahydro-

diethyl carbonate

1-chloropentane

piperidine
N-methylmorpholine

pentane

2,2-dimethylpropane

pentane

pentane

pentane

2-methyl-2-butanol
2-methyl-2-butanol

1-pentanol

1,1-dimethylethyl methyl ether
1-pentanol

1,1-dimethylethyl methyl ether
2-pentanol

1,1-dimethylethyl methyl ether
butyl methyl ether
2-methyl-2-butanol
1,1-dimethylethyl methyl ether
1,1-dimethylethyl methyl ether
1-pentanol

1-pentanol

1,1-dimethylethyl methyl ether
1-pentanol

3-methyl-1-butanol

C5H1002
C5H1002
C5H1002
C5H1002

C5H1003

C5HI11Cl1
CSH1IN
C5HIINO
C5HI12
C5HI12
C5HI12
C5HI12
C5HI12
C5HI120
C5HI120
C5HI120
C5HI120
C5HI120
C5HI120
C5HI120
C5HI120
C5HI120
C5HI120
C5HI120
C5HI120
C5HI120
C5HI120
C5HI120
C5HI120
C5HI120

1-hexene
heptane
heptane

water

1,1-dimethylethyl methyl

ether
hexane

N-propyl-1-propanamine

water

benzene

benzene
methylcyclopentane
hexane

toluene
2-methyl-1-butanol
benzene

aniline

2-hexyne
cyclohexane
cyclohexane
cyclohexane
1-hexene

1-hexene

hexane

hexane

1-hexanol

toluene
methylcyclohexane
1-heptene

heptane

heptane

C6H12
C7HI16
C7HI16
H20

C5HI120

C6H14
C6HI15N
H20
C6H6
C6H6
C6H12
C6H14
C7HS8
C5HI20
C6H6
C6HT7N
C6H10
Co6H12
C6H12
Co6H12
C6H12
Co6H12
C6H14
C6H14
C6H140
C7HS
C7H14
C7H14
C7HI16
C7HI16
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0.668
0.988
0.876
0.173

0.555

0.821
0.562
0.349
0.161
0.114
0.874
0.668
0.14
0.126
0.802
0.407
0.572
0.6
0.401
0.466
0.149
0.802
0.981
0.82
0.781
0.25
0.437
0.99
0.848
0.077

303.15
373.72
371.35
326.34

298.15

288.15
333.15
333.15
308.14
273.2
311.88
298.14
303.34
373.15
313.15
373.12
273.34
328.24
308.15
353.15
313.15
303.15
338.15
328
318.15
363.13
313.14
311.15
363.25
358.13

2007
2001
2012
1971

1997

2009
2000
2009
1971
1953
1957
1974
1972
1994
2001
1974
2006
1973
2001
2009
1998
2012
2010
1979
2003
1971
1980
1993
1979
1988
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2-methyl-1-butanol

1,1-dimethylethyl methyl ether

3-pentanol
3-methyl-2-butanol
1-pentanol

1-pentanol

1,1-dimethylethyl methyl ether

2-methyl-2-butanol
2-methyl-2-butanol

N-methyldiethanolamine

bromobenzene
chlorobenzene
chlorobenzene
chlorobenzene
chlorobenzene
chlorobenzene
chlorobenzene
chlorobenzene
fluorobenzene
fluorobenzene
fluorobenzene
nitrobenzene
nitrobenzene
benzene
benzene
benzene
benzene
benzene
benzene
benzene

benzene

C5HI120
C5HI120
C5HI120
C5HI120
C5HI120
C5HI120
C5HI120
C5HI120
C5HI120
C5HI3NO2
C6HS5Br
C6H5Cl
C6HS5Cl
C6H5Cl
C6HS5Cl
C6H5Cl
C6HS5Cl
C6H5Cl
C6HSF
C6HSF
C6HSF
C6HS5NO2
C6HS5NO2
C6H6
C6H6
C6H6
C6H6
C6H6
C6H6
C6H6
C6H6

heptane
heptane
heptane
heptane

1,4-dimethylbenzene

2,2, 4-trimethylpentane
2,2 4-trimethylpentane

water

water

water
nitrobenzene
benzene
aniline
cyclohexane
toluene
methylcyclohexane
heptane
ethylbenzene
cyclohexane
toluene
methylcyclohexane
aniline
1-heptanol
cyclohexane
cyclohexane
cyclohexane
cyclohexane
cyclohexane
cyclohexane
cyclohexane
cyclohexane

C7HI16
C7HI16
C7HI16
C7HI16
C8HI10
C8H18
C8H18
H20
H20
H20
C6HSNO2
C6H6
C6H7N
Co6H12
C7HS8
C7H14
C7HI16
C8HI10
C6H12
C7HS
C7H14
C6HT7N
C7H160
Co6H12
C6H12
C6H12
C6H12
C6H12
C6H12
Co6H12
C6H12
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0.569
0.43
0.187
0.5
0.883
0.148
0.317
0.415
0.488
0.444
0.532
0.078
0.388
0.346
0.215
0.932
0.752
0.599
0.544
0.891
0.462
0.05
0.479
0.899
0.101
0.265
0.663
0.623
0.276
0.579
0.498

358.15
298.15
368.15
313.15
408.24
313.15
339.28
2833

343.25
333.8

440.91
356.45
298.14
363.23
303.14
348.13
353.13
293.15
348.13
333.36
333.17
342.82
450.15
352.14
318.13
295.51
254.63
313.09
343.13
350.6

343.03

1991
1997
1990
1997
1967
2013
2001
1996
1996
2010
1985
2001
1967
1976
1972
1980
1971
1979
1980
1968
1968
1955
2013
1950
1966
1973
1974
1982
1995
2001
2007
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-8.9
4.5
0.9
-6
-0.9
-2.6

9.2
52
22.8
-2.8
3.3
13.6
2.7
-1.6
0.5
-2.1
-1.5
-0.2
-0.1
0.6
0.6
-16.4
2.2
-42.6
23
23
4.2
2.6

