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Supplementary Figure S1. Superimposition of crystallographic structure of HPOB and 

docked pose of compound 6b in HDAC6 (PDB code: 5EF7). The carbon atoms of HPOB and 

compound 6b are depicted in orange and lime, respectively. The oxygen, nitrogen, sulfur, and 

hydrogen atoms of HPOB and compound 6b are shown in red, blue, yellow, and white, 

respectively. The side chains of the binding pocket are colored by atom type (carbon, light blue; 

oxygen, red; nitrogen, red) and labeled with their residue name. Water molecule is shown as a 

red sphere. The hydrogen bonds are shown in dashed lines. Molecular docking simulations 

were performed by AutoDock 4.2 and docking poses were visualized using PyMOL1.3.  


