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1. NMR spectral analysis
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Figure S1. '"H-NMR spectrum of 3 in MeOD.
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Figure S2. C-NMR spectrum of 3 in MeOD.
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Figure S3. 'H-NMR spectrum of 4 in CDCl;.
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Figure S4. C-NMR spectrum of 4 in CDCls.
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Figure S5. 'H-NMR spectrum of 5 in DMSO.
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Figure S6. *C-NMR spectrum of 5 in DMSO.
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Figure S7. 'H-NMR spectrum of 6 in DMSO
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Figure S8. *C-NMR spectrum of 6 in DMSO.
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Figure S9. 'H-NMR spectrum of 1 in DMSO.
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Figure S10. *C-NMR spectrum of 1 in CDCls.
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2. Mass spectral analysis:
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Figure S11. HR-MS spectrum of 3.
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Figure S12. TOF-MS spectrum of 4.
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Figure S13. HR-MS spectrum of 5.
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Figure S14. HR-MS spectrum of 6.
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Figure S15. HR-MS spectrum of 1.
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3. UV-Vis Spectroscopic Studies:
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Figure S16. (a) UV-Vis spectra of 6 dissolved in different super dehydrated solvent (25 uM) and (b) UV-
Vis spectra of 4 dissolved in different super dehydrated solvents (10 uM).
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Figure S17. UV-Vis absorption of different concentration of DSQ (1) dissolved in DMF

S9



Figure S18. The three-dimensional structure of 1 utilizing Theoretical MO calculation (Gaussian G09
program)
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Figure S19. Change in absorption at 592 nm upon addition of Cu?** ions showing limit of detection
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Figure S20. UV-Vis absorption at 592 nm of 10 uM DSQ (1) (dissolved in DMF/ACN, 1:99, v/) in
different ion solutions after addition of Cu®**

S11



