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Parameters of the Original UNIFAC Model

This page shows the published parameters for original UNIFAC. Many new, updated, and
revised parameters can be obtained from UNIFAC Consortium.
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15

42

448.1000

1464.2000

15

43

-1327.0000

1603.8000

16

17

287.4300

-24.4600

16

19

1255.1000

-446.8600

16

21

-182.9100

151.3800

16

22

-73.8500

-141.4000

16

23

-352.9000

-293.7000

16

24

-262.0000

316.9000

16

25

-181.9000

2951.0000

16

35

243.1000

-257.2000

16

38

-196.3120

116.4780

16

39

22.0500

-185.2000

17

18

89.7000

117.4000

17

19

-281.6000

777.4000

17

20

-396.0000

493.8000

17

21

287.0000

429.7000

17

22

-111.0000

140.8000

17

24

882.0000

898.2000

17

25

617.5000

334.9000

17

27,

-139.3000

134.9000

17

31

0.1004

192.3000

17

39

-334.4000

343.7000

17

41

-89.4200

-22.1000

18

19

-169.6700

134.2800

18

20

-153.7000

-313.5000

18

22

-351.6000

587.3000

18

23

-114.7300

18.9800

18

24

-205.3000

368.5000

18

25

-2.1700

20.1800

18

27,

2845.0000

2475.0000

18

33

-60.7800

-42.7100

18

37,

160.7000

281.6000
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18

38

-158.8000

159.8000

18

50

-136.6000

221.4000

19

20

205.2700

92.0700

19

21

4.9330

54.3200

19

22

-152.7000

258.6000

19

23

-15.6200

74.0400

19

24

-54.8600

491.9500

19

25

-4.6240

363.5000

19

26

-0.5150

0.2830

19

28

230.8520

335.7430

19

29

0.4604

161.0000

19

31

177.5000

169.6000

19

33

-62.1700

136.9000

19

34

-203.0200

329.1200

19

36

81.5700

-42.3100

19

37,

-55.7700

335.2000

19

39

-151.5000

150.6000

19

41

120.3000

-61.6000

19

47

16.2300

119.2000

20

21

13.4100

519.1000

20

22

-44.7000

543.3000

20

23

39.6300

504.2000

20

24

183.4000

631.0000

20

25

-79.0800

993.4000

20

30

-208.9000

570.6000

20

32

228.4000

616.6000

20

33

-95.0000

5256.0000

20

35

-463.6000

-180.2000

20

37,

-11.1600

898.2000

20

39

-228.0000

-97.7700

20

41

-337.0000

1179.0000

20

46

-322.3000

-70.2500

21

22

108.3100

-84.5300

21

23

249.1500

-157.1000

21

24

62.4200

11.8000

21

25

153.0000

-129.7000

21

26

32.7300

113.0000

21

27,

86.2000

1971.0000

21

28

450.0880

-73.0920

21

29

59.0200

-27.9400

21

30

65.5600

-39.4600

21

32

2.2200

179.2500

21

33

344.4000

-262.3000

21

37

-168.2000

383.2000

21

39

6.5700

-55.2100

21

41

63.6700

182.2000

22

23

0.0000

0.0000

22

24

56.3300

17.9700

22

25

223.1000

-8.3090

22

26

108.9000

-9.6390

22

30

149.5600

-116.2100

22

32

177.6000

-40.8200

22

33

315.9000

-174.5000

22

35

215.0000

-215.0000

22

37,

-91.8000

301.9000

22

39

-160.2800

397.2400

22

41

-96.8700

305.4000

22

47

361.1000

-194.7000

23

24

-30.1000

51.9000

23

25

192.1000

-0.2266

23

28

116.6120

-26.0580

23

30

-64.3800

48.4840

23

32

86.4000

21.7600

23

33

168.8000

-46.8000

23

35

363.7000

-343.6000

23

37,

111.2000

-149.8000
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23

41

255.8000

-193.0000

23

44

-35.6800

-196.2000

23

48

565.9000

-363.1000

