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Figure Captions for the Electronic Supplementary Information Section.

Figure S1. Contour plots for the HOMO and LUMO orbitals of the GS of Fe-CgHs.
Figure S2. Contour plots for the HOMO and LUMO orbitals of Feg—(CgHs)2.

Figure S3a. Contour plots for the HOMO and LUMO orbitals of the M = 5 parallel
state of Fe,—CgHe.

Figure S3b. Contour plots for the HOMO and LUMO orbitals of the GS of Fe,—CgHe.
Figure S4. Contour plots for the HOMO and LUMO orbitals of the GS of Fe,—(CgHs)2
Figure S5. Estimated IR spectra for Fe-CsHg, [Fe-CsHs]™ and [Fe-CeHe] .

Figure S6. Calculated IR spectra for Fe-(CgHe),, [Fe-(CeHs)2]" and [Fe-(CsHe)] .

Figure S7. Estimated IR spectra for Fe,-CgHs, [Fe>-CeHs]™ and [Fe,-CeHe] .

Figure S8. Calculated IR spectra for Fe,-(CeHs)2, [Fe2-(CsHe)2]" and [Fe-(CsHe)2] -
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