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A Study on Charge Transfer and Molecular Orbital in Water Dimer

PAN Zhang
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Abstract: The hydrogen bonds in water dimer are influenced by charge transfer, and in order to
study the relationship between the degree of charge transfer and the distance between oxygens,
car-parrinello molecular dynamics (CPMD) and limiting dynamics are applied to conduct a sys-
tematic study of the atomic charge distribution and molecular orbitals of water dimer at 330 (&£
20) K and different distances. The results show that the charge transfer significantly weakens
with the increase of the oxygen-oxygen distance.
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