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We report here shape and pharmacophore hypotheses derived from protein binding sites. The hypotheses 
generated augment the electron density information in the search for bound ligand as part of the crystal 
refinement process. The hypotheses can further be applied for lead-hopping to discover novel molecules. 
Our use of shape, pharmacophore, and excluded volumes features protocol provides one step approach to 
reduce false positives in ligand search and helps identify novel leads from virtual screening of databases. 


