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Table S1 Hydrogen bonding interactions and the binding free energy of the most stable docking conformations for complexes 1−6 docked 
into DNA

Complexes Donor 
(D–H)

Acceptor 
(H···A)

H···A 
(Å)

∆G 
(kJ mol−1)

1 N6–H6 (barb) O (DG4) 2.28 −32.22
2 N–H (DA3) O1 (barb) 2.31 −29.71

N–H (DA2) O1 (barb) 2.48
3 N–H (DG2) O6 (barb) 2.54 −29.71

N–H (DG4) O3 (barb) 2.10
N4–H4 (barb) O (DG4) 2.37

4 N–H (DA11) O1 (barb) 2.08 −28.03
5 N–H (DA3) O6 (barb) 2.28 −30.96

N–H (DC13) O1 (barb) 2.31
N–H (DA3) O1 (barb) 2.54
N7–H7 (barb) N7 (DA3) 2.59
N7–H7 (barb) N7 (DA2) 2.79

6 N–H (DC5) O2 (barb) 2.18 −27.61
N4–H4 (barb) N (DA11) 2.89




