Figure s1. Protein ligand interaction fingerprint of the five co-crystalized ligands. (a) 3kee; (b) 4i33; (c) 4ktc; (d) 4u01; (e) 5epn.


Figure s2. Generated PLIF showing the population of each residue interaction with the five ligands 

Figure s3. 3D pharmacophore hypothesis with the five co-crystalized ligands. Aligned five ligands achieves 100% matching with the pharmacophore. 


Figure s4. Superposition between the 3D model (NS3 in blue and NS4A in yellow) and the template (NS3 in red and NS4A in green) with RMSD 0.23 Å. 
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Figure s5. Receiver operating characteristic curve indicating valid pharmacophore.
