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Table S1. Comparison of predicted and observed solubilities, as  log SW at 298K 

PCN
Pred  a
Obs  b

1
-4.35
-4.75  (-3.93) c

2
-4.39
-5.25   (-4.14) c

12
-5.12
-6.16

14
-5.16  
-5.80

15
-5.16
-5.70

17
-5.12
-5.92

18
-5.03
-5.52

23
-5.12
-5.36

137
-6.11
-6.55

236
-6.06
-7.14

1234
-6.63
-7.80

1235
-6.63
-7.86

1357
-6.67
-7.82

1358
-6.67
-7.51

1467
-6.67
-7.52

12345678
-8.83
-9.70

a Predicted values from PCN descriptors and eqn.(7). b Observed values.13
c Observed values.31
Table S2. Comparison of calculated and observed gas-dry octanol

partition coefficients, as log KOCT , at 298K 

PCN
Calc  a
Obs  b

14
6.56
6.93

124
7.28
7.27

135
7.29
7.32

145
7.74  
7.56

146
7.35
7.27

1245
8.36
8.58

1246
7.98
8.08

1247
7.98
8.08

1248
8.41
8.41

1257
7.99
8.08

1258
8.49
8.40

1458
8.75
8.45

1467
8.19
8.13

12346
8.89
8.91

12357
8.69
8.73

12358
9.17
9.13

12457
8.88
8.86

12458
9.26
9.18

12467
8.77
8.73

12468
8.93
8.78

12478
9.14
9.06

123456
10.16
10.11

123457
9.82
9.80

123458
10.27
10.37

123467
9.69
9.70

123567
9.69
9.70

123568
9.82
9.80

123578
9.88
9.83

124568
9.93
9.89

124578
9.93
9.89

 a From the descriptors in Table 4 and the coefficients given in Table 1.

b Observed values.18
Table S3. Predictions of some physicochemical properties of the PCNs, at 298K

PCN
log POCT
log P16  a
Log KW 
log KOCT  b
log SW

1
3.95
4.09
2.00
6.89
-4.35

2
3.97
4.11
2.02
5.72
-4.39

12
4.55
4.78
2.05
5.65
-5.12

13
4.65
4.93
1.85
6.48
-5.20

14
4.62
4.88
1.89
6.56
-5.16

15
4.62
4.88
1.89
6.59
-5.16

16
4.65
4.93
1.85
6.57
-5.20

17
4.58
4.83
1.94
6.65
-5.12

18
4.48
4.68
2.14
6.98
-5.03

23
4.55
4.78
2.05
6.76
-5.12

26
4.59
4.83
2.00
6.58
-5.16

27
4.65
4.93
1.85
6.58
-5.20

123
5.24
5.60
1.93
7.44
-5.97

124
5.33
5.75
1.73
7.28
-6.06

125
5.33
5.75
1.73
7.38
-6.06

126
5.33
5.75
1.73
7.43
-6.06

127
5.33
5.75
1.73
7.48
-6.06

128
5.33
5.75
1.73
7.90
-6.06

135
5.40
5.83
1.57
7.29
-6.11

136
5.40
5.84
1.57
7.30
-6.11

137
5.40
5.84
1.57
7.35
-6.11

138
5.40
5.84
1.57
7.72
-6.11

145
5.40
5.84
1.57
7.74
-6.11

146
5.40
5.84
1.57
7.35
-6.11

167
5.33
5.75
1.73
7.48
-6.06

236
5.33
5.75
1.73
7.54
-6.06

1234
5.80
6.27
1.84
8.31
-6.63

1235
5.80
6.27
1.84
8.23
-6.63

1236
5.80
6.27
1.84
8.28
-6.63

1237
5.80
6.27
1.84
8.33
-6.63

1238
5.80
6.27
1.84
8.75
-6.63

1245
5.80
6.27
1.84
8.36
-6.63

1246
5.80
6.27
1.84
7.98
-6.63

1247
5.80
6.27
1.84
7.98
-6.63

1248
5.80
6.27
1.84
8.41
-6.63

1256
5.80
6.27
1.84
8.21
-6.63

1257
5.80
6.27
1.84
7.99
-6.63

1258
5.80
6.27
1.84
8.49
-6.63

1267
5.80
6.27
1.84
8.36
-6.63

1268
5.80
6.27
1.84
8.52
-6.63

1278
5.72
6.17
2.00
8.34
-6.58

1357
5.87
6.37
1.69
7.87
-6.67

1358
5.87
6.37
1.69
8.32
-6.67

1367
5.87
6.37
1.69
8.20
-6.67

1368
5.87
6.37
1.69
8.31
-6.67

1458
5.87
6.37
1.69
8.75
-6.67

1467
5.87
6.37
1.69
8.19
-6.67

2367
5.80
6.27
1.84
8.47
-6.63

12345
6.21
6.70
2.11
9.32
-7.14

12346
6.21
6.70
2.11
8.89
-7.14

12356
6.21
6.70
2.11
8.91
-7.14

12357
6.21
6.70
2.11
8.69
-7.14

12358
6.21
6.70
2.11
9.17
-7.14

12367
6.21
6.70
2.11
9.08
-7.14

12368
6.21
6.70
2.11
9.21
-7.14

12378
6.21
6.70
2.11
9.45
-7.14

12456
6.21
6.70
2.11
9.09
-7.14

12457
6.28
6.80
1.96
8.88
-7.19

12458
6.21
6.70
2.11
9.26
-7.14

12467
6.28
6.80
1.96
8.77
-7.19

12468
6.28
6.80
1.96
8.93
-7.19

12478
6.21
6.70
2.11
9.14
-7.14

123456
6.68
7.22
2.23
10.16
-7.70

123457
6.68
7.22
2.23
9.82
-7.70

123458
6.68
7.22
2.23
10.27
-7.70

123467
6.68
7.22
2.23
9.69
-7.70

123567
6.68
7.22
2.23
9.69
-7.70

123568
6.68
7.22
2.23
9.82
-7.70

123578
6.68
7.22
2.23
9.88
-7.70

123678
.68
7.22
2.23
10.38
-7.70

124568
6.68
7.22
2.23
9.93
-7.70

124578
6.68
7.22
2.23
9.93
-7.70

1234567
7.16
7.75
2.34
10.96
-8.27

1234568
7.16
7.75
2.34
10.99
-8.27

12345678
7.63
8.28
2.46
12.37
-8.83

a P16 is the water-hexadecane partition coefficient.  b    KOCT      is the  gas – dry octanol 

partition coefficient.

