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W R OBEE (JE32) : Method development and applications have been made for studying
chemical reactions in solution and protein environments. New theoretical methods have
been developed called LRFE-SCF, RISM-MP2, and QM/MM-MF methods. To elucidate the
mechanism of photochemical processes in condensed phase, we proposed a new
computational framework for locating minimum energy conical intersection based on
non-equilibrium free energy surfaces. We also developed a new molecular mechanical force
field for proteins using charge response kernel (CRK) and applied it to the study of
electronic polarization effects on proteins and ionic liquids.
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