Table S1. Redocking of strucutres of Furin with their ligands co-cristalizated.

Free Energy of Free Energy of
Structure Furin Resolution ) Bindin Bindin,
(PDB ID) A) Ligands (Kcal/mfl) RMSD (Kcal/mfl) RMSD
VINA Autodock 4.2
3-(3,5-
7QXZ 1.8 Dichlorophenyl) -10.4 1.444 -14.16 1.05
pyridine-derived
2,5-
5MIM 1.9 dideoxystreptami -7.8 2.104 -7.31 2.61
ne derived
7LCU 1.34 BOS-318 -10.3 0.00 -13.98 1.13
Guanylhydrazon
710Y 1.7 e-based inhibitor -6.1 3.37 -6.6 2.31
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