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Supplementary material

Table S1. Calculated NPA charges of Hg, O, H and O (directly linked to Hg)
atoms in gaseous and solvated Hg(OH), systems.

Water Hg O(H) O(H) o1 02 o3
Molecules (H20) (H20) (H20)
0 0.98 -0.98 -0.98 -- -- --
1 1.12 -1.07 -1.03 -1.00 -- --
2 1.14 -1.09 -1.03 -1.03 -- --
3 1.16 -1.07 -1.07 -1.06 -- --
4 1.16 -1.08 -1.07 -1.03 -1.04 --
5 1.19 -1.08 -1.07 -1.03 -1.02 --
6 1.18 -1.08 -1.09 -1.05 -1.01 --
7 0.98 -1.04 -1.04 -1.00 -1.01
8 0.98 -1.08 -1.04 -1.02 -1.01 -1.01
12 1.20 -1.12 -1.12 -1.07 -1.04 -1.03
15 1.17 -1.15 -1.13 -1.08 -1.03 -1.02
16 1.00 -1.14 -1.13 -1.05 -1.03 -1.04
24 1.03 -1.13 -1.10 -1.04 -1.05 -1.06

Table S2. Optimized atomic coordinates (at 0 K) of the final solvated cluster
Hg(OH)2-(H20)24

Coordinates (Angstroms)

X Y Y4
O -1.770470 -1.492280 -3.276406
O -1.073834 -1.911928 -0.696651
Hg 0.334829 -0.458191 -0.397339
O -0.466515 0.264520 2.192626
O -3.562183 -1.491148 -0.059395

O 1.725536 1.084790 -0.151591
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