4.1

-8.1
4.6
1.7
-5.7
-0.1
-2.1
6.1
4.4
1.2
13.2



benzene
benzene
benzene
benzene
benzene
benzene
benzene

benzene
benzene

benzene
benzene
benzene
benzene
benzene
benzene
benzene
benzene
benzene
benzene
benzene
benzene
benzene
benzene
phenol
phenol
phenol
aniline
aniline
2-methylpyridine
aniline

C6H6
C6H6
C6H6
C6H6
C6H6
C6H6
C6H6
C6H6

C6H6

C6H6
C6H6
C6H6
C6H6
C6H6
C6H6
C6H6
C6H6
C6H6
C6H6
C6H6
C6H6
C6H6
C6H6
C6H60
C6H60
C6H60
C6H7N
C6H7N
C6H7N
C6H7N

1-hexene
methylcyclopentane
2-methylpentane
hexane

hexane

hexane

hexane

hexane
1-methyl-1-(1-
methylethoxy)ethane
dipropyl ether

benzonitrile

toluene

toluene
methoxybenzene
methylcyclohexane
2,4-dimethylpentane
heptane

heptane

heptane

heptane

heptane
2,3-dimethylpentane
octane
2-methylphenol
4-methylphenol
3-methylphenol
cyclohexane

hexane

toluene
3-methylphenol

C6H12
Co6H12
C6H14
C6H14
C6H14
C6H14
C6H14
C6H14

C6H140

C6H140
C7H5N
C7HS
C7HS8
C7H8O
C7H14
C7HI16
C7HI16
C7HI16
C7HI16
C7HI16
C7HI16
C7HI16
C8H18
C7H8O
C7H8O
C7H8O
C6H12
C6H14
C7HS8
C7H8O
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0.298
0.699
0.675
0.61

0.294
0.846
0.256
0.138

0.298

0.478
0.586
0.9
0.719
0.914
0.938
0.631
0.299
0.9
0.21
0.1
0.299
0.373
0.078
0.821
0.118
0.049
0.061
0.946
0.492
0.596

312.35
347.74
303.14
344.67
328.23
303.14
298.14
298.12

313.15

333.13
323.15
333.12
359.65
342.75
313.14
349.92
362.22
312.93
328.14
359.93
313.15
355.92
313.15
457.05
428.35
409.42
323.34
338.13
313.15
437.81

2002
1962
1972
1955
1963
1972
1975
1999

2006

1972
1999
1926
1993
1995
1980
1962
1950
1959
1971
1975
2002
1960
1994
1917
1992
1989
1968
1968
1993
1985
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-28.4
2.4

-0.1
-3.9
-2.7
0.7
0.1
0.9
0.8
4.2
0.7
0.3
24
3.9
24
6.6
2.1
2.1

0.7
-32.5
-2.4
-1.4



aniline

aniline
4-methylpyridine
2-methylpyridine
cyclohexene
3-hexyne
cyclohexanone
cyclohexanone
cyclohexanone
1-aza-2-cycloheptanone
methylcyclopentane
cyclohexane
cyclohexane
cyclohexane
cyclohexane
cyclohexane
cyclohexane
1-hexene

cyclohexane

1-hexene
cyclohexane
cyclohexane
cyclohexane
cyclohexane
cyclohexane
cyclohexane
cyclohexane
cyclohexanol
2-hexanone

cyclohexanol

C6H7N
C6H7N
C6H7N
C6H7N
C6H10
C6HI10
C6H100
C6H100
C6H100
C6HIINO
C6H12
C6H12
C6H12
C6H12
C6H12
C6H12
C6H12
C6H12

C6H12

C6H12
C6H12
C6H12
C6H12
C6H12
C6H12
C6H12
C6H12
C6HI120
C6HI120
C6HI120

benzene, ethenyl-

2,2, 4-trimethylpentane
water

water

cyclohexane

octane

cyclohexanol
cyclohexanol

water

water

cyclohexane
4-methyl-2-pentanone
butyl ethanoate
cyclohexaneamine
1H-azepine, hexahydro-
hexane

hexane

hexane
1-methyl-1-(1-
methylethoxy)ethane
1-hexanamine

toluene

toluene

toluene

heptane

heptane

ethylbenzene

2,2 4-trimethylpentane
butyl ethanoate
methoxybenzene

1,4-dimethylbenzene

C8HS
C8HI18
H20
H20
C6H12
C8H18
C6HI120
C6HI120
H20
H20
C6H12
C6HI120
C6H1202
C6HI13N
C6HI13N
C6H14
C6H14
C6H14

C6H140

C6HI15N
C7HS
C7HS
C7HS8
C7HI16
C7HI16
C8HI10
C8HI18
C6H1202
C7H8O
C8HI10
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0.652
0.587
0.06

0.039
0.79

0.764
0.804
0.74

0.01

0.137
0.477
0.963
0.058
0.707
0.04

0.409
0.203
0.069

0.132

0.11
0.81
0.309
0.666
0.22
0.8
0.715
0.712
0.3
0.218
0.727

363.13
353.16
370.48
368.02
355.5

298.15
338.57
323.15
363.12
308.19
3493

353.6

354.85
313.14
298.14
346.02
293.15
325.6

342.55

333.12
357.04
339.43
359.8

366.67
313.15
323.14
308.14
404.12
410.82
339.13

1985
1958
1958
1953
2004
2000
1963
2008
1959
1969
1970
2010
2012
1968
1973
1967
2000
2009

1995

1967
1950
1969
1981
1957
1995
1974
1974
1968
2009
1988
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3.3
23
5.8
12.2
1.1
0.6
1.9
-8.6
-7.8
4.1
0.3

