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WFHFERR O (F£3C) : To clarify the substrate recognition mechanism, we identified the
tebufenozide, as a model compound, and other
compounds by major human CYP isozymes: CYP3A4, 2C19, 1A2, 2C9, 2D6 and 2E1, which are
used as indicators of drug development. Then, docking simulation and
hydrogen—abstraction energy calculation have been carried out to predict metabolites of
the compounds. It was clarified that these methods were useful for the in silico
prediction system of drug candidates.
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