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FFZER F O (F£3C) - We propose an effective method of molecular dynamics (MD) simulations for
chemical reaction systems in which charge transfer plays an important role. Improvement of an
efficiency of electronic structure computations is a key issue to teat both atomic and electron motions by
using quantum molecular dynamics (QMD) simulations. Here, we focus only on electrons strongly
contribute to reaction processes and execute quantum mechanical computations for the electrons
following atomic motions. As a result, an effective technique in QMD method, which can treat electron

dynamics in non-equilibrium and unsteady conditions, has been developed.
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