4.8
8.5
7.8
-0.3
-1.4
0.3

0.5

1.2
3.5
24
-1.3

-1.4
-3.3
-1.9
-0.7
-15.4

-3.2
-1.4
8.4
16.1
1.1
0.7
52

-6.5
2.7
0.3

4.8
5.5

-0.3
-1.4
0.3

0.5

1.5
1.4
3.9
2.6
-1.3

-1.3
-3.3
2.2
-0.7
-13.3



cyclohexanol
4-methyl-2-pentanone
4-methyl-2-pentanone
butyl ethanoate

ethyl butanoate
2-methylpropyl ethanoate
1H-azepine, hexahydro-
2-methylpentane
hexane

hexane

hexane

3-methylpentane
hexane
1,4-dimethylpiperazine
4-methyl-2-pentanol
1-methyl-1-(1-
methylethoxy)ethane
1-methyl-1-(1-
methylethoxy)ethane
ethyl 1,1-dimethylethyl ether
1-methyl-1-(1-
methylethoxy)ethane
1-methyl-1-(1-
methylethoxy)ethane
2-butoxyethanol

triethylamine
triethylamine
benzonitrile
benzaldehyde
benzaldehyde
2-chlorotoluene
2-chlorotoluene

2-chlorotoluene

C6HI120
C6H120
C6HI120
C6H1202
C6H1202
C6H1202
C6HI13N
C6H14
C6H14
C6H14
C6H14
C6H14
C6H14
C6H14N2
C6H140

C6H140

C6H140
C6H140
C6H140

C6H140

C6H1402
C6HI5N
C6HI5N
C7H5N
C7H60
C7H60
C7H7Cl
C7H7CI
C7H7Cl

1,3-dimethylbenzene
octane

2,2 4-trimethylpentane
toluene

heptane

heptane
1,6-hexanediamine
hexane

1-hexanol
methoxybenzene
2,6-dimethylpyridine
heptane

octane

heptane

toluene

toluene

heptane
heptane

1,3-dimethylbenzene

water

ethylcyclohexane
water

water

toluene

toluene
2-methylphenol
4-chlorotoluene
4-chlorotoluene

1,2-dimethylbenzene

C8HI10
C8HI18
C8H18
C7HS
C7HI16
C7HI16
C6H16N2
C6H14
C6H140
C7H8O
C7HON
C7HI16
C8H18
C7HI16
C7HS8

C7HS

C7H16
C7HI16
C8HI10

H20

C8HI16
H20
H20
C7HS
C7HS8
C7H8O
C7H7C1
C7H7CI
C8HI10
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0.031
0.721
0.763
0.856
0.459
0.282
0.5

0.899
0.806
0.693
0.876
0.658
0.125
0.141
0.089

0.642

0.449
0.783
0.057

0.1

0.064
0.503
0.043
0.987
0.3
0.849
0.771
0.798
0.69

360.6
384
333.15
395.12
376.42
372.8
373.12
313.14
333.15
333.17
263.15
328.15
298.15
273.15
343.13

343.15

313.15
328.15
273.15

335.32

382.73
284.14
295.14
353.15
372.97
340.13
373.15
429.41
308.14

2002
1999
2011
1968
2012
1991
1965
1979
1978
1992
2005
1994
1990
1997
1974

2007

2002
2001
2007

1967

1963
1907
1960
1999
1972
1980
1992
2007
1987
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0.6
-4.3
-9.3
-0.8
22
2.2
6.4
-0.4
-1.8
-0.2
-10.5

1.5
-49.1

45.9

0.4
-0.9
-29.1
-4.3
4.1
19.7
-0.3
0.1
12.6

-4.1
9.1
-0.9
23
23
59
-0.4
-1.2

-10.4
0.5

0.5
-10

-4.9

3.1
L.5
-48.7

51.3

0.7
4.4
-17.3
-4.2
4.1
20.8
-0.3
0.1
12.5



toluene

toluene

toluene

toluene

toluene

toluene

toluene

toluene

toluene

toluene
2,6-dimethylpyridine
2,4-dimethylpyridine
2,6-dimethylpyridine
3,5-dimethylpyridine
benzylamine
2,6-dimethylpyridine
methylcyclohexane
methylcyclohexane
methylcyclohexane
heptane

heptane

heptane
2,4-dimethylpentane
heptane

benzene, ethenyl-
benzene, ethenyl-
benzene, ethenyl-
ethylbenzene
ethylbenzene
1,4-dimethylbenzene
ethylbenzene

C7HS8
C7HS
C7HS8
C7HS
C7HS8
C7HS
C7HS8
C7HS
C7HS8
C7HS
C7THON
C7HON
C7THON
C7HON
C7HON
C7HON
C7H14
C7H14
C7H14
C7HI16
C7HI16
C7HI16
C7HI16
C7HI16
C8HS
C8HS
C8HS
C8HI10
C8H10
C8HI10
C8H10

2-methylaniline
2,6-dimethylpyridine
methylcyclohexane
methylcyclohexane
heptane

heptane

heptane

octane

octane

2,2, 4-trimethylpentane
heptane
1,2-dimethylbenzene
octane

octane

water

water

heptane
ethylbenzene
1,4-dimethylbenzene
1,2-dimethylbenzene
ethylbenzene
1,4-dimethylbenzene
octane

octane
1,2-dimethylbenzene
ethylbenzene
1,4-dimethylbenzene
1,4-dimethylbenzene
1,3-dimethylbenzene
1,3-dimethylbenzene

octane

C7HON
C7HON
C7H14
C7H14
C7HI16
C7HI16
C7HI16
C8H18
C8H18
C8HI18
C7HI16
C8HI10
C8H18
C8HI18
H20
H20
C7HI16
C8HI10
C8HI10
C8HI10
C8HI10
C8HI10
C8H18
C8H18
C8HI10
C8HI10
C8HI10
C8HI10
C8HI10
C8HI10
C8H18

35

0.121
0.645
0.5
0.778
0.301
0.773
0.333
0.764
0.699
0.931
0.71
0.45
0.94
0.812
0.102
0.776
0.286
0.676
0.512
0.506
0.784
0.066
0.684
0.641
0.256
0.829
0.693
0.633
0.218
0.6
0.794

