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Docking molecular validation
For the validation of molecular docking methodologies, a decoy set of ligands was used along with the co-crystallized ligands. For decoy dataset generation, the co-crystal ligand (PDB ID: 4PY0, 4XNW, 1DWC, 2GDE, 2J4I, 1A5H) was used. The physicochemical properties of co-crystallized ligands, such as molecular weight, number of hydrogen bond acceptors and donors and LogP were used for decoy selection from ChEMBL database. Finally, all ligands were re-docked by previously described method under same parameters. ROC AUC (receiver opereting curve) was generated for all the afore mentioned ligands and included in supplementary material as Figure S1. The use of molecular docking methodologies, as shown in Figure S1, classified the data with a good performance of ~ 0.9, which represents a better classifier when selecting a true positive ligand upon all data set.
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Figure S1. The ROC curve constructed based on the data set of 6 co-crystallized compounds.  Data sets are presented as orange solid curve.
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