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X-ray crystallography: CCDC 614028 contains the supplementary crystallographic data for this paper. These
data can be obtained free of charge from the Cambridge Crystallographic Data Centre via
www.ccdc.cam.ac.uk/data_ request/cif. The crystal data collection and refinement parameters are given in Table
S1.

Table S1. Crystallographic data for complexe 20

formula Ci06 Hes F24 Fo Ng S1o. 2(CH30H). 2(CH,Cl,)
Fw 2492.15
crystal system tetragonal
space group P 45/n

alAl 34.6061(8)
bA] 34.6061(8)
cAl 9.4842(5)
a[] 90

Bl°] 90

[’ 90

VIAY 11358.1(7)

Z 4

F(000) 5072

AA] 0.71075
TIK] 100(1)

Poaica Mg m™] 1.457

I (Mokg) [mm™] 0.502
Brange [° min-max] 2.45-22.46
no. of data collected 50 563

no. of unique data 7 357

R(int) 0.057

no. of variable parameters 696

no. of obsd. refl.?! 7 357

R™ obsd., all 0.079, 0.096
Rw!” obsd., all 0.192, 0.211
S 1.050
(A/G)max 0.083
(A/P)max. min [€ A 0.753,-0.653

[a] Data with F,>4a(F,). [b] R = Z||Fol-IFll/Z|Fol- [c] Rw = [Ew(|F,|-
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Table S2. Intermolecular contacts: Selected measured distances for
compound 20 and comparison with the sum of Van der Waals radii : Zr;

Labels Measured distances [A] =1 [A]
Fizaa)  Fizaa 2.582 2.94
Fg1a) Hausp(a) 2.634 2.67
Fo1a) Hys1m) 2.531 2.67
Fisas)  Heaaa) 2.426 2.67
Foapy  Cl 3.180 3.22
Hrcasy Ch 2.661 2.95
H7scasy  Csoo 2.626 2.90

Fig S1 : RT UV-Vis spectra of the iron(Il) complex (20) before () and after irradiation at 365 nm( .. ..) and
650 nm(- - - -).
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