383.12
293.15
333.12
379.66
298.14
303.14
313.15
363.82
344.59
313.15
353.15
373.12
283.15
323.15
323.15
298.14
323.15
353.13
313.14
348.13
313.09
348.13
293.15
328.15
357.56
356.67
329.88
409.8

332.45
411.76
390.63

1985
2006
1961
1977
1965
1979
1994
1949
1977
1993
2002
1985
2005
2005
2011
1978
1997
1972
1980
1980
1982
1980
1981
1993
2006
2006
2006
1985
1994
1971
1955
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3.3
2.6
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1.9

0.7
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1.4
14

6.9
10.4

-13.8
-19.4
59
26.3
-0.2
1.2
2.9
0.1
0.4
1.1
-2.2
-0.2
0.4

-0.5
-0.8
-1.5
0.3
1.9



1,4-dimethylbenzene
1-octene

hydrogen

water

water

nitrogen

oxygen

C8H10
C8HI16
H2
H20
H20
N2

02

octane
octane

deuterium

hydrogen peroxide

hydrazine
oxygen

ozone

C8H18
C8H18
H2
H202
H4N2
02

03

0.715
0.105
0.398
0.719
0.026
0.745
0.944

313.15
356.21
17.77
333.12
378.33
65.05
77.55

1994
1980
1974
1952
1952
1955
1955

gor
kuu
ber
sca
bur
arm

jen

* Experimental data extracted from SOURCE Data Archival System; " Sorted according to Hill notation

too
bog
kav

gol
dip

S O O O o o o

2.8
0.2

43
1.5
-1.9
3.1

3.1
0.2

4.1
-0.4
-1.8
2.7

Table S2. Deviations of excess enthalpies at temperature 7, pressure P, and mole fraction of the first component x; calculated with

Model I (A)) and Model II (Ay)) from the experimental values *

Component 1° Component 2? x| T/K  P/kPa Reference code Ar/ B An/ B
Name Formula Name Formula kJ-mol  kJ-mol™
tetrachloromethane CCl4 acetonitrile C2H3N 0.214 298.15 101 2010 mar por O 0.12 0.10
tetrachloromethane CCl4 ethanal C2H40 0.513 298.14 101 1985  mar 6 -0.03 -0.02
tetrachloromethane CCl4 dimethyl sulfoxide C2H60S 0.650 298.14 101 1969  qui pri 1 -0.06 -0.06
tetrachloromethane CCl4 2-thiapropane C2H6S 0.712 288.15 101 1975 gra wil 0 049 0.50
tetrachloromethane CCl4 1,4-dioxane C4H802 0.700 298.14 101 1975  tan dar 0 0.13 0.15
tetrachloromethane CCl4 N-formylmorpholine CS5H9NO2  0.643 298.15 101 1990 gau ste 0 0.08 0.09
tetrachloromethane CCl4 cyclopentane C5H10 0.326 308.14 101 1970 ewi mar 4 -0.03 -0.03
tetrachloromethane CCl4 2-pentanone C5H100 0.800 298.14 101 1977 kiy ben 1 -0.07 -0.06
tetrachloromethane CCH4 diethyl carbonate C5H1003 0.438 298.14 101 1987 gar cob 0 0.08 0.09
tetrachloromethane CCl4 benzene C6H6 0.627 298.14 101 1966 mur fuj 1 0.20 0.21
tetrachloromethane CCH4 benzene C6H6 0.500 298.14 101 1972 reh  bit 0 021 0.23
tetrachloromethane CCl4 1-hexene C6H12 0.559 298.14 101 1976  kar gro 0 -0.15 -0.15
tetrachloromethane CCl4 methylcyclopentane C6H12 0.553 288.00 101 1981  fan cen 0 -0.11 -0.11
tetrachloromethane CCl4 1-heptyne C7H12 0.400 298.14 101 1979 woy rthe 0 0.12 0.13
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tetrachloromethane
tribromomethane
trichloromethane
trichloromethane
trichloromethane
trichloromethane
trichloromethane
trichloromethane
trichloromethane
trichloromethane
dibromomethane
dichloromethane
dichloromethane
dichloromethane
methanoic acid
iodomethane
formamide
nitromethane
nitromethane
methanol
methanol

methanol

methanol
methanol
methanol
methanol
methanol
methanol
methanol

methanol

CCl4
CHBr3
CHCI3
CHCI3
CHCI3
CHCI3
CHCI3
CHCI3
CHCI3
CHCI3
CH2Br2
CH2CI2
CH2CI2
CH2CI2
CH202
CH3I
CH3NO
CH3NO2
CH3NO2
CH40
CH40
CH40

CH40
CH40
CH40
CH40
CH40
CH40
CH40
CH40

octane
tetrahydrofuran
ethanol

acetone
tetrahydrofuran
tetrahydrothiophene
benzene
1-formylpiperidine
heptane
1,2-dimethylbenzene
benzene

acetone

methyl ethanoate
1,4-dioxane
benzene

hexane

1-hexanol

1-butanol
1,4-dimethylbenzene
acetone
dimethylformamide

tetrahydrofuran
N-methyl-2-
pyrrolidone

1,3-dichlorobenzene
benzene

benzene

cyclohexane
cyclohexane
2,6-dimethylpyridine
ethylbenzene

C8H18
C4H8O
C2H60
C3H60
C4H8O
C4HSS
C6H6
C6HIINO
C7H16
C8H10
C6H6
C3H60
C3H602
C4H802
C6H6
C6H14
C6H140
C4H100
C8H10
C3H60
C3H7NO
C4H8O

C5HONO
C6HA4CI2
C6H6
C6H6
C6H12
C6H12
C7HON
C8H10

0.205
0.263
0.485
0.136
0.375
0.502
0.337
0.992
0.208
0.457
0.951
0.072
0.362
0.997
0.995
0.358
0.191
0.297
0.296
0.400
0.718
0.072

