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Figure S1. Molecular interaction diagram of NS2B-NS3 protease, 3D view. Interacting amino acid
residues at the active site of NS2B-NS3 protease, with A) Mitoxantrone, B) Miglustat, C) Nadolol, D)
Carteolol, and E) Pindolol. The diagram shows molecular interactions between the drug molecules and
amino acid residues of the protease complex. Drug molecules (grey in colour) form H-bonds (yellow
dashed lines), Pi-Pi interactions (cyan dashed lines), Pi-cation interactions (green dashed lines), and salt
bridges (pink dashed lines) with NS2B-NS3 protease. [Asterisks (*) represent residues belonging to
NS2B co-factor]
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Figure S2. Molecular interaction diagram of NS2B-NS3 protease, 2D view. Interactions between
amino acids at the active site of NS2B-NS3 protease and A) Mitoxantrone, B) Miglustat, C) Nadolol, D)
Carteolol, and E) Pindolol. The drug molecules form H-bonds (pink arrows), Pi-Pi interactions (green
lines), Pi-cation interactions (red lines), salt bridges (blue-red lines) and hydrophobic interactions with
the NS2B-NS3 protease. [To differentiate the residue numbers between NS2B and NS3 protease,
residues 49-87 of NS2B are denoted 49-87 while residues 15-167 of NS3 protease are denoted 1015 —
1167]
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