APPENDIX G

Experimental data from GEP and DCP studies of Zn(II)-Glycine—-OH
system



GEP data for Zn-Glycine-OH system
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DCP data for Zn-Glycine-OH system from refinement by 3D-CFC (From E', data below pH 7.5)
27 Experimental points

Glycine Zinc [LTY[MT] = 242.0317
7 6 2004 Thursday Date when experiment was performed
zng- Files recorded during the experiment
DPP DCT ISE
0 1 0 indicators for mode of experiment
DCT EXPERIMENT
OH-titrant  L-titrant ~ M-titrant
0 0 indicaters for mode of titration
Titration  with protons
No.: pH NaOH/ml L-so/ml  M-sol/ml  Ip(obs) Ip(exp) Ip(corr) Log[MF]  Log[LF]  Ep(obs)/m\Init Ep/mV ShiftmV ~ECFC/mV CCFC/mV
1 4.876 0.02 0 0 2.875 3.026586 0.949915 -3.9833 -6.25136 -982.6 -982.6 -2.44E-05 0.66006 0.400909
2 4.953 0.03 0 0 2.846 3.025381 0.940708 -3.98616 -982.6 -982.6 -2.44E-05 0.785183 0.480273
3 5.02 0.038 0 0 2.823 3.024417 0.933403 -3.98907 -982.8 -982.6 0.199988 1.085343 0.562229
4 5.102 0.046 0 0 2.816 3.023455 0.931385 -3.99326 -982.3 -982.6 -0.30001 0.613146 0.682226
5 5.194 0.054 0 0 2.821 3.022492 0.933336 -3.99901 -982.4 -982.6 -0.19998 0.686303 0.848335
6 5.304 0.062 0 0 2818 3.02153 0.93264 -4.00774 -982.2 -982.6 -0.39999 0.495871 1.102394
7 5.437 0.07 0 0 2.8 3.020569 0.926978 -4.02188 -982.4 -982.6 -0.19998 0.774117 1.516621
8 5.586 0.078 0 0 2.77 3.019609 0.917337 -4.04427 -983.3 -982.6 0.699988 1.808378 2.17461
9 5.749 0.086 0 0 2763 3.018649 0.91531 -4.08024 -984.9 -982.6 2.300025 3.436835 3.23472
10 5911 0.094 0 0 2761 3.01769 0.914938 -4.13335 -987.1 -982.6 4.499976 5.642006 4.801613
1" 6.06 0.102 0 0 2953 3.016731 0.978874  -4.2036 -989.4 -982.6 6.800025 7.074324 6.875414
12 6.198 0.11 0 0 2.988 3.015773 0.990791 -4.29237 -992.1 -982.6 9.499975 9.618829 9.497325
13 6.315 0.118 0 0 3.001 3.014816 0.995417 -4.38869 -994.8 -982.6 12.19999 12.25899 12.34213
14 6.425 0.126 0 0 3.005 3.013859 0.997061 -4.49823 -998.5 -982.6 15.9 15.93781 15.57846
15 6.527 0.134 0 0 2982 3.012902 0.989743 -4.61631 -1001.9 -982.6 19.30002 19.43246 19.06702
16 6.641 0.144 0 0 2.958 3.011708 0.982167 -4.76595 -1005.9 -982.6 23.30002 23.53118 23.48848
17 6.748 0.154 0 0 2923 3.010514 0.97093 -4.92153 -1010.3 -982.6 27.69999 28.07896 28.08519
18 6.85 0.164 0 0 2.87 3.009322 0.953703 -5.08138 -1014.1 -982.6 31.49998 32.10893 32.80848
19 6.923 0.174 0 0 2.806 3.00813 0.932805 -5.20154 -1017.8 -982.6 35.19999 36.09357 36.35792
20 7.01 0.184 0 0 2769 3.006939 0.92087 -5.35001 -1021.3 -982.6 38.69999 39.759 40.74456
21 7.091 0.194 0 0 2734 3.00575 0.90959 -5.49248 -1025.8 -982.6 43.20005 44.4174 44.95358
22 7.166 0.204 0 0 2716 3.004561 0.903959 -5.62736 -3.96817  -1029.9 -982.6 47.30003 48.59715 48.93842
23 7.236 0.214 0 0 2.652 3.003373 0.883007 -5.75537 -3.89871 -1033.4 -982.6 50.80003 52.3984 52.71995
24 7.309 0.226 0 0 2.632 3.001949 0.876764 -5.89065 -3.82635 -1037.3 -982.6 54.70005 56.38958 56.71516
25 7.377 0.238 0 0 2593 3.000526 0.864182 -6.01799 -1041.3 -982.6 58.70005 60.57527 60.47583
26 7.44 0.25 0 0 2561 2999105 0.853922 -6.1369 -3.69671 -1045 -982.6 62.4 64.42866 63.98717
27 7.503 0.264 0 0 2561 2997448 0.854394 -6.25652 -3.63451 -1050 -982.6 67.4 69.42156 67.51842

0.329294 Overall fit of CCFC in ECFC/mV

ini-VT/ml  ini-LT/M ~ ini-MT/M  ini-Ep/mV  ini-Ip
25.08 0.02597 1.07E-04 -982.6

2 No. of protonation constants

LogKa:
9.54
2.39
3 No. of ML and M(HL) complexes
Log(Beta) M L H Refined  Refind
4.737 1 1 0 1 1

4.72E-02 Stand. deviation in Log(beta)
2.23E-03 COVAR for this log
9.516 1 2 0 1 1
1.60E-02 Stand. deviation in Log(beta)
2.55E-04 COVAR for this log

10.5 1 3 0 0 0
7 No. of MOH and ML(OH) complexes
Log(Beta) M L OH Refined  Refind
4.7 1 0 1 0 0
111 1 0 2 0 0
13.6 1 0 3 0 0
14.8 1 0 4 0 0
5 2 0 1 0 0
279 4 0 4 0 0
9.85 1 1 1 0 0
Temp. I-strength  pKw SLOPE  n-ELECTRONS
5 0.5 13.74 29.58 2
AMAX APOS ANEG
4
Software  indicators
1 1 1 1

LT
2.59E-02
2.59E-02
2.59E-02
2.59E-02
0.025914
2.59E-02
2.59E-02
2.59E-02
2.59E-02
2.59E-02
2.59E-02
2.59E-02
2.58E-02
2.58E-02
2.58E-02
2.58E-02
2.58E-02
2.58E-02
2.58E-02
2.58E-02
2.58E-02
2.58E-02
2.58E-02
2.57E-02
2.57E-02
2.57E-02
2.57E-02

MT]
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