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[ Abstract] The effects of the added water on the hydrogen bond system of the prism type
Br (H20)s cluster were examined with the MP2 and LPMO PT calculations. The ion-hydrogen
bond interaction is evaluated using the Charge-Transfer (CT) term. Because a large amount of
CT from Br to the ligand water, the large CT term (-14.56 kJ/mol) between Br  and water
having a dangling-OH is found. The effects of an added water to the prism Br (H2O)s on the
ion-hydrogen bond in Br -water clusters are classified to four cases. The correlation of the Br
---O distance with the CT term is found in three cases. However, the CT term of Br—water is
derived from the correlation when the prism framework is distorted due to the addition of a

water.
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