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H3PO4+H3PO4 — H4P207 + Hzo

AGaq Exp.=9.5 kcal/mol

n,H3PO4\n,H3PO4

AGaq

nw of Dimer 0\0 0\1 0\2 0\3 ()% 0\5
0 10.9 9.5 15.7 14.2 15.0 13.0
1 3.2 1.8 8.0 6.5 7.3 53
2 4.3 3.0 9.1 7.6 8.4 6.4
3 6.2 4.8 10.9 94 10.2 8.3
4 -1.2 -2.5 3.6 2.1 2.9 1.0
5 -5.1 -6.4 -0.3 -1.8 -1.0 -3.0
6 9.5 -10.8 -4.7 -6.2 -5.4 -7.3

nw of Dimer 10 1M 1\2 N3 1\4 (A
0 9.5 8.2 14.3 12.8 13.6 11.7
1 1.8 0.5 6.6 5.1 59 4.0
2 3.0 1.6 7.7 6.2 7.0 51
3 4.8 3.4 9.6 8.1 8.9 6.9
4 -2.5 -3.9 2.3 0.7 1.6 -04
5 -6.4 -7.8 -1.7 -3.2 -2.4 -4.3
6 -10.8 -12.2 -6.1 -7.6 -6.8 -8.7

nw of Dimer 2\0 2\1 2\2 2\3 2\4 2\5
0 15.7 14.3 20.4 18.9 19.7 17.8
1 8.0 6.6 12.7 11.2 12.1 10.1
2 9.1 7.7 13.8 12.3 13.2 11.2
3 10.9 9.6 15.7 14.2 15.0 13.1
4 3.6 2.3 8.4 6.9 7.7 57
5 -0.3 -1.7 4.4 29 3.8 1.8
6 -4.7 -6.1 0.1 -1.5 -0.6 -2.6

nw of Dimer 3\0 3\1 3\2 3\3 3\4 3\5
0 14.2 12.8 18.9 17.4 18.2 16.3
1 6.5 5.1 11.2 9.7 10.5 8.6
2 7.6 6.2 12.3 10.8 11.6 9.7
3 9.4 8.1 14.2 12.7 13.5 11.5
4 2.1 0.7 6.9 54 6.2 4.2
5 -1.8 -3.2 29 14 2.3 0.3
6 -6.2 -7.6 -1.5 -3.0 -2.1 -4.1

nw of Dimer 4\0 4\1 4\2 4\3 4\4 41\5
0 15.0 13.6 19.7 18.2 19.1 17.1
1 7.3 59 12.1 10.5 1.4 9.4
2 8.4 7.0 13.2 11.6 12.5 10.5
3 10.2 8.9 15.0 13.5 14.3 12.4
4 2.9 1.6 7.7 6.2 7.0 51
5 -1.0 -2.4 3.8 2.3 3.1 1.1
6 -5.4 -6.8 -0.6 -2.1 -1.3 -3.3

nw of Dimer 5\0 5\1 5\2 5\3 54 5\5
0 13.0 11.7 17.8 16.3 17.1 15.2
1 53 4.0 10.1 8.6 94 75
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2 6.4 5.1 11.2 9.7 10.5 8.6
3 8.3 6.9 13.1 11.5 12.4 10.4
4 1.0 -0.4 5.7 4.2 5.1 3.1
5 -3.0 -4.3 1.8 0.3 1.1 -0.8
6 -7.3 -8.7 -2.6 -4.1 -3.3 -5.2
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H3P04+ H2P04_ — H3P207_ + Hzo

AGaq Exp.=7.5 kcal/mol

n,H3PO4\n,H2PO4

AGaq

nw of Dimer 0\0 Oo\1 0\2 0\3 ov 0\5
0 -6.0 -6.5 -4.8 -3.9 -5.4 -1.6
1 -11.0 -11.6 -9.8 -9.0 -10.5 -6.6
2 -5.4 -6.0 -4.2 -3.4 -4.9 -1.1
3 -12.0 -12.5 -10.8 -10.0 -11.4 -7.6
4 -8.5 -9.0 -7.3 -6.5 -7.9 -4.1
5 -8.0 -8.5 -6.8 -6.0 -7.4 -3.6
6 -8.1 -8.6 -6.9 -6.1 -7.6 -3.7

