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In order to shorten and reduce small drug development process, we aim to
develop a binding affinity prediction method for which we strictly and rapidly evaluate the binding
of small molecules and a targeted membrane protein independent of experiments. For development of

effective drug designs in line with natural phenomena, we analyzed the whole physical factors for

the binding on the basis of thermodynamics.

As a result, on the binding, it is critically importnat that the entropy effect of water molecules
in the surrounding environment. Since this factor is also necessary in various structural formations
of biomolecules, therefore, it also found to be an essential element that cannot be overlooked in
efficient drug design.
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