0.172
0.174
0.952
0.676
0.920
0.659
0.818
0.326
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293.15
298.14
303.14
298.14
298.14
298.14
297.99
298.15
303.11
298.14
308.14
303.13
303.13
303.14
300.04
303.14
298.15
298.15
298.14
298.15
298.14
298.14

298.15
298.15
298.14
298.14
298.15
323.14
298.14
308.13

101
101
101
101
101
101
101
101
101
101
101
101
101
101
101
101
101
101
101
101
101
101

101
101
101
101
101
101
101
101

1974
1987
1975
1981
1971
1977
1971
1990
1975
1973
1984
1966
1966
1974
1973
1987
2003
1990
1985
1994
1989
1966
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1993
1969
1969
1998
1985
1985
1961
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0.40

0.14

-0.08
-0.23
0.59

-0.03
-0.13
-0.56
-0.01
-0.01
-0.30
-0.62
-0.74
-2.85
-0.56
-0.14
-0.26

0.17

-0.39
-0.05
-0.28
-0.15
-0.54
0.97

-0.47

-0.17
0.23

-0.66
-0.12
0.31

0.36

0.14

-0.08
-0.23
0.58

-0.04
-0.14
-0.59
-0.01
-0.02
-0.28
-1.54
-0.84
-2.92
-0.38
0.15

-0.17

0.38

-0.49
-0.06
-0.35
-0.17
-0.61
1.11

-0.59



methanol
tetrachloroethene
tetrachloroethene

trichloroethene
1,1,2,2-
tetrachloroethane

1,1,1-trichloroethane
1,1,1-trichloroethane
1,1,1-trichloroethane
2,2,2-trifluoroethanol
acetonitrile
acetonitrile
acetonitrile
acetonitrile
1,2-dibromoethane
1,2-dichloroethane
1,2-dichloroethane
1,2-dichloroethane
ethanoic acid
ethanoic acid
nitroethane
nitroethane

ethanol

ethanol

ethanol

ethanol

ethanol

ethanol

ethanol

ethanol

ethanol

CH40
C2Cl4
C2Cl4
C2HCI3

C2H2Cl4
C2H3CI3
C2H3CI3
C2H3CI3
C2H3F30
C2H3N
C2H3N
C2H3N
C2H3N
C2H4Br2
C2H4CI2
C2HA4CI12
C2H4CI2
C2H402
C2H402
C2H5NO2
C2H5NO2
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60
C2H60

water
2-methoxyethanol
1,3-dimethylbenzene
1-hexanol

ethyl butanoate
dimethylformamide
1,4-dioxane
cyclohexane
tetrahydropyran
1-butanol

hexane

toluene

1-heptanol
cyclohexane
cyclohexane
2-heptanone
heptane
1,3-dioxacyclopentane
pyridine

benzene
cyclohexane
dimethyl sulfoxide
1,2-ethanediol
dimethylformamide
butanone
1,2-butanediol
2,4-pentanedione
tetrahydropyran
1-pentanol

1,3-dichlorobenzene

H20
C3H802
C8H10
C6H140

C6H1202
C3H7NO
C4HS802
C6H12
C5H100
C4H100
C6H14
C7HS8
C7H160
C6H12
C6H12
C7H140
C7HI16
C3H602
C5H5N
C6H6
C6H12
C2H60S
C2H602
C3H7NO
C4H8O
C4H1002
C5H802
C5H100
C5HI120
C6HA4CI2

0.597
0.965
0.550
0.456

0.177
0.355
0.609
0.463
0.935
0.894
0.005
0.702
0.299
0.421
0.058
0.396
0.391
0.169
0.959
0312
0.238
0.151
0.350
0.737
0.613
0.450
0.452
0.373
0.959
0.341
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293.14
298.15
298.14
298.15

298.15
298.15
298.15
298.14
283.15
298.14
298.14
321.34
298.15
298.14
308.14
298.15
303.15
298.14
298.14
298.14
297.15
298.14
308.15
298.14
308.14
323.15
298.15
298.15
298.14
298.15

101
101
101
101

101
101
101
101
101
101
101
101
101
101
101
101
101
101
101
101
101
101
101
101
101
101
100
101
101
101

1962
1994
1980
1997

1991
2000
1992
1984
2003
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1984
2008
1976
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1990
1989
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1989
1989
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1989
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1995
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-0.35
-0.56
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-0.04
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-0.46
-0.03
-0.03
-0.73
0.03

0.03

0.12

-0.10
-0.52
0.91

0.08

0.12

-0.59
-0.32
-0.68
-0.97
-0.25
-0.91
-1.07
-0.01
-0.61

0.21
-0.28
0.05
0.04

-0.37
-0.56
-0.64
-0.03
0.03

-0.38
-0.02
-0.06
-0.63
0.03

0.04

0.10

-0.09
-0.47
0.92

0.02

0.10

-0.38
-0.32
-0.42
-0.81
-0.25
-0.76
-0.85
-0.01
-0.71



ethanol

ethanol

ethanol

ethanol

dimethyl sulfoxide
dimethyl sulfoxide
dimethyl sulfoxide
dimethyl sulfoxide
1,2-ethanediol
1,2-ethanediol
1,2-ethanediol

