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A method of extracting binding sites
from protein structures
using similar subgraph mining

HiroYUukT MonJit! and TAKENAO OHKAWAT!

Most functions of proteins are expressed by the interactions with other molec-
ular compounds(ligands) or the proteins. We propose a method to extract
binding sites from 3D proteins structure data.Two concepts, proteins having a
similar function tend to have a common binding site and an interaction occurs
on the protein surface, are considered, and the binding sites are extracted by
detecting the common and disctiminative features among the proteins of the
similar functions by means of graph mining approach.
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Extract as binding site
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vertex

*Maximum curvature
*Minimum curvature

* Flectrostaticpotential
* hydrophobicity
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