24

25

-75.9700

248.4000

24

26

490.8800

-34.6800

24

27,

534.7000

514.6000

24

28

132.2000

-60.7100

24

30

546.6800

-133.1600

24

32

247.8000

48.4900

24

33

146.6000

77.5500

24

35

337.7000

-58.4300

24

36

369.4900

-85.1480

24

37

187.1000

-134.2000

24

38

215.2000

-124.6000

24

39

498.6000

-186.7000

24

41

256.5000

335.7000

24

43

233.1000

70.8100

24

47

423.1000

3.1630

24

48

63.9500

-11.3000

24

50

108.5000

-79.3400

24

55

585.1900

75.0400

25

26

132.7000

132.9000

25

27,

2213.0000

-123.1000

25

33

593.4000

-185.3000

25

35

1337.3700

-334.1200

25

39

5143.1401

-374.1600

25

40

309.5800

33.9500

25

41

-71.1800

956.1000

25

44|

-209.7000

161.5000

25

47

434.1000

7.0820

26

27,

533.2000

-85.1200

26

28

320.2000

277.8000

26

31

139.8220

481.3480

26

32

304.3000

64,2800

26

33

10.1700

125.3000

26

34

-27.7010

174.4330

26

37,

10.7600

379.4000

26

39

-223.1000

223.6000

26

41

248.4000

-124.7000

26

45

-218.9000

844.0000

26

50

-4.5650

176.3000

27,

32

2990.0000

2448.0000

27,

33

-124.0000

4288.0000

28

32

292.7000

-27.4500

28

37,

-47.3700

167.9000

28

41

469.8000

885.5000

29

35

31.6600

85.7000

29

39

78.9200

-71.0000

29

44|

1004.2000

-274.1000

29

48

-18.2700

6.9710

30

41

43.3700

-64.2800

31

35

-417.2000

535.8000

31

39

302.2000

-191.7000

31

41

347.8000

-264.3000

31

44|

-262.0000

262.0000

31

47

-353.5000

515.8000

32

33

6.3700

37.1000

32

41

68.5500

288.1000

33

35

32.9000

-111.2000

33

37,

-48.3300

322.4200

33

39

336.2500

-176.2600

33

41

-195.1000

627.7000

34

37,

2073.2000

631.5000

34

39

-119.8000

6.6990

35

39

-97.7100

136.6000

35

41

153.7000

-29.3400
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36

37|-208.8000

837.2000

36

39|-8.8040

5.1500

36

41/423.4000

-53.9100

37,

39|255.0000

-137.7000

37,

41/730.8000

-198.0000

37

44(26.3500

-66.3100

37,

48|2429.0000

148.9000

38

39|-110.6500

50.0600

38

40(-117.1700

185.6000

39

40(-5.5790

55.8000

39

41/72.3100

-28.6500

40

45(111.8000

-32.1700

41

47122.4000

101.2000

42

43/-2166.0000

745.3000

84

85/1517.5000

-1869.9000

http://www.ddbst.com/published-parameters-unifac.html#ListOfSub...

List of Sub Groups and their Group Surfaces and Volumes

This table also shows the assignment of sub groups to the coressponding main groups.

No. Subgroup Name Maingroup

O 0 N o A W N =

A A A DM DWW W WW W W W W WNNNNNNNDNNDNNNRRR B B B B B R
A W N B O O 0 N O U1 A W N P O O OO NO O A W N HH O O 0N O U M W N = O

CH3
CH2

CH

C
CH2=CH
CH=CH
CH2=C
CH=C
ACH

AC
ACCH3
ACCH2
ACCH
OH
CH30H
H20
ACOH
CH3CO
CH2CO
CHO
CH3COO
CH2COO
HCOO
CH30
CH20
CHO
THF
CH3NH2
CH2NH2
CHNH2
CH3NH
CH2NH
CHNH
CH3N
CH2N
ACNH2
C5H5N
C5H4N
C5H3N
CH3CN
CH2CN
COOH
HCOOH
CH2CL

[1]CH2
[1]CH2
[1]CH2
[1]CH2
[2]c=C
[2]c=C
[2]c=C
[2]c=C
[3]ACH
[3]ACH
[4]ACCH2
[4]ACCH2
[4]ACCH2
[5]OH
[6]CH30H
[7]H20
[8]ACOH
[9]CH2CO
[9]CH2CO
[10]CHO
[11]CCOO
[11]CCOO
[12]HCOO
[13]CH20
[13]CH20
[13]CH20
[13]CH20
[14]CNH2
[14]CNH2
[14]CNH2
[15]CNH
[15]CNH
[15]CNH
[16](C)3N
[16](C)3N
[17]ACNH2
[18]PYRIDINE
[18]PYRIDINE
[18]PYRIDINE
[19]CCN
[19]CCN
[20]COOH
[20]COOH
[21]ccL

