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Figure 10. Docking poses of selected ligands in the MAO-B cavity (left part) and schematic 
representation of the neighboring amino acid residues and interactions (right part); the components 
and interactions are described by the following color patterns: proximity contour—black dotted line; 
polar amino acids—pink; lipophilic amino acids—green; basic amino acids—blue; acidic amino 
acids—red; hydrogen bond interactions—blue arrows; lipophilic interactions—green dotted lines; 
docked structures—represented by balls and sticks; and FAD—represented by sticks. 

Compounds 5f and 5e were the first and third in the docking score as both parts of 
series II. Their position in the active site of the MAO-B was exactly between the 2 Tyr 
residues, Tyr398 and Tyr435, that form the aromatic cage. It was crucial for positioning 
the natural substrates at the right position for the FAD co-factor [64–67], thus the position 
of our inhibitors mimicked the optimal position of the attacked bond at the active site of 
the enzyme. 


