Supplementary Materials

Figure S1. Three-dimensional graphical interpretation of the docking validation procedure. Protein
shown in blue in cartoon representation. Crystallized ligand shown in magenta in stick representation.
Re-docked pose of the ligand shown in yellow in stick representation.

In order to examine the correctness of the utilized docking procedure,
we decided to perform it’s validation. The QKS5 ligand ((3-{(3R)-1-[4-(1-
benzothiophen-2-yl)pyrimidin-2-yl]piperidin-3-yl}-2-methyl-1H-pyr-
rolo[2,3-b]pyridin-1-yl)acetonitrile was removed from the original fatty
acid amide hydrolase’s Protein Data Bank entry (PDB ID: 3QKS5). The
compound was re-docked onto the previously created grid file based on
the fatty-acid- amide hydrolases structure. This validation procedure was
carried out with the use of the standard precision method available in the
Glide module from Schrodinger’s suite. The best docking pose was super-
imposed on the original RCSB PDB entry with Yasara and the RMSD score
was calculated (0.181 A).
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