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Table 1 The single point electronic and ZPE energies of the optimized guanine systems, shown in Scheme 3, in hartrees (a.u.).

Systema
Energy/a.ub
ZPE/a.u.c

Guanine (G)
-542.7287
0.1147

Gua(+ (Vertical)
-542.4416
0.1142

Gua(+ (Adiabatic)
-542.4548
0.1145

G (N1)-
-542.1633
0.1013

G (N2)-
-542.1658
0.1013

Gua(N1)(-H)(
-542.0691
0.1006

Gua(N2)(-H)(
-541.9420
0.1012

8-HO-Gua(
-618.5405
0.1280

8-HO-Gua(-H)( -
-617.9881
0.1157

8-HO-Gua
-617.9849
0.1191

8-HO-Gua (-H)-
-617.4180
0.1058

8-OGua
-618.0078
0.1191

8-OGua(-H)-
-617.4550
0.1062

8-OGua(+(Vertical) 
-617.7349
0.1191

8-OGua(+(Adiabatic)
-617.7448
0.1195

8-Gua(-H)(
-617.3639
0.1062

a For the abbreviations, see Scheme 3.

b The total single point electronic energies.

c Corrected ZPE according to Wong.46
Table 2 The single point electronic and ZPE energies of the optimized adenine systems, shown in Scheme 4, in hartrees (a.u.). 

Systema
Energy/a.ub
ZPE/a.u.c

Adenine (A)
-467.4659
0.1100

Ade(+ (Vertical)
-467.1673
0.1100

Ade(+ (Adiabatic)
-467.1755
0.1101

A-
-466.8760
0.0965

Ade(-H)(
-466.7943
0.0965

8-HO-Ade(
-543.2769
0.1235

8-HO-Ade(-H)(-
-542.7028
0.1105

8-HO-Ade
-542.7128
0.1135

8-HO-Ade (-H) -
-542.1310
0.1010

8-OAde
-542.7390
0.1146

8-OAde(-H) -
-542.1691
0.1014

8-OAde(+(Vertical)
-542.4405
0.1146

8-OAde(+(Adiabatic)
-542.4524
0.1131

8-OAde(-H) (
-542.0845
0.1144

    a For the abbreviations, see Scheme 4.

bThe total single point electronic energies.
c Corrected ZPE according to Wong.46
Table 3 The single point electronic and ZPE energies of the optimized water systems in hartrees (a.u.). The numbers in brackets were obtained using the B3LYP/6-311++G(3df,3pd) basis set.
System
Energy/a.ua
ZPE/a.u.b

H2O
-76.4497
0.0209

OH-
-75.7648
0.0078

OH•
-75.7564
0.0083

a The total single point electronic energies.
b Corrected ZPE according to Wong.46
