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Figure S1.
Optimized gas phase structures of isomers of neutral adenine with their DFT/B3LYP/6-31+G(3df,2p) [kcal/mole] energies relative to the lowest-energy form A1. Detailed geometry information is given for the isomers mentioned in the main text.
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Figure S2.
Optimized gas phase structures of isomers of neutral guanine with their DFT/B3LYP/6-31+G(3df,2p) [kcal/mole] energies relative to the lowest-energy form G2. Detailed geometry information is given for the isomers mentioned in the main text.
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Figure S3.
Optimized gas phase structures of isomers of adenine anions with their DFT/B3LYP/6-31+G(3df,2p) [kcal/mole] energies relative to the lowest-energy form AA1. Detailed geometry information is given for the isomers mentioned in the main text.
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Figure S4.
Optimized gas phase structures of isomers of guanine anions with their DFT/B3LYP/6-31+G(3df,2p) [kcal/mole] energies relative to the lowest-energy form GA6. Detailed geometry information is given for the isomers mentioned in the main text.
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Figure S5.
Optimized gas phase structures of isomers of adenine cations with their DFT/B3LYP/6-31+G(3df,2p) [kcal/mole] energies relative to the lowest-energy forms AC6. Detailed geometry information is given for the isomers mentioned in the main text.
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Figure S6.
Optimized gas phase structures of isomers of guanine cations with their DFT/B3LYP/6-31+G(3df,2p) [kcal/mole] energies relative to the lowest-energy forms GC3. Detailed geometry information is given for the isomers mentioned in the main text.
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Figure S7.
Partial atomic charges and atomic softnesses of nitrogen atoms in adenine and its’ anion calculated with NPA, AIM, ChelpG, HSA and VDD.
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Figure S8.
Partial atomic charges and atomic softnesses of nitrogen and oxygen atoms in guanine and its’ anions calculated with NPA, AIM, ChelpG, HSA and VDD.

Figure S8. Continued.
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