A

Docking of cocrystal into the proteins Docking of cocrystal into the proteins
active site employing CDOCKER active site employing GOLD

\

Supplementary Figure 1. Evaluation of the docking parameters
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Supplementary Figure 2. 2D structures of six compounds



Reference Hit1

Supplementary Figure 3. Intermolecular interactions



Ligand-based pharmacophore mapping to the compounds

Supplementary Figure 4. Pharmacophore models and hits alignment



