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Fig. S1 Infrared spectra of diiron hexacarbonyl complexes in DCM.
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Fig. S2 UV/Vis spectra of diiron hexacarbonyl complexes (¢ = 1 X 10~ mol L) in

acetonitrile.
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Fig. S3 Cyclic voltammograms of complexes Sa, Sb, 6a, 6b, 7 and 8 (C = 2.86 mmol
L) on vitreous carbon electrode in 0.1 mol L~! [NBuy]BF, / CH3CN (dot line) or 0.5
mol L~! [NBuy]BF, / DCM (solid line) solution at a scan rate of 0.1 Vs~ (298 K, vs

Fc™ / Fc). Blue or red colour is used to distinguish the CVs obtained within various

ranges of scanning potentials.
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Fig. S4 Cyclic voltammgrams of the disulfides 2a (top) and 2b (bottom) in DCM at a

scan rate of 0.1 Vs~! (298 K, vs Fc* / Fc).
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Fig. S5 Cyclic voltammogras of the complexes at various scanning rates (Vs~!) in

DCM (298 K, vs Fc* / Fc).
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Fig. S6 Current functions of diiron hexacarbonyl complexes in MeCN.
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Fig. S7 Catalytic reduction of proton in MeCN-acetic acid at a scan rate of 0.1 Vs~!

(298 K, vs Fc* / Fe).
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Fig. S8 Cyclic voltammogram of acetic acid (30 mmol L', 10 eq. of the diiorn

mimics (please refer to Fig. 5)) in MeCN at a scan rate of 0.1 Vs™! (298 K, vs Fc¢* /

Fc).



