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Theoretical development of ab initio reaction dynamics approach and
generalized program code
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MFERRSREOBEEE (3£37) @ Ab initio molecular dynamics (AIMD) approach has been extended to treat
nonadiabatic process and tunneling process, and has been applied to several significant reactions to
clarify key factors in excited-state and tunneling dynamics, i.e., (1) non-adiabatic transition, (2) solvent

effects, (3) quantum effects of nuclei, (4) branching ratio, (5) lifetime, and (6) reaction pathways.
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