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Excited state minimum geometries of complexes computed at RICC2/aug-
cc-pVDZ level of theory

A1) Optimized geometry of Pl conformer of PhOH-Py complex in it’s ground state.
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9.62400833362227 2.98465159162553 0.00000000000000 h
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5.97765476106584 -4.38024063912939 0.00000000000000 h

A2) Optimized geometry of Pe conformer of PhOH-Py complex in it’s ground state.
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B1) Optimized geometry of Pl conformer of PhOH-Py complex in it’s A'('nn*(LE)) singlet

excited state.

B2) Optimized geometry of PhOe...HPy* bi-radical (Pl conformer) in it’s A'('an*(CT))
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singlet excited state computed at RICC2/aug-cc-pVDZ level of theory.
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B3) Optimized geometry of PhOs...HPy* bi-radical (P1 conformer) in it’s A"('nc*) singlet
excited state computed at RICC2/aug-cc-pVDZ level of theory.

C1) Optimized geometry of PhOe...HPys bi-radical (Pe conformer) in it’s A" singlet excited
state computed at RICC2/aug-cc-pVDZ level of theory.
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C2) Optimized geometry of PhOe...HPys bi-radical (Pe conformer) in it’s A' singlet excited
state computed at RICC2/aug-cc-pVDZ level of theory.
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D1) Optimized geometry structure of Pl conformer of PhOH-Py complex in it’s A'(Crn*)
triplet excited state computed at RICC2/aug-cc-pVDZ level of theory.
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D2) Optimized geometry of Pe conformer of PhOH-Py complex in it’s A'(Crn*) triplet excited
state computed at RICC2/aug-cc-pVDZ level of theory.
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