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DrugTarget SiteSimilarity Tree Workflow

• 107 sample drug targets w/ligand-binding sites located in TIP
– Imming, et al. Nature Reviews Drug Discovery 5, 821–834 (2006)

• Binding site similarity scores computed (TIP/SiteSorter)

• Site-similarity scores normalized
– AB_Norm := AB/(AA+BB-AB) 

• AB –Site Similarity between sites A & B
• AA / BB –Self Site Similarity Scores

• MST analysis (PP/Kruskal) and visualization (Cytoscape)



Example 
DrugTargets 
in TIP



Example BioActive Molecules from DrugTargets





SITE SIMILARITY BETWEEN
HMG-COA REDUCTASE (1hwk ) XANTHINE DEHYDROGENASE (1vdvA )


