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1. Site Map Analysis

Figure S1. Residues of identified top five sites from site map analysis.

2. Pharmacophore Hypothesis Model

Figure S2. Pharmacophore hypothesis model with Identified seven features of
pharmacophore hypothesis (RRRRRRH). The key features aromatic rings (R21, R22, R23,
R25, R26, and R27) and hydrophobic features (H15) have been presented in brown colored
rings and light green colored spheres, respectively.
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3. Molecular Docking

Table S1. Docking scores of top 29 compounds having docking score of < -6.9 using
HTVS module against spike glycoprotein (PDB ID: 6V XX)
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Table S2. Docking scores of top 35 compounds having docking score of <-6.9 using SP

module against spike glycoprotein (PDB ID: 6V XX)
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