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Cartesian coordinates of the 'CT complex calculated at ®B97XD/6-31+G(d,p)
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Figure S1 a) Potential energies (with respect to 9OMG*" + *°NO, no ZPE) and b) T1 diagnostic for closed-
shell singlet, open-shell singlet, and triplet reaction structures along rf[9MG—-N] (the distance between the
center-of-mass of 9MG and the N-terminal of *NO). Energies were calculated at ©®B97XD/6-31+G(d,p)
with approximate spin projection for the open-shell singlet. T1 diagnostics were done at DLPNO-

CCSD(T)/aug-cc-pVTZ using the ®B97XD/6-31+G(d,p) optimized structures.



