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Supplementary Figure 1. Binding Site Size. Distribution of binding site sizes in PLIC database.
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[bookmark: _GoBack]Supplementary Figure 2. PLIC Binding Site Similarity Network. Each node in the network represents a binding site and an edge depicts the similarity (PMAX > 0.8) between two binding sites. The coloring of the nodes is based upon the clusters obtained through implementation of Markov clustering algorithm (MCL). This indirectly reflects the success of network-based MCL clustering algorithm as each disconnected component has been assigned a separate cluster which can be visualized as by the node colors. 
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Supplementary Figure 3. Cluster size. Logplot depicting the sizes of various cluster ranging from maximum size of 537 to minimum of 2. 
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Supplementary Figure 4. Chemical similarity of ligands within cluster. Average Tanimoto chemical similarity scores of ligands within clusters obtained at different PMAX cutoffs. 
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Supplementary Table 1. Cluster Statistics. Statistics of clusters obtained at different PMAX cutoffs.
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Total No. of | No. of Clusters with | Average tanimoto chemical
PMAX Cutoff . . N
Clusters single Ligand similarity score per cluster
0.6 5613 3346(59.61%) 0.524
0.7 8674 5694(65.64%) 0.595
0.8 10858 7902(72.77%) 0.632
0.9 11886 9407(79.14%) 0.6478
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