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Extraction of feature values using protein molecular surface data and

prediction of remarkable structures

Abstract: Proteins often bind to other compounds at the concave site referred to as a pocket, and it is
known that the binding site is locally similar with proteins binding to the same compound. In this paper,
we propose a new method to predict the remarkable structures which has a common partial structure at this
binding site, by focusing on the distance between the surfaces of proteins. Experiments were conducted with
60 kinds of proteins to extract remarkable structures for each protein. As a result, remarkable structures

were extracted with high accuracy, and the effectiveness of the proposed method was confirmed.
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The ligand binding site extracted from coordnates of THETATM] atoms

site_id numbers of residues |detail

FMN_1bwk A 401 29|FLAVIN MONOCLEOTIDE binding site
chain residue ligand

A PRO34-ARG38 FMN: FLAVIN MONONUCLEOQTIDE

A GLU71-GLY72 FMN: FLAVIN MONONUCLEOQTIDE

A GLN114 FMN: FLAVIN MONONUCLEOTIDE

A TRP116 FMN: FLAVIN MONONUCLEOQTIDE
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