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NMR Characterization.
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Figure S1. '"H NMR spectrum of the pro-ligand L (CD,Cl,, 400 MHz).
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Figure S2. 13C NMR spectrum of the pro-ligand Ly (CD,Cl,, 250 MHz).
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Figure S3. 'H NMR spectrum of the pro-ligand L ¢,.,(CD,Cl,, 400 MHz).
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Figure S4. 3C NMR spectrum of the pro-ligand L¢,,, (CD,Cl,, 400 MHz).
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ESI-MS Characterization.
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Figure S5. Mass spectrum of the pro-ligand Ly (acetonitrile as solvent).
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Figure S6. Mass spectrum of the complex Cy (acetonitrile as solvent).
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Figure S7. Mass spectrum of the pro-ligand L,,, (acetonitrile as solvent).
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Figure S8. Mass spectrum of the complex C,,, (acetonitrile as solvent).
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Figure S9. FT-IR spectrum of the pro-ligand Ly (KBr disk).
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Figure S10. FT-IR spectrum of the complex Cy (KBr disk).
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Figure S11.Comparison of the FT-IR spectra of the pro-ligand Ly (blue curve) and of the iron(III) complex Cy (red curve).
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Figure S12. Magnification of the region 1450-1415 cm™' (for the CH,-S-C deformation)'-? of the FT-IR spectra of the pro-ligand Ly

(blue curve) and of the iron(II1) complex Cy (red curve).

S12



Electronic Supplementary Information

1,75 1,5

1,50 —

1,25

1,00 - 1,0

0,75 —

Assorbance (Units)
Assorbance (Units)

1 1
1250 1240 1230 1220

Wavenumber (cm'1)

Figure S13. Magnification of the region 1270-1220 cm™! (for the CH,-S-C wagging)'? of the FT-IR spectra of the pro-ligand Ly (blue
curve) and of the iron(IIl) complex Cg (red curve).
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Figure S14. Magnification of the region 680-600 cm™' (for the C-S stretching vibration)!'? of the FT-IR spectra of the pro-ligand Ly

(blue curve) and of the iron(IIT) complex Cy (red curve).
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Figure S15. FT-IR spectrum of the pro-ligand L, (KBr disk).
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Figure S16. FT-IR spectrum of the complex Cy,, (KBr disk).
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Figure S17.Comparison of the FT-IR spectra of the pro-ligand Ly, (blue curve) and of the iron(IIl) complex Cc,,, (red curve).
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Figure S18. Magnification of the region 1450-1415 cm™' (for the CH,-S-C deformation)' of the FT-IR spectra of the pro-ligand L,
(blue curve) and of the iron(IIl) complex Cc,,, (red curve).
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Figure S19. Magnification of the region 1270-1220 cm™! (for the CH,-S-C wagging)'? of the FT-IR spectra of the pro-ligand Lcyn,
(blue curve) and of the iron(IIl) complex Cc,,, (red curve).
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Figure S20. Magnification of the region 680-600 cm™' (for the C-S stretching vibration)!-? of the FT-IR spectra of the pro-ligand L,
(blue curve) and of the iron(IIl) complex Cc,,, (red curve).
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UV-Vis Analysis.

2,0
1,5 -
5 .
©
b |
@ o
=
S 1,0-
e 4
[
(o]
S )
m B
<
0,5 —
0,0 I L] L] L] L] I L] L] L] L] I L] L] L] 1 l L] L L T I T L] 1 L l L L L L I L] Tl Tﬁ
300 400 500 600 700 800 900 1000

Wavelenght / nm

Figure S21. UV-Vis spectrum of the complex Cg (1.07 x 10* M in toluene; €470 = 2804 L mol-! cm™!).
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Figure S22. UV-Vis spectrum of the complex Cc,,, (1.07 X 10* M in toluene; €535 = 7188 L mol! cm™).
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