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Scheme S1. Structural formulae of NiSOD related peptides.
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Figure S1. Concentration distribution curves and the absorbance at 294 nm as a function of
pH recorded in the H"/wtCC system. cyicc =0.99 mM, I=0.2 M KCl, T=25 °C, /=2 mm.
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Figure S2. pH-dependent CD spectra recorded in the Ni(Il)/wtCC system at 0.9:1 metal to
ligand ratio. cyicc = 1.11 mM, exigny = 1.04 mM, 7= 0.2 M KCl, 7= 25 °C, / = 1 mm.
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Scheme S2. Postulated binding modes of the complexes formed in the Ni(II)/wtCC system.
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Figure S3. Calculated individual spectra of the complexes formed in the Ni(Il)/wtCC system.
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Figure S4. Frozen solution CW-EPR spectrum of KO, (black) and the spectrum recorded after
the addition of the Ni/wtCC system at pH 10.0 (red). The spectra were recorded at 77 K.
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2HT +20£—>H202+ 02 kl (S4)k1

Ni"L+2H* +0;-Ni"'L + H,0, k, (S5)
Ni"'L + 05-Ni"L + 0, ks (S6)
Ni'"L-Ni* L ky (S7)
d[05] - 1T . -
= kX [03]° - ky x [Ni"'L][03] - kg x [Ni"'L][03] (S8)
WDl i x 10372+ iy x [Ni"'1][03)]
R 2 2 2 (S9)
d[Ni''L] _ B . .
= kX [Ni'"L][03] + ks x [Ni"'L][03] (S10)
d[Ni'"L] , B . . "
G = ke x [NEL][05] kg x INEL1[05] - Jey X [NE” L] (S11)
d[Ni"L] _ ke, x [NEL]
dt (S12)
Abs = ey X [NUL]+ ey % [Ni"'L] + ey, x [Ni"L] + ‘s x [03]
+ €10, % [H20,] (S13)

Table S1. Kinetic parameters of the reaction between superoxide anion and Ni(Il)/wtCC
system at different pH values.

pH=7.6 pH=7.8 pH=28.1 Unit
ky (6.6+0.6)x 107 (2.6+£0.2)x 107 (1.1+0.2)x 107 M-ls!
k3 (1.6+0.4)x 108 (1.8+0.1)x 108 (1.7+0.2) x 103 \Y
ky 131090 842 +4 8016 s7!
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