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Development of electron/nuclear quantum molecular dynamics method

ISHIMOTO TAKAYOSHI
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MR R OMEE (J3T) : To analyze the quantum effect of nuclei, i.e., proton, in a hydrogen
bonding molecular systems, | focused on A, development of electron/nuclear quantum
molecular dynamics method, B. application to the proton transfer chemical reaction. The
developed method enables us to adequately treat the coupling between electron and proton.
I clearly succeeded that detailed analysis of proton transfer chemical reaction with the
geometrical relaxation and electronic structure.
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