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Table  S1  pKMeOH for carboxylic acids and Hammett-Taft and Drago substituent constants(1).

pKMeOH

                    Hammett-Taft

   Drago











*
o
m
p

E
C
n(2)

Cyclobutane-1-carboxylic acid
9.89

-0.15
-
-
-

-
-
-

2-Bromoacetic acid
8.06

1.00
-
-
-

-0.118
-0.456
0.2

3-Bromopropanoic acid
9.00

0.49
-
-
-

-0.041
-0.208
0.4

3-Chloropropanoic acid
9.18

0.39
-
-
-

-0.045
-0.246
0.4

Succinic acid  (pK1)
9.14

0.35
-
-
-

-
-
-

3-Iodopropanoic acid
8.89

0.41
-
-
-

-0.048
-0.243
0.4

3-Hydroxypropanoic acid
9.42

0.21
-
-
-

0.002
0.028
0.6

3-Bromobutanoic acid
9.12

0.44
-
-
-

-
-
-

3-Chlorobutanoic acid
9.18

0.35
-
-
-

-
-
-

2-Chloroacetic acid
7.88

1.01
-
-
-

-0.120
-0.461
0.2

2-Cyanoacetic acid
7.50

1.30
-
-
-

-0.192
-0.874
0.2

Malonic acid  (pK1)
7.66

1.05
-
-
-

-
-
-

2-Fluoroacetic acid
7.99

1.10
-
-
-

-0.115
-0.429
0.2

2-Iodoacetic acid
8.38

0.85
-
-
-

-0.107
-0.405
0.2

2-Hydroxyacetic acid
8.68

0.56
-
-
-

-0.049
-0.079
0.4

2-Phenylacetic acid
9.43

0.23
-
-
-

0.011
0.058
0.2

2-Sulfanylacetic acid
8.52

0.47
-
-
-

-
-
-

2,3-Dibromopropanoic acid
7.38

1.38
-
-
-

-0.159
-0.664
0.2

2,2-Dichloroacetic acid
6.38

2.01
-
-
-

-0.240
-0.922
0.2

2,3-Dichloropropanoic acid
7.50

1.08
-
-
-

-0.165
-0.707
0.2

2-Chlorobutanoic acid
8.11

1.05
-
-
-

-0.081
-0.308
0.2

Cyclohexane-1-carboxylic acid
9.98

-0.18
-
-
-

-
-
-

2-Bromopropanoic acid
8.22

1.00
-
-
-

-0.084
-0.328
0.2

2-Chloropropanoic acid
8.06

1.00
-
-
-

-0.086
-0.333
0.2

Acrylic acid
9.27

0.52
-
-
-

-
-
-

Atropic acid
9.31

0.41
-
-
-

-
-
-

Cyclopentane-1-carboxylic acid
10.15

-0.20
-
-
-

-
-
-

Cyclopropane-1-carboxylic acid
9.83

0.00
-
-
-

-
-
-

Propanoic acid
9.71

-0.10
-
-
-

0.034
0.128
0.2

Acetic acid
9.63

0.00
-
-
-

0.000
0.000
0.2

Butanoic acid
9.69

-0.12
-
-
-

0.039
0.153
0.2

2,2-Dichloropropanoic acid
6.56

1.53
-
-
-

-
-
-

Trichloroacetic acid
4.90

2.65
-
-
-

-
-
-

4-Chlorobutanoic acid
9.29

0.14
-
-
-

-
-
-

2-Bromobutanoic acid
8.24

1.02
-
-
-

-
-
-

Diphenylacetic acid
9.36

0.41
-
-
-

-
-
-

Triphenylacetic acid
9.44

0.56
-
-
-

-
-
-

Oxalic acid
5.34

2.94
-
-
-

-
-
-

Benzoic acid
9.30

-
-
-
-

0.000
0.000
0.2

3-Bromobenzoic acid
8.80

-
-
0.39
-

-0.118
-0.456
0.2

3-(Trifluoromethyl)benzoic acid
8.69

-
-
0.43
-

-0.137
-0.670
0.2

3-Chlorobenzoic acid
8.83

-
-
0.37
-

-0.120
-0.461
0.2

3,4-Dichlorobenzoic acid
8.53

-
-
0.37
0.23

-0.210
-0.784
0.2

3,5-Dichlorobenzoic acid
8.26

-
-
0.74
-

-0.240
-0.922
0.2

3-Cyanobenzoic acid
8.53

-
-
0.56
-

-0.192
-0.874
0.2

3-Acetylbenzoic acid
8.87

-
-
0.38
-

-0.112
-0.260
0.3

3-Fluorobenzoic acid
8.87

-
-
0.34
-

-0.115
-0.429
0.2

3-Iodobenzoic acid
8.89

-
-
0.35
-

-0.107
-0.405
0.2

3-Methylbenzoic acid
9.39

-
-
-0.07
-

0.034
0.128
0.2

3-Methyl-4-chlorobenzoic acid
9.12

-
-
-0.07
0.23

-
-
-

