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Table S1: Ranking of docking models using MM-GBSA scoring.  

Ranking WT T20  Binding free energy of complex (kcal/mol) 
2 T20WT_model2  -42.13 
4 T20WT_model4 -30.19 
9 T20WT_model9 -28.83 
3 T20WT_model3 -28.39 
5 T20WT_model5  -27.13 
8 T20WT_model8 -27.07 
10 T20WT_model10 -26.94 
7 T20WT_model7  -20.36 
1 T20WT_model1  -14.43 
6 T20WT_model6 -12.01 

 
Ranking E143A mutant Binding free energy of complex (kcal/mol) 
1 T20_mu_model1 -61.78 
9 T20_mu_model9:  -55.38 
6 T20_mu_model6  -43.45 
5 T20_mu_model5  -42.82 
2 T20_mu_model2:  -34.49 
8 T20_mu_model8  -34.08 
10 T20_mu_model10  -17.29 
4 T20_mu_model4  -12.62 
3 T20_mu_model3  -11.88 
7 T20_mu_model7  -11.04 

 


