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Supporting Information

Figure S1 — S5: 'H, “C{'H},'H-'H COSY, 'H-"*C HMQC and 'H-"*C HMBC NMR spectrum of
[Cu(CQ)(PPh3)2]NOs (1) in CD2Cl2 at 298 K.

Figure S6: *'P{'H} NMR spectrum of [Cu(CQ)(PPh3):]NO; (1) in CD2Cl2 at 298 K.

Table S1: Chemical shifts of the protons and carbons for the complex 1 and their variations when
compared with the free chloroquine ligand.

Figure S7: Theoretical (a) and Experimental (b) isotopic distribution for [Cu(CQ)(PPhs)2]".
Figure S8: EPR spectra for (a) [Cu(PPh3)2(NO3)], (b) [Cu(CQ)(PPh3);]NO3 and (c) Cu(Il)
complex for comparison.

Figure S9: '"H NMR spectra of the complex 2 in 90% DMSO-ds and 10% PBS-D:0, obtained at
0 — 48 h after sample preparation. [Complex 2] = 13.9 mM.

Figure S10: 'H NMR spectra of the complex 1 in 90% DMSO-ds and 10% PBS-D:0, obtained at
0 — 48 h after sample preparation. [Complex 1] =9.2 mM.

Figure S11: 3'P{'H} NMR spectra of the complex 1 in 90% DMSO-ds and 10% PBS-D:O,
obtained at 0 — 48 h after sample preparation. [Complex 1] = 9.2 mM.

Figure S12: Absorption spectra of the complexes 1(a) and 2(b) in 10% DMSO and 90% PBS,
obtained at 0 — 48 h after sample preparation. [Complex] = 10 uM.
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Figure S1 — The "H NMR spectrum of [Cu(CQ)(PPh3)2]NO; (1) in CD2Cl2 at 298 K
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Figure S2 — The *C{'H} NMR spectrum of [Cu(CQ)(PPh3),]NO; (1) in CD2Cl2at 298 K

ppm
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Figure S3 — The 2D homonuclear 'H-'H COSY NMR spectrum of [Cu(CQ)(PPh3)2]NO; (1) in CD2ClL2
at 298 K
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Figure S4 — The 2D heteronuclear 'H-"*C HMQC NMR spectrum of [Cu(CQ)(PPh;)]NOs (1) in
CD2Cl2at 298 K
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Figure S5 — The 2D heteronuclear 'H-*C HMBC NMR spectrum of [Cu(CQ)(PPh3),]NOs (1) in

CD2Clzat 298 K
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Figure S6 - *'P{'H} NMR spectrum of [Cu(CQ)(PPh;)]NO; (1) in CD2Cl2at 298 K
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Table S1 - Chemical shifts of the protons and carbons for the complex 1 and their variations when

compared with the free chloroquine ligand

Chemical shifts in 'TH NMR Chemical shifts in *C{!H} NMR
(CH2Cl2-d>) (CH2Clz-d>)
Position o (ppm) A (ppm) Position S (ppm) | A (ppm)

6' 1.00 0.02 6' 11.22 0.40

1" 1.31 0.01 1" 19.98 0.22
2'and 3' 1.71 0.06 3' 23.83 0.36
4'and 5' 2.47 0.07 2' 34.38 0.39
1' 3.70 0.01 5' 47.26 0.08
NH 6.68 1.27 I' 49.08 0.33

3 6.42 0.04 4 52.79 0.07
PPhs 738 | - 3 99.75 0.08
5 8.09 0.72 10 118.20 0.32

8 7.90 0.01 5 123.37 1.23

2 8.33 0.13 6 125.60 0.6

8 127.70 1.11

b 129.33 -

a 130.76 -

d 132.06 -

C 133.55 -

7 135.73 0.93

9 150.89 1.24

4 150.92 1.11

2 152.43 0.15
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Figure S7 - Theoretical (a) and Experimental (b) isotopic distribution for [Cu(CQ)(PPhs)>]".
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Figure S8 — EPR spectra for (a) [Cu(PPh3)>(NO3)], (b) [Cu(CQ)(PPh3):]NO; and (c) Cu(Il)

complex for comparison.
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Figure S9 — 'H NMR spectra of the complex 2 in 90% DMSO-ds and 10% PBS-D;0, obtained at
0 — 48 h after sample preparation. [Complex 2] = 13.9 mM.
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Figure S10 — '"H NMR spectra of the complex 1 in 90% DMSO-ds and 10% PBS-D:0, obtained
at 0 — 48 h after sample preparation. [Complex 1] =9.2 mM.
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Figure S11 —3'P{'H} NMR spectra of the complex 1 in 90% DMSO-ds and 10% PBS-D:0,
obtained at 0 — 48 h after sample preparation . [Complex 1] = 9.2 mM.
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Figure S12 — Absorption spectra of the complexes 1(a) and 2(b) in 10% DMSO and 90% PBS,
obtained at 0 — 48 h after sample preparation . [Complex] =1 puM.