2,3-dithiabutane
N,N-
dimethylhydrazine
1-propanol, 2,2,3,3-
tetrafluoro-
1-chloro-2,3-
epoxypropane

propanenitrile

propanenitrile
1,2-dibromopropane
1,3-dibromopropane
1,3-dichloropropane
1,3-dichloropropane
1,3-dichloropropane
acetone

acetone

acetone

acetone
1,3-
dioxacyclopentane

methyl ethanoate

C2H60
C2H60
C2H60
C2H60
C2H60S
C2H60S
C2H60S
C2H60S
C2H602
C2H602
C2H602
C2H6S2

C2H8N2

C3H4F40

C3H5CIO
C3H5N

C3H5N
C3H6Br2
C3H6Br2
C3H6CI2
C3H6CI12
C3He6CI2
C3H60
C3H60
C3H60
C3H60

C3H602
C3H602

cyclohexane
2,2-dimethylbutane
1,4-dimethylbenzene
water
dimethylformamide
1,4-dimethylbenzene
I-octyne

water
N-methylacetamide
1-butanol

water

cyclohexane
water
benzene

heptane

benzene
ethyl 1,1-
dimethylethyl ether

benzene

heptane

ethyl methanoate
butyl methanoate
diethyl carbonate
1-propanol
cyclohexane
2-heptanone

water

butanone

1-chlorobutane

C6H12
C6H14
C8H10
H20
C3H7NO
C8H10
C8H14
H20
C3H7NO
C4H100
H20
C6H12

H20

C6H6

C7H16
C6H6

C6H140
C6H6
C7HI16
C3H602
C5H1002
C5H1003
C3H8O
C6H12
C7H140
H20

C4H8O
C4HO9Cl

0.499
0.111
0.970
0.104
0.025
0.827
0.303
0.250
0.580
0.677
0.550
0.379

0.615

0.424

0.911
0.136

0.801
0.723
0.681
0.846
0.313
0.939
0.799
0.520
0.546
0.472

0.720
0.290
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293.14
298.14
318.14
293.15
298.15
312.99
298.15
298.15
413.15
298.14
285.65
298.15

278.15

298.14

298.14
298.15

298.44
298.14
298.15
298.15
298.15
298.15
303.15
298.14
303.14
318.14

288.15
298.15

101
101

101
101
101
101
101
101
101
101
101

101

101

101
101

101
101
101
101
101
101
101
101
101
101

101
101

1966
1985
1980
1970
1993
1983
1999
1997
1997
1979
1999
1994

1993

1966

1986
2010

2013
1987
1993
2002
2007
1995
1990
1975
1971
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1990
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-0.04
-0.08
-0.05
0.69

-0.02
-0.75
-0.71
0.16

-0.02
-0.56
0.24

-0.08

3.28

-1.60

-0.17
-0.04

-0.03
-0.13
-0.22
-0.11
0.30

-0.02
-0.81
-0.72
-0.18
-0.67

-0.10
-0.45

-0.10
-0.14
-0.06
0.62

-0.02
-0.77
-0.75
0.66

-0.80
-0.57
0.09

-0.07
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-1.67

-0.17
-0.05

-0.04
-0.13
-0.21
-0.11
0.30

-0.02
-0.66
-0.73
-0.18
-0.45

-0.10
-0.46



1,3-
dioxacyclopentane

methyl ethanoate
ethyl methanoate
ethyl methanoate

propanoic acid
1,3-
dioxacyclopentane

1-chloropropane
dimethylformamide
dimethylformamide
dimethylformamide
1-nitropropane
2-nitropropane
2-propanol
2-propanol
1-propanol
1-propanol
2-propanol
1-propanol

1-propanol
2-propanol
1-propanol

1-propanol
2-propanol
1-propanol
2-propanol
1-propanol
1-propanol
2-propanol

1-propanol

C3H602
C3H602
C3H602
C3H602
C3H602

C3H602
C3H7CI
C3H7NO
C3H7NO
C3H7NO
C3H7NO2
C3H7NO2
C3H8O
C3H8O
C3H8O
C3H8O
C3H8O
C3H8O

C3H8O
C3HS8O
C3H8O

C3H8O
C3HS8O
C3H8O
C3HS8O
C3H8O
C3H8O
C3H8O
C3H8O

1-butanol
2-methyl-2-propanol
benzene

benzene

cyclohexane

2,2 ,4-trimethylpentane
benzene
2-methyl-1-propanol
1,3-cyclopentadiene
water

chlorobenzene
cyclohexane
1-propanol
1,2-propanediamine
1,3-propanediamine
1,2-propanediamine
ethyloxirane

1,4-dioxane
N-methyl-2-
pyrrolidone

3-pentanone

propyl ethanoate
1,1-dimethylethyl
methyl ether

1,3-dichlorobenzene
1,3-dichlorobenzene
cyclohexane
1-hexanol

heptane
1,4-dimethylbenzene
1-octene

C4H100
C4H100
C6H6
C6H6
C6H12

C8H18
C6H6
C4H100
C5H6
H20
C6H5Cl
C6H12
C3H8O
C3HION2
C3HION2
C3HION2
C4H8O
C4H802

C5SHONO
C5HI100
C5H1002

C5HI120
C6H4CI12
C6HA4CI2
C6H12
C6H140
C7HI16
C8H10
C8HI16

0.850
0.541
0.950
0.650
0.921

0.090
0.925
0.577
0.684
0.301
0.702
0.078
0.033
0.204
0.337
0.985
0.532
0.250

0.347
0.843
0.800

0.400
0.330
0.226
0.072
0.554
0.901
0.800
0.520
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298.15
318.15
298.15
298.15
313.15

298.15
298.14
298.15
298.14
318.15
298.14
298.14
298.14
298.15
298.15
298.15
298.15
298.15

298.15
298.15
308.14

298.15
298.15
298.15
298.15
298.15
323.15
298.15
298.15

101
101
101
101
101

101
101
101
101
101
101
101
101
101
101
101
101
101

101
101
101

101
101
101
101
101
101
101
101

1999
2004
1997
1997
1996
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1991
1983
1995
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1970
2006
2006
2006
1996
1999
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1995
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1993
1993
1996
1993
2003
1996
1993
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-1.10
-1.71
-0.08
-0.38
0.11

-0.07
0.00
-1.12
-0.46
0.66
-0.10
-0.14
0.01
1.15
1.97
0.22
-1.41
-1.43

-0.64
-0.81
-0.95

-0.84
-1.01
-0.69
-0.04
-0.03
-0.21
-0.40
-0.23

-0.97
-1.58
-0.08
-0.37
0.10

-0.07
0.00
-0.80
-0.45
0.96
-0.14
-0.15
0.01
0.49
0.97
0.17
-1.29
-1.22

-0.32
-0.74
-0.85

-0.60
-1.09
-0.77
-0.08
-0.03
-0.24
-0.44
-0.31



1-methylsulfinyl-2-
thiapropane
1-methylsulfinyl-2-
thiapropane
1-methylsulfinyl-2-
thiapropane

