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S-1 ESI-MS of the Composites of the Copper(ll) and Zinc(ll) Complexes
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Figure S1. ESI-MS of the reaction mixture of composite [Cu(S-Ala)2] — [Cu(S-Phe)] (1).
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Figure S2. ESI-MS of the reaction mixture of composite [Zn(S-Ala)2(H20)]-[Zn(S-Phe)2(H20)] (2).

S-2  The structure of the Copper(Il) and Zinc(II) Complexes
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Figure S3. The structure of complex [Cu(S-Phe)2(H20)] (1a) by X-Ray [34] (a), by DFT calculation (b).
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Figure S4. The structure of complex [Zn(S-Phe)2(H20)] (2a) by X-Ray [35] (a), by DFT calculation (b).
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Figure S5. The structure of complex [Cu(S-Ala)2(H20)] (1b) by X-Ray [33] (a), by DFT calculation (b).
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Figure S6. The structure of complex [Zn(S-Ala)2(H20)] (2b) by X-Ray [36] (a), by DFT calculation (b).

M06/6-311+G(d) (Solvent = Water)

Bis-trans-[Zn(S-Ala)(H20)] (2b) (ta-te)

== N 0 0 N O

(€8]
o

= = 00

S-2

3.89373
3.11238
3.69917
1.88924
3.21527
3.49274
3.52
3.81361
1.15059
0.71417
-0.09154
1.43119
5.8632
-2.95749

-0.35992
-1.67919
-2.70713
-1.63045
0.62342
0.46676
1.56576
0.02076
0.3196
0.06254
-0.45207
-0.44722
0.44055
0.24707

-0.53565
-0.54398
-0.92007
-0.20595
0.32698
1.29744
0.09193
-1.56443
0.22343
2.29651
2.43325
2.69653
-0.19708
0.30715

_ o O\ = R R = N = NN 0O

0.62968
-0.55358
-1.08796
-0.56053
-1.41259
-2.04375
-2.30985
-1.67408
-2.8778
-1.08261
-0.23898
5.35357
5.86507
5.46348

2.38817
2.60018
3.71739
0.21876
1.37753
1.62969
1.0862
0.88449
1.99823

-0.65306
0.26433

-0.52866

-1.19109

-0.94972

NMR spectra of the Composites of the Zinc(II) Complexes

0.04443
-0.35706
-0.45998
-0.98751
-0.69137
-1.55421
0.51408
1.38664
0.73316

-0.90339
-1.95313
-0.17699
-0.87974
0.83011



Inorganics 2022, 10, x FOR PEER REVIEW 2 of 9

2388 ¢

T T T
8.0 75 7.0 6.5 6.0 5.5 5.0 45 4.0 3.5 3.0 25 2.0 1.5 1.0 0.5 0.0 ppm

Figure S7. Complete 'H NMR spectrum of the L-Phenylalanine in D20, 500 MHz.
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Figure S8. Complete 'H NMR spectrum of the composite [Zn(S-Ala)2(H20)]-[Zn(S-Phe)2(H20)] (2) in D20, 500 MHz.
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Figure S9. 3C NMR spectrum of the L-Phenylalanine in D20, 500 MHz.
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Figure S10. *C NMR spectrum of the composite [Zn(S-Ala)2(H20)]-[Zn(S-Phe)2(H20)] (2) in D20, 500 MHz.



