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Table S1. Comparative ΔG° of dissociation of scFvs 10FG2 and ER-1. 

 
Toxin 

scFv 10FG2 
ΔG° of dissociation in Kcal·mol-1 

ScFv ER-1 
ΔG° of dissociation in Kcal·mol-1 

Cll1 13.1 12.1 

Cn2 12.5 12.3 

Cll2 11.4 11.2 

Ct1a 11.0 10.3 

 

Table S2. ΔG° of binding and hydrogen bonds average of 10FG2 and its revertant mutants with Cll1 and Ct1a toxins. 

 
scFv 10FG2 
ΔG°bind                         H.B. 
(Kcal·mol-1) 

scFv 10FG2  
S107A 
ΔG°bind                       H.B. 
(Kcal·mol-1) 

scFv 10FG2  
S164I 
ΔG°bind                  H.B. 
(Kcal·mol-1) 

scFv 10FG2  
G204A 
ΔG°bind                   H.B. 
(Kcal·mol-1) 

scFv10FG2 
 T235L/I236L 
ΔG°bind                  H.B. 
(Kcal·mol-1) 

Cll1 -8.3                 10.0 -8.4                  9.7 -5.9              9.0 -6.9               10.7 -8.1                9.7 

Ct1a -6.0                 11.0 -5.5                10.1 -3.7              7.2 -3.8               10.0 -7.9                8.9 

ΔG°bind represents the Gibbs free energy of binding calculated from MD simulations. H.B. represents the 
hydrogen bonds average along MD Simulations. 


