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Table S1 The optimized structures, VDESs, and ADEs of UAu, for all the tautomers of uracil”. The
VDEs and ADEs were not calculated when the isomers are higher than the lowest-energy structure by
more than 0.76 eV.
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*The energies are in eV.

Table S2 The optimized structures, VDEs, and ADEs of TAu, for all the tautomers of thymine*.
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*The energies are in eV.
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Table S3 The optimized structures, VDEs, and ADEs of CAu, for all the tautomers of cytosine*. The
VDEs and ADEs were not calculated when the isomers are higher than the lowest-energy structure by

more than 0.48 eV.
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Table S4 The optimized structures, VDEs, and ADEs of AAu, for all the tautomers of adenine”

AE Structures VDE ADE
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*The energies are in eV.

Table S5. The optimized structures, VDEs, and ADEs of GAu, for all the tautomers of guanine”
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*The energies are in eV.
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