Supplementary information

Online Resource 1. Canonical Kohn–Sham frontier orbitals (B3LYP/def2-TZVP, isovalue = 0.05 e/bohr³) of N,N′-bis(tert-butoxycarbonyl)-5,10-dihydrophenazine: (a) HOMO (orbital 102), (b) LUMO (orbital 103), (c) LUMO+1 (orbital 104), (d) LUMO+3 (orbital 106). The progressive loss of Boc-carbonyl oxygen character from (a) to (d), with density becoming fully localized on the aromatic ring system by LUMO+3, is discussed in Section 4.4.
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