1,3-propanediol

2-methoxyethanol
2-methoxyethanol
1,2-propanediol
1,2-propanediol
3-amino-1-propanol

1,3-propanediamine
.gamma.-
butyrolactone

2,3-butanedione
(R)-4-methyl-1,3-
dioxolan-2-one
1,2-propanediyl
carbonate

butanenitrile
butanenitrile
2-pyrrolidinone
tetrahydrofuran
butanone
tetrahydrofuran
tetrahydrofuran
propyl methanoate
1,3-dioxane
1,4-dioxane
1,4-dioxane
methyl propanoate
ethyl ethanoate

C3H80S2

C3H80S2

C3H80S2
C3H802

C3H802
C3H802
C3H802
C3H802
C3HONO
C3HION2

C4H602
C4H602

C4H603

C4H603
C4H7N
C4H7N
C4H7NO
C4H8O
C4HS8O
C4H8O
C4HS8O
C4H802
C4H802
C4H802
C4H802
C4H802
C4H802

1-pentanamine
ethylbenzene

ethylbenzene

2-propanamine
1,2-propanediyl
carbonate

diethyl carbonate
1-heptanol

water

water

toluene

1-hexanol

water
(S)-4-methyl-1,3-
dioxolan-2-one

1,2-dimethylbenzene
cyclohexane
methylcyclohexane
1-pentanol

benzene

heptane

water-d2

water
1,5-dichloropentane
benzene

aniline
cyclohexanone
cyclohexane
I-bromohexane

C5HI3N

C8H10

C8HI10
C3HON

C4H603
C5H1003
C7H160
H20
H20
C7HS8

C6H140
H20

C4H603

C8H10
C6H12
C7H14
C5HI120
C6H6
C7HI16
H20
H20
C5H10C12
C6H6
C6H7N
C6H100
C6H12
C6HI13Br

0.133

0.032

0.180
0.141

0.763
0.060
0.853
0.281
0.030
0.705

0.470
0.006

0.537

0.600
0.887
0.520
0.101
0.600
0.769
0.230
0.805
0.953
0.064
0.982
0.800
0.529
0.632
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298.15

298.15

298.15
298.15

313.15
313.15
298.14
298.14
323.15
303.15

298.15
313.15

298.15

288.15
303.14
298.14
303.15
298.15
328.19
283.17
297.99
298.15
298.15
293.15
298.15
298.15
303.14

101

101

101
101

101
101
101
101
101
101

101
101

101

101
101
101
101
101
101
101
101
101
101
101
101
101
101

2003

1999

1999
2006

2000
1999
1974
1977
2007
2001

1990
2012
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2009
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-0.10

-0.05

-0.22
2.82

-0.34
-0.32
-0.26
0.52
0.65
-0.84

-1.48
0.07

0.01

-0.27
-0.17
-0.32
-0.62
-0.01
-0.46
-0.14
-1.09
0.00

-0.06
-0.10
-0.20
-0.52
-0.33

0.03

-0.05

-0.23
2.11

-0.34
-0.29
-0.27
0.35
0.60
-0.84

-1.34
0.07

0.01

-0.30
-0.18
-0.33
-0.79
-0.01
-0.47
-0.02
-0.83
0.00

-0.06
-0.04
-0.20
-0.53
-0.34



2-methyl-1,3-
dioxolane

1,4-dioxane
2-bromo-2-
methylpropane

1-chlorobutane
2-chlorobutane

1-chlorobutane
N,N-
dimethylacetamide

1-butanol
(RS)-2-butanol

(RS)-2-butanol
2-methyl-2-propanol
1-butanol

diethyl ether

diethyl ether
(RS)-2-butanol
1-butanol

1-butanol
2-methyl-2-propanol
2-methyl-2-propanol
1-butanol

2-methyl-1-propanol
2-methyl-1-propanol
1-butanol

1-butanol
2-ethoxyethanol
diethylamine
pyridine

C4H802
C4H802

C4HO9Br
C4HOCl
C4HOCI
C4HOCl

C4HONO
C4H100

C4H100

C4H100
C4H100
C4H100

C4H100
C4H100
C4H100
C4H100
C4H100
C4H100
C4H100
C4H100

C4H100
C4H100
C4H100
C4H100
C4H1002
C4H1IN
C5H5N

heptane
2,2 ,4-trimethylpentane

cyclohexane
benzene
hexane

1-heptanol

1-chlorohexane

2-methyl-2-propanol
2-(N,N-
dimethylamino)ethanol
N-methyl-2-
pyrrolidone

butyl methanoate

diethyl carbonate
1,1-dimethylethyl
methyl ether

3-methyl-1-butanol
chlorobenzene
cyclohexane
cyclohexane
cyclohexane
cyclohexane

2-methylpentane
diethyl 1,3-
propanedioate

heptane
ethylbenzene
water
cyclohexane
benzene

N-

C7HI16
C8HI18

C6H12
C6H6
C6H14
C7H160

C6H13Cl
C4H100

C4HIINO

C5SHONO
C5H1002
C5H1003

C5HI120
C5HI120
C6HS5Cl
C6H12
C6H12
C6H12
C6H12
C6H14

C7H1204
C7H16
C8H10
H20
C6H12
C6H6
C5HI3NO2

0.239
0.090

0.572
0.078
0.250
0.656

0.304
0.159

0.769

0.603
0.837
0.181

0.750
0.571
0.165
0.774
0.057
0.003
0.061
0.501

0.200
0.150
0.227
0.140
0.624
0.545
0.485
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298.14
298.15