nw of Dimer 10 1M 1\2 13 1\4 N5
0 -7.3 -7.9 -6.1 -5.3 -6.8 -2.9
1 -12.4 -12.9 -11.2 -10.4 -11.8 -8.0
2 -6.8 -7.3 -5.6 -4.8 -6.3 2.4
3 -13.3 -13.9 -12.1 -11.3 -12.8 -9.0
4 -9.8 -10.4 -8.6 -7.8 9.3 -5.4
5 -9.3 -9.9 -8.1 -7.3 -8.8 -4.9
6 -9.5 -10.0 -8.2 -7.4 -8.9 -5.1

nw of Dimer 2\0 2\1 2\2 2\3 2\4 2\5
0 -1.2 -1.7 0.0 0.8 -0.7 3.2
1 -6.3 -6.8 -5.0 -4.2 -5.7 -1.9
2 -0.7 -1.2 0.5 1.3 -0.1 3.7
3 -7.2 -7.8 -6.0 -5.2 -6.7 -2.8
4 -3.7 -4.3 -2.5 1.7 -3.2 0.7
5 -3.2 -3.8 -2.0 -1.2 2.7 1.2
6 -3.3 -3.9 -2.1 -1.3 -2.8 1.1

nw of Dimer 3\0 3\1 3\2 3\3 3\4 3\5
0 2.7 -3.3 -1.5 -0.7 -2.2 1.7
1 -7.8 -8.3 -6.6 5.7 -7.2 -3.4
2 2.2 -2.7 -1.0 -0.2 -1.7 2.2
3 -8.7 -9.3 -7.5 -6.7 -8.2 -4.3
4 -5.2 -5.8 -4.0 -3.2 -4.7 -0.8
5 -4.7 -5.3 -3.5 2.7 -4.2 -0.3
6 -4.8 5.4 -3.6 -2.8 -4.3 -0.5

nw of Dimer 4\0 4\1 41\2 1\3 V) 41\5
0 -1.9 -2.4 -0.7 0.1 -1.3 25
1 -6.9 -7.5 5.7 -4.9 -6.4 -2.6
2 -1.4 -1.9 -0.2 0.7 -0.8 3.0
3 -7.9 -8.5 -6.7 -5.9 -7.4 -3.5
4 -4 .4 -4.9 -3.2 2.4 -3.9 0.0
5 -3.9 -4.4 -2.7 -1.9 -3.4 0.5
6 -4.0 -4.6 -2.8 -2.0 -3.5 04

nw of Dimer 5\0 5\1 5\2 5\3 54 5\5
0 -3.8 -4.4 -2.6 -1.8 -3.3 0.6
1 -8.9 9.4 -7.7 -6.9 -8.4 -4.5
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2 -3.3 -3.9 -2.1 -1.3 -2.8 1.1
3 -9.9 -10.4 -8.7 -7.8 -9.3 -6.5
4 -6.4 -6.9 -5.1 -4.3 -5.8 -2.0
5 -5.9 -6.4 -4.6 -3.8 -5.3 -1.5
6 -6.0 -6.5 -4.8 -3.9 -5.4 -1.6
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H,PO,” + H,PO,” — H,P,0,% + H,0

AGaq Exp.=7.7 kcal/mol

n,H2PO4\n,H2P0O4

AGaq

nw of Dimer | O\0 Oo\1 0\2 0\3 )% 0\5
0 -3.8 -4.3 -2.5 -1.7 -3.2 0.6
1 -2.8 -3.4 -1.6 -0.8 -2.3 1.5
2 -2.4 -2.9 -1.1 -0.3 -1.8 2.0
3 -1.7 -2.3 -0.5 0.3 -1.2 2.7
4 -0.5 -1.1 0.7 15 0.0 3.9
5 -3.1 -3.7 -1.9 -1.1 -2.6 1.3
6 -2.8 -3.3 -1.6 -0.8 -2.2 1.6

nw of Dimer | 1\0 1M 1\2 N3 1\4 15
0 -4.3 -4.8 -3.1 -2.3 -3.8 0.1
1 -3.4 -3.9 -2.2 -1.4 -2.9 1.0
2 -29 -3.4 1.7 -0.9 -2.4 1.5
3 -2.3 -2.8 -1.1 -0.2 1.7 2.1
4 -1.1 -1.6 0.1 1.0 -0.5 3.3
5 -3.7 -4.2 -2.4 -1.6 -3.1 0.7
6 -3.3 -3.9 -2.1 -1.3 -2.8 1.1

nw of Dimer | 2\0 2\1 2\2 2\3 2\4 2\5
0 -2.5 -3.1 -1.3 -0.5 -2.0 1.8
1 -1.6 -2.2 -0.4 0.4 -1.1 2.8
2 -1.1 1.7 0.1 0.9 -0.6 3.2
3 -0.5 -1.1 0.7 1.5 0.0 3.9
4 0.7 0.1 1.9 2.7 1.2 5.1
5 -1.9 2.4 -0.7 0.1 -1.4 2.5
6 -1.6 -2.1 -0.4 0.5 -1.0 2.8

