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Development of in silico transition state analogue molecular design method based
on large-scale electronic structure calculations
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In order to develop the transition state analogue molecular design in the
field of drug discovery, we introduced a large-scale electronic structure calculations combined with
transition state search method. With the detailed studies for the transition state structures,
environmental effects, and the practical computational conditions, we have obtained the information
for designing new transition state analogue molecules. We also applied the methodology to the
Cytochrome P450 systems.
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