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Mn(II): Ac-P,D,E;K,H-E.L,-Am Fig. 2s a
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Mn(II): Ac-P,D,E;K,HsE;L;-Am
Fig. 3s a
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Zn(II): Ac-P, D,E;K H-E;L-Am ]
Fig. 4s
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Table 1s 'H and "*C resonance assignment of the free peptidel Ac-P1D,E;K4HsE¢L;-Am and
the Zn-bound peptidel at pH 6.2. Chemical shift differences (Ad=no10—0apo) are also reported.

Residue-Proton | Free Ac-PDEHHEL-Am | Ac-PDEHHEL-Am:Zn 1:1
& chemical shift (ppm) 8 chemical shift (ppm) Ad
Pl-Ha 4.294 4.302 0.008
P1-HB2 2.202 2.202 0.000
P1-HB3 1.885 1.892 0.007
P1-Qy 1.896 1.899 0.003
P1-H&2 3.604 3.605 0.000
P1-Hé3 3.545 3.546 0.001
D2-HN 8.353 8.362 0.009
D2-Ha 4.530 4.545 0.015
D2-HB2 2.630 2.642 0.012
D2-HB3 2.520 2.548 0.028
E3-HN 8.071 8.091 0.020
E3-Ha 4.126 4.150 0.024
E3-Hp2 1.901 1.932 0.031
E3-HB3 1.848 1.849 0.001
E3-Qy 2.153 2.170 0.017
K4-HN 8.211 8.199 -0.012
K4-Ha, 4.179 4.178 -0.001
K4-Qp 1.661 1.669 0.008
K4-Hy2 1.329 1.285 -0.044
K4-Hy3 1.279 1.283 0.004
K4-Qd 1.573 1.573 0.000
K4-Qg 2.897 2.897 0.000
K4-Hz 7.438 7.438 0.000
H5-HN 8.352 8.347 -0.005
H5-Ha 4.588 4.582 -0.006
H5-HB2 3.152 3.149 -0.003
H5-HB3 3.041 3.023 -0.018
H5-H382 7.129 7.079 -0.050
H5-Hel 8.326 8.159 -0.167
E6-HN 8.490 8.428 -0.062
E6-Ha 4.221 4.218 -0.003
E6-HB2 1.969 1.975 0.006
E6-HB3 1.853 1.859 0.006
E6-Qy 2.159 2.160 0.001
L7-HN 8.317 8.269 -0.048
L7-Ha 4.214 4.214 0.000
L7-HB2 1.593 1.597 0.004
L7-HB3 1.522 1.525 0.003
L7-Hy 1.569 1.572 0.003
L7-Qd1 0.852 0.851 -0.001
L7-Qd2 0.789 0.789 0.000
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Free Ac-PDEHHEL-Am | Ac-PDEHHEL-Am:Zn 1:1
Residue-Carbon & chemical shift (ppm) d chemical shift (ppm) AS
P1-Ca 60.460 60.409 -0.051
P1-CB 29.904 29.913 0.009
P1-Cy 24.327 24.299 -0.028
P1-Cé 48.704 48.737 0.033
D2-Ca 51.325 51.288 -0.037
D2-CB 38.348 38.222 -0.126
E3-Ca 53.976 53.978 0.002
E3-CB 27.560 27.454 -0.106
E3-Cy 33.449 33.314 -0.135
K4-Ca, 53.455 53.669 0.214
K4-CB 30.014 29.955 -0.059
K4-Cy 22.034 21.976 -0.058
K4-Cd 26.244 26.234 -0.010
K4-Cg 39.403 39.397 -0.006
H5-Ca 52.822 53.111 0.289
H5-Cp 26.821 26.843 0.022
H5-C62 117.368 Disappeared
H5-Cel 134.172 135.200 1.028
E6-Ca 53.872 53.851 -0.021
E6-CB 27.595 27.444 -0.151
E6-Cy 33.443 33.313 -0.130
L7-Ca 52.393 52.452 0.059
L7-CB 39.710 39.717 0.007
L7-Cy 24.349 24.343 -0.006
L7-Cé1 22.260 22.284 0.024
L7-Cd2 20.517 20.513 -0.004
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Table 2s 'H and "*C resonance assignment of the free peptide 2 Ac-
F1C2G3D4GsAsN7DsCoGro-Am and the Zn-bound peptide2 at pH 6.3. Chemical shift
differences (A3=0nolo—0apo) are also reported

Free Ac-FCGDGANDCG-Am | Ac-FCGDGANDCG-Am:Zn 1:1
Residue-Proton 6 chemical shift (ppm) d chemical shift (ppm) Ad
F1-HN 8.234 8.144 -0.090
F1-Ha 4.531 4.550 0.019
F1-HB2 2.990 3.015 0.025
F1-HB3 2.990 2.949 -0.041
F1-H81 7.202 7.195 -0.007
F1-H32 7.202 7.196 -0.006
F1-Hel 7.290 7.289 -0.001
F1-He2 7.291 7.290 -0.001
F1-Hz 7.247 7.247 0.000
C2-HN 8.319 7.851 -0.468
C2-Ha 4.430 4,385 -0.045
C2-QB 2.898 2.906 0.008
G3-HN 8.374 8.289 -0.085
G3-Qa 3.849 3.918 0.069
D4-HN 8.207 8.238 0.031
D4-Ha 4.545 4.564 0.019
D4-Qp 2.620 2.610 -0.010
G5-HN 8.371 8.328 -0.043
G5-Qa 3.853 3.829 -0.024
A6-HN 8.070 8.021 -0.049
A6-Ha 4.229 4.277 0.048
A6-QB 1.295 1.308 0.013
N7-HN 8.318 8.343 0.025
N7-Ha 4.620 4.648 0.028
N7-HB2 2.754 2.730 -0.024
N7-HB3 2.657 2.678 0.021
N7-N321 7.529 7.572 0.043
N7-N&22 6.805 6.814 0.009
D8-HN 8.201 8.219 0.018
D8-Ha 4.545 4.470 -0.075
D8-0Qf 2.613 2.722 0.109
C9-HN 8.340 8.109 -0.231
C9-Ha 4,413 4,311 -0.102
C9-QB 2.791 2.825 0.034
G10-HN 8.406 8.240 -0.166
G10-Qa 3.836 3.838 0.002




Electronic Supplementary Material (ESI) for Dalton Transactions
This journal is © The Royal Society of Chemistry 2012

Free Ac-FCGDGANDCG-Am Ac-FCGDGANDCG-Am:Zn 1:1
Residue-Carbon & chemical shift (ppm) & chemical shift (ppm) Ad
F1-Ca 55.349 55.211 -0.138
F1-CB 37.045 37.165 0.120
F1-Cd 129.284 129.290 0.006
F1-Ce 128.825 128.758 -0.067
F1-Cz 127.245 127.224 -0.021
C2-Ca 56.161 56.771 0.610
C2-CB 25.053 26.881 1.828
G3-Ca 42.638 42.906 0.268
D4-Ca 51.723 51.622 -0.101
D4-CB 38.349 38.171 -0.178
G5-Ca 42.689 42.697 0.008
A6-Ca 50.008 49.780 -0.228
A6-CPB 16.540 16.720 0.180
N7-CB 36.375 36.679 0.304
D8-Ca 51.730 51.880 0.150
D8-CB 38.376 38.230 -0.146
C9-Ca 55.600 56.770 1.170
C9-CB 25.323 26.734 1.411
G10-Ca 42.566 42.655 0.089




