Supplementary Informations

Electronic Supplementary Material (ESI) for Dalton Transactions.
This journal is © The Royal Society of Chemistry 2019

Table S1. pHis2 proton chemical shifts (ppm) in H,O at 298 K.

NH aCH BCH Others
Hisl - 4.07 3.22 C28.51;C47.28
Lys2 - 3.81 1.72 NHsc 8.14 €3.10
vy 1.351.20
B-Ala3 8.22 2.46 3.40
Lys4 8.08 4.08 1.61 NHsc 8.14 NH2t 7.52, 7.00
€3.10 y61.351.20
His5 - 4.07 3.22 C28.51;C47.28
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e ™ 8.93
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o Ac-pHis2
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3 400
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Figure S1: Analytical characterization by RP-HPLC of pHis2, Ac-pHis2 and Ac3-pHis2 peptides.
Chromatograms were revealed reading the absorbance at 210 nm.
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Fig.S2. Distribution diagram of Ga(IIT)-His system in 0.1 M NaClO, with Cy, = 2.0-103 M and C, =
4.0-103 M (1: Ga**; 2: Ga(OH),*, 3: Ga(OH),His*; 4: Ga(OH)5).
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Fig.S3. Distribution diagram of Ga(III)—pHis2 system in 0.1 M NaClO, with Cy. =2.0-103 M and C,, =
4.0-103 M (1: Ga**; 2: Ga(OH),", 3: Ga(OH),H;L"; 4: Ga(OH);).
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Fig.S4. 'TH-'H TOCSY and NOESY spectra of the fac—[Re(H,0);(CO);]*—pHis2 (A and C, respectively)

and of the Ga(IlI)-pHis2 complexes (B and D).
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Fig.S5. Schematic representation of complex

fac—[Re(H,0);(CO);]* (left) and with Ga(III) (right).
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