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Table S1 Selected Co- N bond length for 1 and 5 (Å)

1∙2MeCN 5∙H2O∙1.5Acetone

Co(1)-N(1) 2.175(4) 1.942(7)
Co(1)-N(2) 1.940(3) 1.839(7)
Co(1)-N(3) 2.167(4) 1.922(7)
Co(1)-N(4) 1.981(4) 1.937(5)
Co(1)-N(5) 1.870(3) 1.848(7)
Co(1)-N(6) 1.996(4) 1.959(5)
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Fig. S1 Mössbaure spectra of Fctpy (black), 1 (red) and 5 (blue) measured at room temperature.
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Fig. S2 Cyclic voltammogram of 1 (red) and ferrocene (black) in the solid state.



Fig. S3 Molecular orbitals of 5 in CH3CN solution (Continued: 1/5).



Fig. S3 (Continued: 2/5).



Fig. S3 (Continued: 3/5).



Fig. S3 (Continued: 4/5).



Fig. S3 (Continued: 5/5).



Fig. S4 Alpha molecular orbitals of 1 in the CH3CN solution (Continued: 1/6).



Fig. S4 (Continued: 2/6).



Fig. S4 (Continued: 3/6).



Fig. S4 (Continued: 4/6).



Fig. S4 (Continued: 5/6).



Fig. S4 (Continued: 6/6).



Fig. S5 Beta molecular orbitals of 1 in the CH3CN solution (Continued: 1/6).



Fig. S5 (Continued: 2/6).



Fig. S5 (Continued: 3/6).



Fig. S5 (Continued: 4/6).



Fig. S5 (Continued: 5/6).



 Fig. S5 (Continued: 6/6).



Table S2 Spin-singlet excited states of CoII(Fctpy)2 in CH3CN calculated by using the TDDFT method. 

The solvent effect was taken into account by the PCM method. ΔE, λ, and f are excitation energy, 

excitation wavelength, and oscillator strength, respectively.













































Table S3 Spin-singlet excited states of CoIII(Fctpy)2 in CH3CN calculated by using the TDDFT method. 

The solvent effect was taken into account by the PCM method. ΔE,λ, and f are excitation energy, 

excitation wavelength, and oscillator strength, respectively.
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Fig. S6 Theoretical UV/Vis spectra for 1 (red) and 5 (blue) in CH3CN calculated using the TDDFT 

method.


