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Figure S1: Energy profile of the reaction betwegd and NO, and relevant distances (A).

©

E +0.494
S| eee
X 9150 -0.344
uf

»
»

Reaction progress

Figure S2: Energy profile of the reaction betwegid and NO, and relevant charges (italic)
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Figure S 3: Energy profile of the reaction betwe2id and two NO, and relevant distances (A).
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Figure S4: Energy profile of the reaction betwe2i©OH and two NO, and relevant charges (italic).
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Figure S5: Changes in energy (eV) and shape of HOMOs and LUBD&O and2-H to 2-(H)-(OH) viaTS2
(AE between HOMOs and LUMOs in italic).
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Figure S6: Changes in energy (eV) and shape of HOMOs and LUBID&0 and2-(H)-(OH) to 2-(OH), via
TS3 (AE between HOMOs and LUMOs in italic).
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Figure S7: Energy profile of the reaction betweg and first CQ, and relevant distances (A).
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Figure S 8: Energy profile of the reaction betwegd and first CQ, and relevant charges (italic).
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Figure S9: Changes in energy (eV) and shape of HOMOs and LUBFIQRO, and1-H to 1-n*-O,CH and 1-
n%0,CH via TS4 andTS5 (AE between HOMOs and LUMOs in italic).
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Figure S10: Energy profile of the reaction betwe2iH and first CQ, and relevant distances (A).
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Figure S11: Energy profile of the reaction betwe2iH and first CQ, and relevant charges (italic).
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Figure S12: Changes in energy (eV) and shape of HOMOs and LUM&O and2-H to 2-(H)(n'-0,CH)
and2—(H)(r]2-OZCH) via TS6andTS7 (AE between HOMOs and LUMOs in italic).



E, (kJ/mol)

2-(H)(n2-0,CH).CO,

2-(n?-0,CH)(n'-0,CH)

2-(n?-0,CH),

-174.9

v

Reaction progress

Figure S13: Energy profile of the reaction betwe2{H)(n*0,CH) and second CQand relevant distances
(A). ©
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Figure S 14 : Energy profile for hydrogen transfer 2a(H)(n*O,CH).



