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Fig. S1. Atom types and the atomic charges of the modified base incorporated to probe7 

 

Table S1. Bond, angle and dihedral parameters for the modified base. 

bonda Kr  
(kcal mol-1 Å-2) 

req 

(Å) 
 

N2-C 490.00 1.335  
    
angleb K θ  

(kcal mol-1 deg-2) 
θeq 

(deg) 
 

CA-N2-C 67.400 119.630  
N2-C -N 75.400 111.700  
N2-C -O 74.100 122.260  
H -N2-C 50.000 120.000  
    
dihedralc  Vn 

(kcal mol-1) 
γ 

(deg) 
n 

CA-N2-C-N 10.000 180.0 2.0 
CA-N2-C-O  10.000 180.0 2.0 
H -N2-C-N  2.000 0.0 1.0 
H -N2-C-O 2.000 0.0 1.0 

a) Ebond = Kr(r-req)2; b) Eangle = Kθ(θ-θeq)2; c) Edihedral = 0.5Vn[1+cos(nφ-γ)] 
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Fig. S2 RMS deviations (Å) during the MD simulation 


