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Grid Inhomogeneous Solvation Theory (GIST) can describe hydrations around proteins using the
spatial distribution of the hydration energy and hydration entropy. However, huge computation is
required for the GIST because the GIST requires the trajectory obtained using molecular dynamics
simulations. In the present study, a deep learning (DL) model to predict the hydration free energy
distribution was proposed. It was found that our DL model can quantitatively predict the hydration

free energy distribution in less than 1 minute.
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