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Figure S1: Root Mean Square Deviation (RMSD) of BoNT/F1 (blue curve)  and BoNT/A1 (black 
curve) over time. 



2 
 

 
Figure S2: RMSF of hSV2Ag in complex with BoNT/A1. The RMSF corresponding to the 
transmembrane domains (TMD) are highlighted with blue brackets and the RMSF corresponding to the 
luminal domain (LD) is highlighted with a purple bracket (A). RMSD of the whole structure of hSV2Ag 
over time (B). RMSD of the TMD of hSV2Ag over time (C). Cartoon representation of the structure of 
hSV2Ag (162-742) with its TMD colored in blue, LD colored in purple and the regions that present an 
RMSF above of 3 Å colored in black (D).  
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Figure S3: RMSF of hSV2Ag in complex with BoNT/F1. The RMSF corresponding to the 
transmembrane domains (TMD) are highlighted with blue brackets and the RMSF corresponding to the 
luminal domain (LD) is highlighted with a purple bracket (A). RMSD of the whole structure of hSV2Ag 
over time (B). RMSD of the TMD of hSV2Ag over time (C). Cartoon representation of the structure of 
hSV2Ag (162-742) with its TMD colored in blue, LD colored in purple and the regions that present an 
RMSF above of 3 Å colored in black (D).  

 

 
 

 
 
Figure S4: Shield effect of Y1132 that disrupts the intermolecular hydrogen bonds formed 
between BoNT/F1 and the backbone of hSV2Ag. Molecular details of the evolution of BoNT/F1-SV2A 
complex at 23 ns (A) 35 ns (B) and 100 ns (C). BoNT/F1 residues are depicted as sticks colored by 
atom name and the SV2A backbone is depicted as spheres colored by atom name. The intermolecular 
hydrogen bonds are indicated with black asterisks and the intramolecular hydrogen bonds with red 
asterisks.  

 


