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A new scoring function for protein structure assment based on the hydration
structure information.
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In the field of protein complex study, to understand the hydration structure

is becoming an increasingly important issue. If hydration structure can be correctly evaluated,
this knowledge reveals the factor for stabilizing the protein-protein interaction and reaches
accurate three-dimensional structure prediction technique. In this study, we aim to develop a new
structure evaluated score for the predicted structure, which is based on the "protein hydration
structure information™. Machine learning was performed on the solvation energy obtained from the
strict statistical mechanics theory, 3D-RISM theory.
The structure evaluated score is faster and more accurate than the conventional structure score.
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