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Figure S1. The illustration of hole-electron, Chole-Celectron, and Sr function of S1 to S5 of adenine. The
isovalues of hole and electron are 0.003 au for hole-electron, while they are set to 0.002 au for Chole-
Celectron and Sr function. Green and blue are denoted as electron and hole distributions, respectively.
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Figure S2. The illustration of hole-electron, Chole-Celectron, and Sr function of S6 to S10 of adenine. The
isovalues of hole and electron are 0.003 au for hole-electron, while they are set to 0.002 au for Chole-
Celectron and Sr function. Green and blue are denoted as electron and hole distributions, respectively.
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Figure S3. The illustration of hole-electron, Chole-Celectron, and Sr function of S1 to S5 of cytosine. The
isovalues of hole and electron are 0.003 au for hole-electron, while they are set to 0.002 au for Chole-
Celectron and Sr function. Green and blue are denoted as electron and hole distributions, respectively.
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Figure S4. The illustration of hole-electron, Chole-Celectron, and Sr function of S6 to S10 of cytosine. The
isovalues of hole and electron are 0.003 au for hole-electron, while they are set to 0.002 au for Chole-
Celectron and Sr function. Green and blue are denoted as electron and hole distributions, respectively.
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Figure S5. The illustration of hole-electron, Chole-Celectron, and Sr function of S1 to S5 of guanine. The
isovalues of hole and electron are 0.003 au for hole-electron, while they are set to 0.002 au for Chole-
Celectron and Sr function. Green and blue are denoted as electron and hole distributions, respectively.
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Figure S6. The illustration of hole-electron, Chole-Celectron, and Sr function of S6 to S10 of guanine. The
isovalues of hole and electron are 0.003 au for hole-electron, while they are set to 0.002 au for Chole-
Celectron and Sr function. Green and blue are denoted as electron and hole distributions, respectively.
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Figure S7. The illustration of hole-electron, Chole-Celectron, and Sr function of S1 to S5 of uracil. The
isovalues of hole and electron are 0.003 au for hole-electron, while they are set to 0.002 au for Chole-

Celectron and Sr function. Green and blue are denoted as electron and hole distributions, respectively.
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Figure S8. The illustration of hole-electron, Chole-Celectron, and Sr function of S6 to S10 of uracil. The
isovalues of hole and electron are 0.003 au for hole-electron, while they are set to 0.002 au for Chole-
Celectron and Sr function. Green and blue are denoted as electron and hole distributions, respectively.
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Figure S9. Box plot of reactivities across all dinucleotide types.!
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