R Q

0.9011 0.8480
0.6744 0.5400
0.4469 0.2280
0.2195 0.0000
1.3454 1.1760
1.1167 0.8670
1.1173 0.9880
0.8886 0.6760
0.5313 0.4000
0.3652 0.1200
1.2663 0.9680
1.0396 0.6600
0.8121 0.3480
1.0000 1.2000
1.4311 1.4320
0.9200 1.4000
0.8952 0.6800
1.6724 1.4880
1.4457 1.1800
0.9980 0.9480
1.9031 1.7280
1.6764 1.4200
1.2420 1.1880
1.1450 1.0880
0.9183 0.7800
0.6908 0.4680
0.9183 1.1000
1.5959 1.5440
1.3692 1.2360
1.1417 0.9240
1.4337 1.2440
1.2070 0.9360
0.9795 0.6240
1.1865 0.9400
0.9597 0.6320
1.0600 0.8160
2.9993 2.1130
2.8332 1.8330
2.6670 1.5530
1.8701 1.7240
1.6434 1.4160
1.3013 1.2240
1.5280 1.5320
1.4654 1.2640
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45
46
47
48
49
50
51
52
53
54
55
56
57
58
59
60
61
62
63
64
65
66
67
68
69
70
71
72
73
74
75
76
77
78
79
80
81
82
83
84
85
86
87
88
89
90
91
92
93
94
95
96
97
98
99

CHCL
CCL
CH2CL2
CHCL2
CCL2
CHCL3
CCL3
CcCL4
ACCL
CH3NO2
CH2NO2
CHNO2
ACNO2
Cs2
CH3SH
CH2SH
FURFURAL
DOH

I

BR

c=-C
DMSO
ACRY
CL-(C=C)
c=C

ACF

DMF
HCON(..
CF3

CF2

CF

coo
SIH3
SIH2

SIH

SI

SIH20
SIHO
SIO

NMP
CCL3F
CCL2F
HCCL2F
HCCLF
CCLF2
HCCLF2
CCLF3
CCL2F2
AMH2
AMHCH3
AMHCH2
AM(CH3)2
AMCH3CH2
AM(CH2)2

100 C2H502
101 C2H402
102 CH3S
103 CH2S
104 CHS
105 MORPH
106 C4H4S

12 sur 14

[21]ccL
[21]ccL
[22]cCL2
[22]cCL2
[22]cCL2
[23]cCL3
[23]CCL3
[24]CCL4
[25]ACCL
[26]CNO2
[26]CNO2
[26]CNO2
[27]ACNO2
[28]CS2
[29]CH3SH
[29]CH3SH
[30]FURFURAL
[31]DOH
[32]1
[33]BR
[34]C=-C
[34]C=-C
[35]DMSO
[36]ACRY
[37]CLCC
[2]c=C
[38]ACF
[39]DMF
[39]DMF
[40]CF2
[40]CF2
[40]CF2
[41]COO
[42]SIH2
[42]SIH2
[42]SIH2
[42]SIH2
[43]SIO
[43]SIO
[43]SIO
[44]NMP
[45]CCLF
[45]CCLF
[45]CCLF
[45]CCLF
[45]CCLF
[45]CCLF
[45]CCLF
[45]CCLF
[46]CON(AM)
[46]CON(AM)
[46]CON(AM)
[46]CON(AM)
[46]CON(AM)
[46]CON(AM)
[47]0CCOH
[47]0CCOH
[48]CH2S
[48]CH2S
[48]CH2S
[49]MORPH
[50]THIOPHEN

1.2380 0.9520
1.0106 0.7240
2.2564 1.9880
2.0606 1.6840
1.8016 1.4480
2.8700 2.4100
2.6401 2.1840
3.3900 2.9100
1.1562 0.8440
2.0086 1.8680
1.7818 1.5600
1.5544 1.2480
1.4199 1.1040
2.0570 1.6500
1.8770 1.6760
1.6510 1.3680
3.1680 2.4840
2.4088 2.2480
1.2640 0.9920
0.9492 0.8320
1.2920 1.0880
1.0613 0.7840
2.8266 2.4720
2.3144 2.0520
0.7910 0.7240
0.6605 0.4850
0.6948 0.5240
3.0856 2.7360
2.6322 2.1200
1.4060 1.3800
1.0105 0.9200
0.6150 0.4600
1.3800 1.2000
1.6035 1.2632
1.4443 1.0063
1.2853 0.7494
1.0470 0.4099
1.4838 1.0621
1.3030 0.7639
1.1044 0.4657
3.9810 3.2000
3.0356 2.6440
2.2287 1.9160
2.4060 2.1160
1.6493 1.4160
1.8174 1.6480
1.9670 1.8280
2.1721 2.1000
2.6243 2.3760
1.4515 1.2480
2.1905 1.7960
1.9637 1.4880
2.8589 2.4280
2.6322 2.1200
2.4054 1.8120
2.1226 1.9040
1.8952 1.5920
1.6130 1.3680
1.3863 1.0600
1.1589 0.7480
3.4740 2.7960
2.8569 2.1400
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107 C4H3S
108 C4H2S
109 NCO

118 (CH2)2SU
119 CH2CHSU
178 IMIDAZOL
179 BTI

http://www.ddbst.com/published-parameters-unifac.html#ListOfSub...

