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Figure S1. Alignment of the 16 training set compounds (grey, lines) on the co-crystallized structure of
MVC (cyano, sticks).

Figure S2. Ligand-based pharmacophore model (PH2-PHS) for CCRS5 inhibitors overlaid on the crystal
coordinates of MVC. 3D spatial arrangement between the chemical features of the pharmacophore model
represented by blue (cationic center), orange (aromatic center), purple (Hydrogen bond donor), and green
(hydrophobic center) spheres.
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Figure S3. Graphical representation of MVC binding pocket of CCR5 (PDB code: 4MBS). Overlay of
the docked pose (green) and PDB coordinates (magenta) of MVC showing residues from TMS1 and
TMS2 (grey sticks). Only side chain atoms are shown for clarity.
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Figure S4. ROC curves obtained for the docked poses of validation database filtered by (A) none, (B)
PLIF-M1, (C) PLIF-M2, (D) PLIF-M3, (E) PLIF-M4, and plotted for various scoring functions.
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Figure S5. Chemical structure of the top 1% scoring compounds obtained by VS of Specs database. S represents the DSX scores.
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Table S1. Structural details of the 39 training set compounds for each chemical scaffold cluster

Clusters Scaffolds Representative

Number Structure
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Table S2. Pose-retrieval docking data of MVC

Sl No. of clusters Best-Ranked Poseo Largest cluster best-ranked pose
Score RMSD* (A) Score RMSD* (A)
ASP 34 78.63 0.68 77.81 0.82
GoldScore 22 101.49 0.55 101.49 0.55
ChemPLP 38 147.77 0.46 147.77 0.46
ChemScore 29 69.10 0.58 69.01 0.58

*RMSD = root mean square deviation between docked pose and the co-crystallized coordinates of MVC
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