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Dexelopment of novel free energy change prediction method independent of entropy
change
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The development of drugs requires an enormous amount of cost and time, and
there is a strong need to improve the efficiency of drug development. In this study, we devised a
computer-based method for predicting the free energy change of a compound (one of the indicators of
how strongly it interacts with its target) and verified its applicability in order to improve its
efficiency. In this study, HIV protease and other complexes were examined. First, we compared the
calculated values obtained by computer with known experimental varues to examine the applicability
of this prediction method. The results showed the applicability of the method by classifying
compounds according to appropriate criteria. Next, we constructed a prediction equation from the

calculation results, and were able to predict the free energy change within a reasonable error
range.
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