
Figure S3. Hierarchical clustering of 40 sites by binding site similarity scores calculated 
by PocketFEATURE 
The ligand type is given in the capital letters (NAD, ATP, HEM stands for heme and STR 
stands for steroids). The PDB codes of the target protein structures are given in lower 
case letters. The 40 binding sites are derived from [1]. NAD and heme binding sites 
cluster quite well; ATP and STR binding sites show a very low level of separation.  
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