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Distance Distributions Analysis between Pocket and Amino Acid

Makiko MIYOSHI™  Takayuki ITOH' and Kei YURA'

T Faculty of Science, Ochanomizu University 2-1-1 Otsuka, Bunkyo-ku, Tokyo, 112-8610 Japan
E-mail: I {igams, itot}@itolab.is.ocha.ac.jp, yura.kei@ocha.ac.jp

Abstract Protein is a main component of our body. It has typical three-dimensional structure, as many amino acids are
folded many times. It is well-known that drugs go in hollows (so called “pocket™) of protein surfaces to react. We are analyzing
how the "druggability” of proteins relates to the locations of pockets and amino acids. As a step of this study, this paper
presents a visualization tool for distance distribution analysis between pockets and amino acids. Supposing protein surfaces are
provided as triangular meshes, the tool first extracts pockets from the protein surfaces, specifies the deepest positions of
pockets, and calculates distances between atoms of amino acids and the deepest positions. This tool finally visualizes the
distribution of the distances by scatterplots. This paper suggests the possibility of biological interpretation from the
visualization results.
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