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Figure S1. Phenolic and polyphenolic compounds in Nopal (Opuntia ficus-indica).
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Table S1. Chelation routes (ChR), chelation sites (ChS), conditional Gibbs free energies of
reaction (AG’, at pH=7.4, in kcal/mol), and Maxwell-Boltzmann distribution (%MB) for
the chelation pathways of PhAs.
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Figure S3. Energy scan for the f-HAT reactions between “OH and PhAs-Cu(ll) at 298.15
K. Solvent=water.
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Table S2. Gibbs free energy of reaction (AG, kcal/mol) and Gibbs free energy of activation
(AG#, kcal/mol) for the direct RAF mechanism between PhAs-Cu(ll) and ‘OH.
Solvent=water.

PhAs-Cu(ll) AG AG#
Hn-2COAZ (2)-C2 RAF-1 -810 -1.74
Hn2COAZ (2)-C2 RAF-2  -12.92 -1.38
Hn-2COAZ (2)-C2 RAF-3  -17.08 -6.81
Hn2COAZ (2)-C2 RAF-4  -13.63 -6.28

Hn2FLA? (2)-C5 RAF-1 -10.16  -2.48

Hn2FLAZ (2)-C5 RAF-2 NF --

Hn2FLAZ (2)-C5 RAF-3  -1840 -4.78
Hn-2FLAZ (2)-C5 RAF-4  -20.79  -8.05
Hn2FLAZ (2)-C5 RAF-5  -1521  -4.43
Hn-2FLAZ (2)-C5 RAF-6  -1752 -6.38
Hn2FLAZ (2)-C2 RAF-1 -811  -3.01
Hn2FLAZ (2)-C2 RAF-2  -1539 -3.32
Hn2FLAZ (2)-C2 RAF-3  -20.84 -7.25
Hn2FLAZ (2)-C2 RAF-4  -1578 -9.98
Hn2FLAZ (2)-C2 RAF-5  -1496 -6.56

Hn2FLAZ (2)-C2 RAF-6 -16.08  -5.88

Hn2PRAZ (2)-C7 RAF-1 -156.32  -6.22

Hn-2PRA? (2)-C7 RAF-2  -17.03 -8.33
Hn2PRAZ (2)-C7 RAF-3  -17.50 -12.01
Hn-2PRA? (2)-C7 RAF-4  -18.97 -12.62
Hn2PRAZ (2)-C7 RAF-5  -1490 -7.18
Hn2PRAZ (2)-C7 RAF-6  -19.63 -10.62

Hn2GAA? (2)-C7 RAF-1  -1488 -6.36
Hn2GAAZ (2)-C7 RAF-2  -1824  -7.63
Hn2GAA? (2)-C7 RAF-3  -15.82 -10.74
Hn2GAAZ (2)-C7 RAF-4  -19.96 -13.07
Hn2GAA? (2)-C7 RAF-5  -19.19  -9.09
Hn2GAAZ (2)-C7 RAF-6  -17.74  -9.46
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Figure S4. Transition states structures of exergonic RAF reactions between ‘OH and Hn-
2COAZ-(2)-C2 at 298.15 K. Solvent=water.
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Figure S5. Transition states structures of exergonic RAF reactions between ‘OH and Hn-
2FLA?-(2)-C5 complexes at 298.15 K. Solvent=water.
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Figure S6. Transition states structures of exergonic RAF reactions between ‘OH and Hn-
2FLAZ-(2)-C2 complexes at 298.15 K. Solvent=water.
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Figure S7. Transition states structures of exergonic RAF reactions between ‘OH and Hn-
2PRA%-(2)-C7 complexes at 298.15 K. Solvent=water.
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Figure S8. Transition states structures of exergonic RAF reactions between ‘OH and Hn-
2GAAZ-(2)-C7 complexes at 298.15 K. Solvent=water.
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