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WFZERL T DOEZE (3530) : The purpose of this study is to develop a method for analyzing
Iinteractions in biomolecular systems with quantum chemical treatment and to apply it to
the interaction between prion protein and a small molecule. I introduced a routine which
enable us to calculate the interaction energies efficiently into a quantum chemical
calculation program package “PAICS”. Thus, I could obtain the interaction energies at
several geometrical configurations. By taking average over them, I could discuss the
interactions of biomolecular systems including the effects of the geometrical fluctuation.
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