
 

 

Table S2. Molecular docking studies drugs on the E-homopentamer (N-
terminal): The best affinities calculated from molecular docking analysis (on the E-
homopentamer (N terminal)) are reported in this table 
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Molecular docking studies drugs on the E-homopentamer (N-terminal). 

Drug Affinity 
(kcal/mol) 

Amino acids 

Alectinib -9.6 Asn15E, Val14E, Asn15D, Thr11D, Asn15, Glu7B, Thr11A, Thr11B, Glu7B, 
Gly10B, Leu12A, Ser6B, Val5B, Glu7A, Glu8A, Ser3B 

Saquinavir -9.3 Ser3D, Tyr2D, Val5D, Glu7C, Met1D, Gly10C, Ser6C, Ser6B, Glu8B, 
Gly10B, Val5B, Glu8A, Glu7B, Thr11A, Thr11B, Asn15A, Thr11E, Gly10E, 
Val14E, Thr11D, Glu8D, Glu7D 

Amaryl -9.2 Glu7A, Glu8A, Val5B, Leu12A, Gly10B, Thr11A, Ser6B, Glu7B, Thr11C, 
Val14C, Tyr2C, Val5C, Ile13C, Gly10C, Glu8B, Met1C, Ser6C 

Ponatinib -9.2 Glu7D, Ser6D, Val5D, Gly10C, Val14D, Asn15D, Thr11D, Thr11C, Asn15A, 
Thr11A, Ser6B, Gly10B, Leu12A, Val5B, Glu8A, Glu7A, Ser3B, Glu7B, 
Thr11B 

Lifitegrast -9.2 Met1C, Ser3B, Ser6B, Glu8A, Glu7B, Gly10B, Thr11A, Met1A, Thr11E, 
Glu7D, Val5E, Glu8D, Gly10E, Val14E, Met1E, Thr11D, Asn15A, Thr11B, 
Glu7A 

Accolate -9.1 Thr11E, Glu7D, Met1A, Thr11A, Glu7B, Thr11D, Asn15D, Met1D, Glu7C, 
Val5D, Glu8C, Gly10C, Thr11C, Ser6D, Val14D, Asn15A, Gly10E, Glu10E, 
Glu8D 

Lumacaftor -9.1 Leu12B, Glu7B, Glu8B, Met1D, Glu7D, Val5D, Ser6D, Gly10D, Thr11D, 
Val14D, Gly10D, Thr11C, Val14C, Ser6C, Ile13C, Val5C, Tyr2C 

Vinblastine sulfate -9.1 Glu7E, Met1E, Glu8D, Glu7D, Gly10C, Thr11C, Ser6D, Val5D, Val14D, 
Gly10D, Thr11D, Thr11B, Glu7B, Met1D, Met1C, Ser6C, Glu8B, Thr11E, 
Thr11A, Glu7A, Met1A, Glu8E 