283.15
298.15
308.14
298.15

308.15
299.14

298.15

298.15
299.15
308.15

298.15
298.27
298.14
288.15
308.14
318.14
318.14
298.15

288.15
298.14
298.14
298.00
308.15
293.15
298.15

101
101

101
101
101
101

101
101

101

101
101
101

101
101
101
101
101
101
101
101

101
100
101
100
101
101
101

1979
1997

1980
1991
1978
1999

2007
1973

1995

2001
2005
1999

1997
1925
1989
1983
1970
1983
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1961
1991
2006
1969
2013
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-0.41
-0.21

0.07

-0.03
-0.08
-0.62

-0.55
0.28

0.36

-1.07
-1.00
-1.16

-0.02
-1.10
-0.80
-0.03
-0.18
-0.03
-0.36
-0.08

-1.71
-0.22
-0.60
0.02

-0.69
0.02

-0.21

-0.41
-0.21

0.07

-0.03
-0.08
-0.68

-0.57
0.28

0.31

-0.73
-0.96
-1.05

-0.02
-0.88
-0.86
-0.06
-0.22
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-0.35
-0.38
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-0.16

0.04
-0.30
-0.14

-0.01
0.17
-0.36
1.86
-1.28

-0.11
-0.91

-0.05
-0.53
-0.49
0.06

0.25
-0.13

-0.10

-0.20
0.00

-0.08
-0.27
-0.21
-0.35
-0.38
-1.12
-0.29
-0.16

-0.03
-0.30
-0.14
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0.14
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-1.69
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1-pentanol
1,1-dimethylethyl
methyl ether

diethoxymethane
1,2-dichlorobenzene
1,2-dichlorobenzene
bromobenzene
chlorobenzene
fluorobenzene
benzene

benzene

benzene

benzene
benzene
benzene
4-methylpyridine
2-methylpyridine
3-methylpyridine
3-methylpyridine

cyclohexene

1-hexyne
2,5-hexanedione
(E)-2-hexene
1-hexene
1-hexene
cyclohexane
cyclohexane
cyclohexane
cyclohexane
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-0.13
-0.44
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-0.07
-0.15
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-0.09
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-0.01
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cyclohexane
cyclohexane
cyclohexane
cyclohexane
cyclohexanol
propyl propanoate
butyl ethanoate
butyl ethanoate
2,2-dimethylbutane
2,3-dimethylbutane
dipropyl ether

2-butoxyethanol
N-propyl-1-
propanamine

triethylamine
benzaldehyde
toluene

toluene
diethyl 1,3-
propanedioate

cycloheptane
heptane
1,4-dimethylbenzene

C6H12
Co6H12
C6H12
Co6H12
C6HI120
C6H1202
C6H1202
C6H1202
C6H14
C6H14
C6H140
C6H1402

C6HI5N
C6HI15N
C7H60
C7HS
C7HS

C7H1204
C7H14
C7H16
C8HI10

toluene

toluene
1,4-dimethylbenzene
1-octyne

water

hexane
ethylbenzene
1-octyne
2-ethyl-1-butanol
2-methyl-1-pentanol
heptane

water

heptane

water

heptane
2,6-dimethylpyridine
1,2-dimethylbenzene

heptane

heptane
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C7HS8
C7HS
C8H10
C8H14
H20
C6H14
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C7HON
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C7H16
C7HI16
C7H160
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0.830
0.256
0.905
0.924
0.002
0.589
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0.471
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0.613
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0.495
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0.552
0.370

0.799
0.907
0.513
0.310

298.14
298.14
298.14
298.14
298.15
298.14
298.15
298.15
298.14
298.14
298.14
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298.14
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298.14

288.15
298.15
298.14
298.14
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101
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* Experimental data extracted from SOURCE Data Archival System; ® Sorted according to Hill notation
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-0.25
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-0.03
-0.38

-0.17
1.66

-0.12
-0.06
-0.03

-0.50
-0.11
-0.12
0.01

0.14

-0.03
-0.05
-0.05
0.03

-0.29
-0.05
-0.20
-0.30
-0.21
-0.03
-0.59

-0.16
1.73

-0.11
-0.06
-0.03

-0.52
-0.11
-0.18
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Table S3. Deviations of activity coefficients at temperature 7, pressure P, and mole fraction of the first component x; calculated with

Model I () and Model II (31)) from the experimental values *

Component 1 ° Component 2 ° P/

Name Formula Name Formula X T/K kPa Reference code Inp—Inyyy  Inp—Inyyg
tetrachloromethane CCl4 2-methyl-1,3-butadiene =~ C5H8 0 293.15 0 1982 tho new 1 0.12 0.13
methanol CH40 octane C8H18 0.014 293.15 0 1992 wob hra 0 -0.81 -0.77
ethanoic acid C2H402 N-methyl-2-pyrrolidone  C5H9NO  0.597  390.85 0 2011 pin pen O 0.28 0.29
ethanol C2H60 ethyl ethanoate C4H802 0 312.99 0 1982 tho new O -0.66 -0.14
propene C3H6 1-propanol C3H8O 1 300.03 0 2004 miy 0 -0.68 -0.68
propane C3HS8 3-methylphenol C7H80 0 309.99 0 2010 miy ash O -0.9 -0.9
2-propanol C3H8O  toluene C7HS 0 313.14 0 1989 kno tie O -0.04 0.51
2-butanone oxime C4HONO  heptane C7H16 0.045 368.13 101 1968 gei koe O -0.02 -0.04
(RS)-2-butanol C4H100  water H20 0.017  293.15 0 1986 sag lau O 0.84 0.58
2-furaldehyde C5H402  heptane C7HI16 0 298.15 0 2012 fur coe O -0.95 -0.94
benzene C6H6 octane C8H18 0.47 338.13 40 1968 els lu 0 0.05 0.05
triethylamine C6HISN  octane C8H18 1 298.15 0 2000 cas ek O 0.04 0.04

* Experimental data extracted from SOURCE Data Archival System; ® Sorted according to Hill notation
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