Table 1: Intermolecular parameters of the CC-pol-8s stationary point structures of water
dimer. Distances in A, angles in degrees. See Ref. [1] for definitions and atom labeling.

No. index 7m0, 00,10, OH;0,0, OH,0,01 TOsH201H; TH50,0:1Hs  TH40201Ha

T 0 1.0468 171.03 108.82 108.82 180.00 12323 —123.23
2 1 19648 167.68 106.78 135.97 142.59 160.00 26.13
3 2 1.9687 166.52 11027 145.04 180.00 180.00 0.00
4 1 22666 114.70 131.47  47.02 —133.75 111.16 180.00
5 1 22685 11271 14342 4856 —151.15 —116.32 —167.86
6 3 22721 110.11 15529  50.60 180.00 180.00 180.00
7 2 34247 5692  53.05  53.05 180.00  —97.86 97.86
8 3 31220 9207 7083  70.83  —63.23 180.00 66.11
9 1 25515 110.11 127.66 127.66 0.00  —90.00 90.00
10 2 27073 111.15 127.66 127.66 0.00 0.00 180.00
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