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Fig. 1 Positions of water molecules contributing to hydrogen bonding with base pair
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Table 1 Stabilization energies of each structure for base pair with a water molecule

G-C base pair with 1H,0O

A-T base pair with 1H,0O

Site Hydrogen bonds A E (eV) Site Hydrogen binds A E (eV)
G-N7 (1) OH...N OH...0-C -0.54 A N7 (2 OH...N HO...H-N -0.59
G _1H2 OH...N HO...H-N -0.52 A_1H6 OH...N HO...H-N -0.59
G N3(1) OH...N HO...H-N -0.52 A_2H9 OH...N HO...H-C -0.45
G _3H9 OH...N HO...H-N -0.52 A_3H9 OH...N HO...H-C -0.45
G _N3(2 OH...N HO...H-N -0.51 A N3 (2 OH...N HO...H-C -0.45
G 06(1) OH...0O=C HO...H-N -0.45 A N3 (1) OH...N HO...H-C -0.45
G 06(2) OH...0O=C HO...H-N -0.45 T 2H1 OH...0O=C HO...H-C -0.38
C H5 HO...H-N -0.38 T 1H1 OH...0O=C HO...H-C -0.37
C 1H1 OH...0O=C HO...H-C -0.38 T 2H5 OH...0O=C HO...H-C -0.35
G N7(2 OH...N -0.38 T 3H5 OH...0O=C HO...H-C -0.35
C 1H4 HO...H-N -0.36 A N7 (1) OH...N -0.35
C 02(2) OH...0=C -0.32 T 04(2) OH...0=C -0.33
C 02(1) OH...0=C -0.32 T 04(1) OH...0=C -0.33
C 3H1 HO...H-C -0.26 T 02(1) OH...0=C -0.31
C Hé6 HO...H-C -0.21 A_H2 OH...0=C -0.31
G _H8 HO...H-C -0.21 T 02(2) OH...0=C -0.31
C 2H1 HO...H-C -0.18 T 1H5 HO...H-C -0.24
G_1H9 HO...H-C -0.16 T 3H1 HO...H-C -0.22
G _2H9 HO...H-C -0.16 T H6 HO...H-C -0.20

A_H8 HO...H-C -0.19
A_1H9 HO...H-C -0.18
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Fig. 2 Most stable structures of base pair with a water molecule: (a)A-T, (b)and(c) G-C.



