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Figure S1. Cartesian coordinates for the optimized structure of compound 7 complex.
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H 11.82270000  1.41480000 -3.32160000
H 10.32960000  1.75920000 -2.44990000
H 9.47010000  0.59910000 -4.23570000
Fe 9.15220000 -0.72800000  3.40080000

Figure S2. Cartesian coordinates for the optimized structure of compound 5a complex.
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Table S1. UB3LYP absolute electronic energies (E) calculated for compounds 5a and 7 complexes
in 2:1 molar ratio. The energies are given in hartree.

Absolute electronic

energies
Compound E
Sa -7090.6138690
7 -7090.6197357

S7



Uv-Vis experiments

Heme binding experiments

Heme titrations experiments were carried out in a Shimadzu UV-2600 UV-Visible
spectrophotometer equipped with a Peltier S-1700 thermoregulator, at 25 °C using 1 cm path

cuvettes.
Heme stock solution preparation

A 2.5 mmol/L heme stock solution was prepared by dissolving 13 mg of hematin chloride

(Sigma-Aldrich) in 1 mL of DMSO.
Ligands stock solution preparation

Concentrated solutions of ligands were prepared by dissolving 10.3 mg of compound 7 in 1

mL of DMSO, furnishing solutions of 34.1 mmol/L.
Buffer

A 0.25 mol/L HEPES 40% DMSO buffer with apparent pH 7.4 was prepared by adding 100
mL of DMSO, 5 mL of 1 mol/L HEPES solution and made up to a final volume of 250 mL with
distilled water. The buffer was stored at 4° C.

Stoichiometry studies

The continuous variation method was applied according to MacCarthy, P. (1978).%°
Equimolar solutions of heme, and compound 7 was prepared in HEPES buffer to a final
concentration of 40 pumol/L. Heme solution was titrated with increasing volumes of the ligand
solutions in order to obtain solutions with mole fractions of heme ranging from 1 to 0.1. The
absorbances of each addition were measured from 300 to 500 nm. Each addition was plotted in a

mole fraction versus corrected absorbance (AbStheoretical for Heme = AbSobs) graph.
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Figure S3. Job’s plot for the binding of heme to compound 7.
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