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Table S1. The pLDDT values of the full-length S protein, S1 RBD and S1 NTD of the double mutant 

variant. 

 S Protein S1 RBD S1 NTD 

RANK 0 78.46 85.13 88.10 

RANK 1 78.98 86.69 88.66 

RANK 2 65.87 76.50 84.78 

RANK 3 60.84 73.33 85.42 

RANK 4 65.91 73.47 86.09 

Mean 70.01 79.02 86.61 

Table S2. The TM, MaxSub, and (GDT)-TS scores of the predicted structures of S proteins of the WT 

and experimental 7DF4. 

 RANK 0 RANK 1 

TM score 0.814 0.8252 

MaxSub score 0.6202 0.6836 

(GDT)-TS score 0.6041 0.6598 

RMSD 2.477 1.95 



 

Figure S1. (a) Interface residues between the docked S1 RBD of WT and hACE2. (b) Interface resi-

dues between the docked S1 RBD of the double mutant variant and hACE2. S1 RBDs are shown in 

cyan, while hACE2 is shown in purple. Interface residues of S1 RBDs and hACE2 are highlighted in 

the boxes at right. 


