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[Abstract]

Ab initio molecular dynamics (AIMD) has become one of the standard method to
examine reaction dynamics of chemica reactions. By AIMD simulations, we obtain
trajectories which can reach several different isomers or dissociated fragments within a given
energy. In quantum chemical study, an intrinsic reaction coordinate (IRC), defined as a
minimum energy path on a potential energy surface (PES), is a useful concept to describe the
reaction pathway. Recently, an anharmonic downward distortion following (ADDF) method
(31 and the concept of a global reaction route map (GRRM) have been developed. In this study,
we propose a methodology to analyze AIMD tragjectories based on GRRM, and applied it to
structural transformations of the Aus cluster.
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