[50]THIOPHEN 2.6908 1.8600
[50]THIOPHEN 2.5247 1.5800
[51INCO 1.0567 0.7320
[55]SULFONES 2.6869 2.1200
[55]SULFONES 2.4595 1.8080
[84]IMIDAZOL 2.0260 0.8680
[85]BTI 5.7740 4.9320

List of Main Groups

This table shows the list of main groups and the sub group belonging to every main group.

Maingroup

=
o

" Name
CH2
C=C
ACH
ACCH2
OH
CH30H
H20
ACOH
CH2CO
CHO
CCOO
HCOO
CH20
CNH2
CNH
(C)3N
ACNH2
PYRIDINE
CCN
COOH
CCL
CCL2
CCL3
CCL4
ACCL
CNO2
ACNO2
Cs2
CH3SH
FURFURAL
DOH
I
BR
C=-C
DMSO
ACRY
CLCC
ACF
DMF
CF2
COO0
SIH2
SIO
NMP

O 0 N OO A W N =

A A A DM DWW W WW W W W W WNNNNNNNDNNDNNNRRR B B B B B R
A W N B O O 0 N O U1 A W N P O O OO NO O A W N = O O 0N O U M W N = O

45 CCLF

46 CON(AM)

47 OCCOH
48 CH2S

Subgroups

[1]CH3 [2]CH2 [3]CH [4]C
[5]CH2=CH [6]CH=CH [7]CH2=C [8]CH=C [70]C=C
[9JACH [10]AC

[11]ACCH3 [12]ACCH2 [13]ACCH
[14]0H

[15]CH30H

[16]H20

[17]ACOH

[18]CH3CO [19]CH2CO

[20]CHO

[21]CH3COO [22]CH2CO0
[23]HCOO

[24]CH30 [25]CH20 [26]CHO [27]THF
[28]CH3NH2 [29]CH2NH2 [30]CHNH2
[31]CH3NH [32]CH2NH [33]CHNH
[34]CH3N [35]CH2N

[36]ACNH2

[37]C5H5N [38]C5H4N [39]C5H3N
[40]CH3CN [41]CH2CN

[42]COOH [43]HCOOH

[44]CH2CL [45]CHCL [46]CCL
[47]CH2CL2 [48]CHCL2 [49]CCL2
[50]CHCL3 [51]CCL3

[52]CCL4

[53]ACCL

[54]CH3NO2 [55]CH2NO2 [56]CHNO2
[57]ACNO2

[58]CS2

[59]CH3SH [60]CH2SH
[61]FURFURAL

[62]DOH

[63]1

[64]BR

[65]CH=-C [66]C=-C

[67]DMSO

[68]ACRY

[69]CL-(C=C)

[71]ACF

[72]1DMF [73]HCON(..

[74]CF3 [75]CF2 [76]CF

[77]1CO0

[78]SIH3 [79]SIH2 [80]SIH [81]SI
[82]SIH20 [83]SIHO [84]SIO
[85]NMP

[86]CCL3F [87]CCL2F [88]HCCL2F [89]HCCLF [90]CCLF2 [91]HCCLF2
[92]CCLF3 [93]CCL2F2

[94]AMH2 [95]AMHCH3 [96]AMHCH2 [97]AM(CH3)2 [98]AMCH3CH2
[99]AM(CH2)2

[100]C2H502 [101]C2H402

[102]CH3S [103]CH2S [104]CHS
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49
50
51
55
84
85

MORPH
THIOPHEN
NCO
SULFONES
IMIDAZOL
BTI

http://www.ddbst.com/published-parameters-unifac.html#ListOfSub...

[105]MORPH
[106]C4H4S [107]C4H3S [108]C4H2S
[109]NCO

[118](CH2)2SU [119]CH2CHSU
[178]IMIDAZOL

[179]BTI

Interaction Parameters Matrix

- n.a.
B - 2 Parameters

UNIFAC
Published Parameters
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