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Computational chemistry studies of chemical reactions of complex molecular systems
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In order to make further development of theoretical and computational studies of
chemical reactions of complex molecular systems, this year studies of the following topics have been
performed. 1.Deve|o?ment and applications of the automatic reaction path search method, the GRRM
strategy. 2.Chemical reactions of excited electronic states of complex molecular systems. 3.Mechanism and
control of homogenous catalytic reaction systems. 4_Mechanism and control of the growth and reaction of
carbon nano structures. 5.Mechanism of chemical reactions of biomolecular systems using the ONIOM method
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