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Figure S1. MM-PBSA and Interaction entropy residue specific contribution. ∆∆Gtotal contribution by residue. (A) ΔΔH for 

the wild type complex and gamma variant complex obtained with MM-PBSA technique. (B) -TΔΔS for the wild type 

complex and gamma variant complex obtained by computing the interaction entropy. 

Table S1. Cristalographic complexes of the six SARS-CoV-2 variants of concern. 

PDB ID Variant Resolution [Å] R-Free 

7ekf [1] B.1.1.7 (alpha) 2.85 0.224 

7ekg [1] B.1.351 (beta) 2.63 0.248 

7ekc [1] P.1 (gamma) 2.80 0.225 

6m0j [2] Wuhan-Hu-1 (wild type) 2.45 0.227 

7wbq [3] B.1.617.2 (delta) 3.34 0.226 

7wbp [3] B.1.1.529 (omicron) 3.00 0.204 
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