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Scheme S1. Synthetic route of AbTCA and Cu(II)-AbTCA. 20 
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Scheme S2. Generation of nitroxyl from dinitrosyliron complex (DNIC), [PPN][Fe(NO)4] and thiophenol. 25 
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 47 
Figure S1. (a) 1H NMR spectrum of AbTCA (CDCl3, 500 MHz); (b,c) Expansion of 1H NMR 48 
spectrum; (d,e) D2O exchange of 1H NMR spectrum and expansion; (f) gHMBC 2D NMR 49 
spectrum of AbTCA; (g) gHSQC 2D NMR spectrum of AbTCA; (h) gCOSY 2D NMR spectrum 50 
of AbTCA. 51 
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Figure S2. 13C NMR spectrum of AbTCA in CDCl3. 54 
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 56 
Figure S3. ESI-Mass spectrum of AbTCA. 57 
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Figure S4. HRESI-Mass spectrum of AbTCA. 62 
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 68 
Figure S5. Analytical HPLC traces of AbTCA. 69 
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Figure S6. HRESI-Mass spectrum of Cu(II)-AbTCA. 87 
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 88 
Figure S7. Fluorescence response of AbTCA added (1) Cu2+ (40 µM); (2) Zn2+ (100 µM);  (3) Mg2+ (100 µM);  89 
(4) Co2+ (100 µM);  (5) Cu+ (100 µM);  and (6) Ni2+ (100 µM) in  PBS (10 mM, pH 7.4 containing 1% DMSO). 90 
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 93 
Figure S8. Absorption spectra of AbTCA (red line) and Cu2+ added AbTCA(black line)  in  PBS (10 mM, 94 

pH 7.4 containing 1% DMSO). 95 
 96 
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Figure S9. Fluorescence spectra of AbTCA and Cu2+ added AbTCA in PBS (10 mM, pH 7.4 containing 1% 100 

DMSO). 101 
  102 



 
 

13 
 

 103 
Figure S10. EPR spectra recorded at 298 K for 40 µM Cu(II)-AbTCA (black line) and with excess Angeli’s 104 

salt (red line). 105 
 106 
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Figure S11. ESI-Mass spectrum of HNO treated Cu(II)-AbTCA 136 
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Figure S12. Cyclic voltammograms of AbTCA and Cu(II)-AbTCA 146 
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Figure S13. Detection of nitroxyl release from DNIC complex, [PPN][Fe(NO)4] and thiophenol using 149 

Cu(II)-AbTCA probe. 150 
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 152 

 153 
Figure S14. Evaluation of the potential cytotoxicity of Cu(II)-AbTCA to (A) EAHY-44926 cells; (B) RAW 154 

264.7 cells. 155 
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