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S10), EPR (Figures S12, S13) and CD (Figure S14) spectra, and NMR data for both peptides
(Tables S1 and S2)



Table S1 'H (6, ppm) chemical shifts of the peptide Ac-GS(P)TENLKH-NH, in H20: D20
9:1 v/v solution at pH 2.5, T=298K.

oH | BH vyH | yCH, | CONH, O0CH, | oCH; | eCH, | eNH3" | H(el) | H(62) | NH
Ac 1.97
Gly 391 | --- - -—- -—-- -—-- - - -—- - - 8.23
3.96
Ser 4.53 1 4.09, | --- - - - - - -- - - 8.60
4.14
Thr 422 1427 |1.14 | -- - - - -—- -—- - - 8.11
Glu 428 | 1.95, [ 240 | --- -—- -—- - - --- -—- -—- 8.09
2.03
Asn 4.58 | 2.67, | --- -—- 7.52(trans) | --- - - --- -—- -—- 8.30
2.76 6.67(cis)
Leu 421 | 1.52, | 1.52 | --- -—- - 0.83, | --- -—- -—- -—- 8.00
1.55 | 1.55 0.77
Lys 417 | 1.69 | --- 1.34 - 1.58 - 2.89 7.44 -—- -—- 8.10
His 4.60 | 3.03, | --- -—- -—- -—- - --- - 8.53 7.22 8.34
3.14
CONH; | - | - - -—- 7.52(trans) | --- - - --- -—- -—- -—-
His 6.82(cis)
Table S2 'H (6, ppm) chemical shifts of the peptide Ac-GSTENLKH-NH, in H20: D20
9:1 v/v solution at pH 2.5, T=298K.
oH |BH |yH |yCH, | CONH, 0CH, | 0CH; | eCH, | eNH3* | H(¢l) | H(62) | NH
Ac 1.97
Gly 3.92 | --- - - -—-- --- - - -—- -—- - 8.23
Ser 448 | 3.85 | --- -—- -—- -—- - - -- - - 8.31
Thr 4271422 |1.13 | --- - - - - -—- -—- - 8.19
Glu 4211190 |235 |-- -—- -—- -—- - --- --- -—- 8.18
2.00
Asn 4.61 | 3.09 | --- -—- 7.52(trans) | --- -—- - -—- --—- -—- 8.33
3.20 7.12 (cis)
Leu 421|156 |1.48 | --- -—- -—- 0.77 - -—- --- -—- 8.02
0.83
Lys 417 | 1.65 |- 1.28 - 1.55 - 2.89 7.43 - - 8.11
His 4.61 |3.09 |--- -—- -—- -—- -—- --- -—- 8.53 7.22 8.35
3.20
CONH; | - | - - -—- 7.54(trans) | --- -—- - -—- -- -—- -—-
His 6.82 (cis)
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Figure S1. 1D 'H NMR spectrum of the peptide Ac-GSTENLKH-NH, (C=2 mM and

T=298K)
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Figure S2. 'H 'H COSY NMR spectrum of the peptide Ac-GSTENLKH-NH, (C=2 mM and

T=298K)
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Figure S3. 'H 'H TOCSY NMR spectrum of the peptide Ac-GSTENLKH-NH, (C=2 mM and
T=298K)
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Figure S4. 'H 'H NOESY NMR spectrum of the peptide Ac-GSTENLKH-NH, (C=2 mM and
T=298K)
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Figure S5. 'H 3C HBMC NMR spectrum of the peptide Ac-GSTENLKH-NH, (C=2 mM and
T=298K)
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Figure S6. 1D 'H NMR spectrum of the peptide Ac-GS(P)TENLKH-NH, (C=2 mM and

T=298K)
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Figure S7. 'H 'H COSY NMR spectrum of the peptide Ac-GS(P)TENLKH-NH, (C=2 mM

and T=298K)
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Figure S8. 'H 'H TOCSY NMR spectrum of the peptide Ac-GS(P)TENLKH-NH, (C=2 mM
and T=298K)
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Figure S9. 'H 1H ROESY NMR spectrum of the peptide Ac-GS(P)TENLKH-NH, (C=2 mM
and T=298K)
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Figure $10. 'H 13C HSQC NMR spectrum of the peptide Ac-GS(P)TENLKH-NH, (C=2 mM
and T=298K)



L)

20 F1[ppm]

4 ] ] LY §

[
8 6 4 2 F2 [ppm]

Fig S11. 'H 3C HMBC NMR spectrum of the Ac-GS(P)TENLKH-NH, peptide (2 mM and
T=298K)
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Fig S12 The second derivative of the perpendicular region of EPR spectra for the
system Cu(ll): R1P recorded at the indicated pH values
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Fig S13 The second derivative of the perpendicular region of EPR spectra for the
system Cu(ll): R1 recorded at the indicated pH values
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Fig S14 Circular dichroism spectra of solutions of Cu(Il) and R1 (Cu(Il):R1 1:1.2)),
recorded at the indicated pH values.



