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Figure S1. ACE2-PEP-S1, ACE2-PEP-S2, SPIKE-PEP-S1, and SPIKE-PEP-S2 molecular complexes obtained by 
docking analysis and used for MD simulations. 



 
 
Figure S2. MS/MS Spectrum of the triply charged ion [M+3H]3+ of SS-I. 

 
 
 


