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Datamining approach for protein-ligand interaction mediated by hydration water

Mizukami, Taku

1,600,000

MD GMM

The motivation of the research is 1) visualization of hydration water
defined by data-mining method, and 2) estimation of hydration effect by means of solvation free
energy.

We fgﬁnded a system for mining water behavior by means of the mixture model from MD simulation data.
It detected a strong correlation between solvation free energy and hydration water behavior that

enables a prediction of free energy.

The machine learning and prediction system was build with the combination of three methods, linear

model, clustering and a new descriptor that was designed by accounting the multi-body interaction

between atoms. Application of the machine for the small-scale solution / molecular systems resulted

in a more detailed prediction for the energies.
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