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1. XPS
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Figure S1. S2p, N1s, Cls and Cl2p regions of XPS spectra of [Fe(H2Bpz2)2(L)] thick film on Au.
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Table S1. Component used for fitting Fe2p XPS spectra of [Fe(H2Bpz2)2(L)] thick film on Au.

Fes:p Fep+p Ferr
T Fea+a Fec:c
B.E. (AEso) B.E. (AEso) B.E. (AEso)
B.E. (AEso) B.E. (AEso)

7102eV  7119eV  7137eV 7159V 718 eV

(131eV) (135eV) (135eV)  (132eV)  (13.1eV)
710.1eV  712eV  7138eV 716 eV 717.9 eV
(129eV) (134eV) (135eV)  (131eV)  (13.1eV)

Room temperature

140 K

Table S2. Semi-quantitative analysis of [Fe(H2Bpz2)2(L)] thick film and of
[Fe(H:Bpz2)o(L)|@Au(111).

Sample S2p [%] N1s [%] Fe2p [%]
Expected Stoichiometry 31.6 63.2 5.3
Monolayer 471+23 39.3+£2.0 13.6x0.7
Thick film 355+1.8 60630 40+0.2
10,800 . . . .
S2p

T T T T
168 166 164 162 160 158
Binding energy (eV)

Figure S2. S2p region of XPS spectra of [Fe(H:2Bpz2)2(L)] monolayer on Au. Blue components are
attributable to sulfur atoms bound to gold substrate.
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Figure S3. Fe2p region of XPS spectra of [Fe(H2Bpz2)2(L)]J@Au(111) at room temperature and at

140 K.

2. XAS
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Figure S4. XAS spectra at the Fe 123 edge of [Fe(H2Bpz2)2(L)] thick film between 295 K and 70 K.
Experimental spectra (dots), HS contribution (red line) and LS contribution (blue line).
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Figure S5. XAS spectra at the Fe 123 edge of [Fe(H2Bpz2)2(L)]J@Au(111) at 80 K and 295 K.