3,4-Dimethylbenzoic acid
9.63

-
-
-0.07
-0.17

-
-
-

3-Methyl-4-nitrobenzoic acid
8.54

-
-
-0.07
0.78

-
-
-

3-Acetamidobenzoic acid
9.25

-
-
0.21
-

-0.050
-0.115
0.5

3-Nitrobenzoic acid
8.32

-
-
0.71
-

-0.213
-0.968
0.3

4-Chloro-3-nitrobenzoic acid
8.10

-
-
0.71
0.23

-0.303
-1.291
0.2

3,4-Dinitrobenzoic acid
7.44

-
-
0.71
0.78

-
-
-

3,5-Dinitrobenzoic acid
7.38

-
-
1.42
-

-0.426
-1.936
0.3

3-Hydroxybenzoic acid
9.58

-
-
0.12
-

-0.049
-0.079
0.4

3-Methoxybenzoic acid
9.30

-
-
0.12
-

-0.015
0.158
0.2

3,4-Dimethoxybenzoic acid
9.54

-
-
0.12
-0.27

-
-
-

3-Phenoxybenzoic acid
9.00

-
-
0.25
-

-0.049
0.094
0.5

3-Mercaptobenzoic acid
8.90

-
-
0.25
-

-
-
-

3-(Methylsulfonyl)benzoic acid
8.43

-
-
0.60
-

-0.208
-0.982
0.4

3-Sulfamylbenzoic acid
8.65

-
-
0.53
-

-
-
-

4-Bromobenzoic acid
8.93

-
-
-
0.23

-0.074
-0.380
0.2

4-Chlorobenzoic acid
9.09

-
-
-
0.23

-0.090
-0.323
0.2

4-Cyanobenzoic acid
8.42

-
-
-
0.66

-0.252
-0.601
0.2

4-Acetylbenzoic acid
8.72

-
-
-
0.50

-0.194
-0.170
0.2

4-Fluorobenzoic acid
9.23

-
-
-
0.06

-0.036
-0.168
0.2

4-Iodobenzoic acid
9.04

-
-
-
0.18

-0.082
-0.219
0.2

4-Methylbenzoic acid
9.51

-
-
-
-0.17

0.050
0.192
0.2

4-Aminobenzoic acid
10.25

-
-
-
-0.57

0.180
0.480
0.2

4-Acetamidobenzoic acid
9.57

-
-
-
0.00

-0.004
0.260
0.5

4-(Dimethylamino)benzoic acid
10.40

-
-
-
-0.83

0.140
0.889
0.2

4-Nitrobenzoic acid
8.34

-
-
-
0.78

-0.254
-0.640
0.2

4-Hydroxybenzoic acid
9.99

-
-
-
-0.37

0.099
0.426
0.5

4-Methoxybenzoic acid
9.79

-
-
-
-0.27

0.048
0.285
0.2

4-(Methylmercapto)benzoic acid
9.43

-
-
-
0.00

-0.014
0.267
0.5

4-(Methylsulfonyl)benzoic acid
8.36

-
-
-
0.72

-0.269
-0.487
0.3

4-Sulfamylbenzoic acid
8.55

-
-
-
0.60

-
-
-

4-tert-Butylbenzoic acid
9.61

-
-
-
-0.20

0.064
0.164
0.2

Isophthalic acid (pK1)
8.65

-
-
0.37
-

-
-
-

3-(Fluorosulfonyl)benzoic acid
8.31

-
-
0.80
-

-
-
-

Terephthalic acid (pK1)
8.49

-
-
-
0.45

-
-
-

4-(Fluorosulfonyl)benzoic acid
8.18

-
-
-
0.91

-
-
-

2-Bromobenzoic acid
8.19

-
1.35
-
-

-0.221
-0.943
1.2

2-Chlorobenzoic acid
8.31

-
1.28
-
-

-0.227
-0.974
0.8

2,4-Dichlorobenzoic acid
7.80

-
1.28
-
0.23

-0.317
-1.297
0.8

2,6-Dichlorobenzoic acid
7.05

-
2.56
-
-

-0.454
-1.948
0.8

2-Fluorobenzoic acid
8.41

-
0.93
-
-

-0.239
-1.260
0.8

2-Iodobenzoic acid
8.24

-
1.34
-
-

-0.202
-0.686
1.2

2-Methylbenzoic acid
9.24

-
0.29
-
-

0.004
0.370
0.3

2,4-Dimethylbenzoic acid
9.70

-
0.29
-
-0.17

0.054
0.562
0.3

2-Nitrobenzoic acid
7.64

-
1.99
-
-

-
-
-

2,4-Dinitrobenzoic acid
6.45

-
1.99
-
0.78

-
-
-

2,6-Dinitrobenzoic acid
6.30

-
3.98
-
-

-
-
-

2-Methoxybenzoic acid
9.26

-
0.12
-
-

-0.012
-0.789
1.2

2,4,6-Trimethylbenzoic acid
8.60

-
0.58
-
-0.17

0.058
0.932
0.3













(1)  for polysubstituted compounds the values given are the suitable addition.











(2)  the weight assigned in data fits is 1/n.











