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In-silico prediction of active comformations by machine learning
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The amount of protein 3D structure information is ever increasing as the number of
registered proteins in Protein Data Bank (PDB) exceeded 70,000. To extract functional
information, we developed a fast all pairs similarity search algorithm called sketchsort and
applied it to 1.2 million ligand binding sites. The found pairs are summarized in a database

called Possum and provided for public use.
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