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A Pocket Shape Evaluation Technique Applying Protein Surface Technique
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Protein is a main component of our body. It is important to determine the affinity of proteins with drugs (so called
“druggability”) in the medicine development. It is well-known that the drugs go in hollows (so called “pocket”) of protein
surfaces to act. As a part of protein surface analysis project “PROTEIN”, we attempt to evaluate druggability of the proteins.
As a preliminary step, this paper presents a pocket shape evaluation technique. Supposing that the protein surfaces are
provided as triangular meshes, the technique first extracts the pockets from the protein surfaces and calculates feature values
of pocket shapes. It then compares the feature values with feature values of sample-pockets which has high affinity with the

drugs.
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