nw of Dimer | 3\0 3\1 3\2 3\3 34 3\5
0 -1.7 -2.3 -0.5 0.3 -1.2 2.7
1 -0.8 -1.4 0.4 1.2 -0.3 3.6
2 -0.3 -0.9 0.9 1.7 0.2 4.1
3 0.3 -0.2 1.5 2.3 0.8 4.7
4 1.5 1.0 2.7 3.5 2.0 59
5 -1.1 -1.6 0.1 0.9 -0.5 3.3
6 -0.8 -1.3 0.5 1.3 -0.2 3.6

nw of Dimer | 4\0 4\1 4\2 4\3 a4\4 415
0 -3.2 -3.8 -2.0 -1.2 2.7 1.2
1 -2.3 -2.9 -1.1 -0.3 -1.8 2.1
2 -1.8 -2.4 -0.6 0.2 -1.3 2.6
3 -1.2 -1.7 0.0 0.8 -0.7 3.2
4 0.0 -0.5 1.2 2.0 0.5 4.4
5 -2.6 -3.1 -1.4 -0.5 -2.0 1.8
6 -2.2 -2.8 -1.0 -0.2 -1.7 2.1

nw of Dimer | 5\0 5\1 5\2 5\3 54 5\5
0 0.6 0.1 1.8 2.7 1.2 5.0
1 1.5 1.0 2.8 3.6 2.1 5.9
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2 2.0 1.5 3.2 4.1 2.6 6.4
3 2.7 2.1 3.9 4.7 3.2 7.1
4 3.9 3.3 5.1 5.9 4.4 8.3
5 1.3 0.7 2.5 3.3 1.8 5.7
6 1.6 1.1 2.8 3.6 2.1 6.0
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HPO,* + H,PO, — HP,0;* + H,0

AGaq Exp.=7.1 kcal/mol

n,HPO4\n,H2PO4

AGaq

nw of Dimer 0\0 Oo\1 0\2 0\3 ov 0\5
0 -3.2 -3.8 -2.0 -1.2 2.7 1.1
1 -4.6 -5.1 -3.4 -2.6 -4.0 -0.2
2 -5.1 -5.7 -3.9 -3.1 -4.6 -0.7
3 -4.9 -5.5 -3.7 -2.9 -4.4 -0.5
4 -10.2 -10.7 9.0 -8.2 9.7 -5.8
5 -13.7 -14.3 -12.5 -11.7 -13.2 -9.3
6 -13.1 -13.7 -11.9 -11.1 -12.6 -8.7

nw of Dimer 10 1M 1\2 13 1\4 15
0 -1.0 -1.6 0.2 1.0 -0.5 3.4
1 -2.3 -2.9 -1.1 -0.3 -1.8 2.0
2 -2.9 -3.4 -1.7 -0.9 -2.3 1.5
3 2.7 -3.2 -1.5 -0.7 -2.1 1.7
4 -8.0 -8.5 -6.8 -5.9 -7.4 -3.6
5 -11.5 -12.0 -10.3 -9.5 -10.9 -7.1
6 -10.9 -11.4 -9.7 -8.9 -10.3 -6.5

nw of Dimer 2\0 2\1 2\2 2\3 2\4 2\5
0 -0.2 -0.7 1.0 1.8 0.4 4.2
1 -1.5 -2.1 -0.3 0.5 -1.0 29
2 -2.0 -2.6 -0.8 0.0 -1.5 2.3
3 -1.8 2.4 -0.6 0.2 -1.3 25
4 -7.1 -7.7 -5.9 -5.1 -6.6 -2.7
5 -10.6 -11.2 94 -8.6 -10.1 -6.3
6 -10.0 -10.6 -8.8 -8.0 9.5 -5.7

nw of Dimer 3\0 3\1 3\2 3\3 34 3\5
0 1.0 0.5 2.2 3.0 1.5 54
1 -0.3 -0.9 0.9 1.7 0.2 4.1
2 -0.9 -1.4 0.3 1.2 -0.3 3.5
3 -0.7 -1.2 0.5 14 -0.1 3.7
4 -6.0 -6.5 -4.7 -3.9 -5.4 -1.6
5 9.5 -10.0 -8.3 -7.4 -8.9 -5.1
6 -8.9 9.4 -7.7 -6.8 -8.3 -4.5

