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A. Additional spectroscopic data
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Figure S1. *H NMR spectrum of {Re[TPC]}2 in THF at 298 K.
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Figure S2. *H NMR spectrum of {Re[TpOMePC]}2 in THF at 298 K.
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Figure S3. Postive-mode ESI-MS of {Re[TPC]}2. Inset: isotope pattern for molecular ion —
experimental (top) and simulation (bottom).
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Figure S4. Postive-mode ESI-MS of {Re[TpMePC]}-. Inset: isotope pattern for molecular
ion — experimental (top) and simulation (bottom).
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Figure S5. Postive-mode ESI-MS of {Re[TpOMePC]}-2. Inset: isotope pattern for molecular

ion — experimental (top) and simulation (bottom).
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B. Optimized OLYP/ZORA-STO-TZ2P Cartesian coordinates (A)

{Re[Cor]}2; S = 0; Con symmetry constraint
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{Re[Cor]}. cation; S = %
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anion; S = %; C, symmetry constraint
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