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A model for finding proteins pockets

S. M. Saberi Fathi
Department of Physics, Ferdowsi University of Mashhad
saberifathi@um.ac.ir

Abstract
This paper provides a simple method for a protein-clustering strategy. The basic idea implemented here is to use
computational geometry methods to predict and characterize ligand-binding pockets of a given protein structure.
In addition to geometrical characteristics of the protein structure, we consider some simple biochemical
properties that help recognize the best candidates for pockets in a protein’s active site.
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" Pocket number indicates the number in the protein’s atomic positions convex hull surface rows, and they correspond to three vertices of triangles.

" NoA means the number of atoms
" vdW means van der Waals

2 HA means hydrogen bond acceptor
® HD means hydrogen bond donor

¢ These are the cf-values (ratio of the number of correct residues to the total number of residues in the active site). For \A#W in PDB two active sites (AS) are

reported as HAP and AC\.
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