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are caused by the difference of
electronic state, because the slight
difference in structure among the
inhibitors with only replacement of a
carbon atom with a nitrogen one and its
position. Only MM calculations may not
be sufficient to predict the activities and
explain the origin.
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Prediction of activity
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Comparison between X-ray and FMO-based electron densities
— Protonated state of Glu23 will be necessary verified
by using FMO-based structure optimization.
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