nw of Dimer 4\0 4\1 4\2 413 1M\4 45
0 -0.5 -1.1 0.7 1.5 0.0 3.9
1 -1.9 2.4 -0.7 0.2 -1.3 2.5
2 -2.4 -2.9 -1.2 -0.4 -1.9 2.0
3 -2.2 2.7 -1.0 -0.2 -1.7 2.2
4 -7.5 -8.0 -6.3 -5.5 -6.9 -3.1
5 -11.0 -11.5 -9.8 9.0 -10.5 -6.6
6 -10.4 -10.9 -9.2 -8.4 9.9 -6.0

nw of Dimer 5\0 5\1 5\2 5\3 54 5\5
0 4.4 3.9 5.6 6.5 5.0 8.8
1 3.1 2.6 4.3 5.1 3.6 7.5
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2 2.6 2.0 3.8 4.6 3.1 7.0
3 2.8 2.2 4.0 4.8 3.3 7.2
4 -2.5 -3.1 -1.3 -0.5 -2.0 1.9
5 -6.0 -6.6 -4.8 -4.0 -5.5 -1.6
6 -5.4 -6.0 -4.2 -3.4 -4.9 -1.0
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HPO,* + HPO,> — P,0,* + H,0

AGaq Exp.=10.4 kcal/mol

nyHPO4\n,HPO4

AGaq

nw of Dimer 0\0 0o\1 0\2 0\3 04 0\5
0 19.7 22.0 22.8 24.0 225 274
1 15.1 17.3 18.1 19.3 17.8 22.7
2 11.9 14.1 14.9 16.1 14.6 19.5
3 10.3 12.5 134 14.5 13.0 18.0
4 -0.9 1.3 2.2 3.3 1.8 6.8
5 -16.2 -13.9 -13.1 -11.9 -13.4 -8.5
6 -12.1 9.9 -9.1 -7.9 94 -4.5

nw of Dimer 1\0 1\1 1\2 13 1\4 15
0 22.0 24.2 25.0 26.2 24.7 29.6
1 17.3 19.5 20.4 21.5 20.0 25.0
2 141 16.3 17.2 18.3 16.8 21.8
3 125 14.8 15.6 16.8 15.2 20.2
4 1.3 3.6 4.4 5.6 4.0 9.0
5 -13.9 -11.7 -10.9 9.7 -11.2 -6.3
6 -9.9 -7.7 -6.8 5.7 -7.2 2.2

nw of Dimer 2\0 2\1 2\2 2\3 2\4 2\5
0 22.8 25.0 259 271 25.5 30.5
1 18.1 204 21.2 224 20.8 25.8
2 14.9 17.2 18.0 19.2 17.7 22.6
3 13.4 15.6 16.4 17.6 16.1 21.0
4 2.2 4.4 5.2 6.4 4.9 9.8
5 -13.1 -10.9 -10.0 -8.9 -10.4 -5.4
6 -9.1 -6.8 -6.0 -4.8 -6.4 -1.4

nw of Dimer 3\0 3\1 3\2 3\3 34 3\5
0 24.0 26.2 271 28.2 26.7 31.7
1 19.3 21.5 22.4 23.6 22.0 27.0
2 16.1 18.3 19.2 20.4 18.8 23.8
3 145 16.8 17.6 18.8 17.3 22.2
4 3.3 5.6 6.4 7.6 6.1 11.0
5 -11.9 9.7 -8.9 7.7 -9.2 -4.2
6 -7.9 -5.7 -4.8 -3.6 -5.2 -0.2

nw of Dimer 4\0 4\1 4\2 4\3 4\4 4\5
0 225 247 255 26.7 25.2 30.1
1 17.8 20.0 20.8 22.0 20.5 25.5
2 14.6 16.8 17.7 18.8 17.3 22.3
3 13.0 15.2 16.1 17.3 15.7 20.7
4 1.8 4.0 4.9 6.1 4.5 9.5
5 -13.4 -11.2 -10.4 9.2 -10.7 -5.8
6 9.4 -7.2 -6.4 -5.2 -6.7 -1.7

nw of Dimer 5\0 5\1 5\2 5\3 54 5\5
0 27.4 29.6 30.5 31.7 30.1 35.1
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1 22.7 25.0 25.8 27.0 255 30.4
2 19.5 21.8 22.6 23.8 22.3 27.2
3 18.0 20.2 21.0 222 20.7 25.7
4 6.8 9.0 9.8 11.0 9.5 14.4
5 -8.5 -6.3 -54 -4.2 -5.8 -0.8
6 -4.5 -2.2 -1.4 -0.2 -1.7 3.2
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