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Figure S1: mass spectra of Fe(PhCN)4 complex. The molecule traps a water molecule,
which gives the mass corresponding to molecular ion peak at m/z value=1358.37. The
isotope distribution of the simulated spectra (shown in inset) matches exactly matches
the isotope distribution of the molecular ion peak observed experimentally.
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Figure S2: mass spectra of Fe(PhOMe)s complex. The molecule traps a water molecule
which gives the mass corresponding to molecular ion peak at m/z value= 1378.25. The
isotope distribution of the simulated spectra (shown in inset) matches exactly matches
the isotope distribution of the molecular ion peak observed experimentally.
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Figure S3: Stretching frequency of Fe-O in hydroxide complex of Fe(PhOMe)s. Blue

spectra represents stretching frequency of Fe-O°, red spectra represents stretching
frequency of Fe-O*8, black dotted spectra represents the difference between stretching
frequency of 1°0, and 80 in all the three spectra.
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Figure S4: Plot of Fe""" reduction potential of (A) FeFca, (B) Fe'Bua, (C) Fe(PhOMe)s
physiadsorbed on edge plane graphite (EPG) Vs pH of the buffer solution using
Ag/AgCI as reference electrode and Pt as counter electrode.



Figure S5: Representation of displacement vectors in Fe-OH stretching frequency of

hydroxide complex of FePhOMe.
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(B) FePhCN-OH complex
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(C) Fe'Bu-OH complex
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