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Fig. S1. '"H NMR NMR spectrum of HzL recorded in DMSO-d.
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Fig. S2. 13C NMR spectrum of H3L recorded in DMSO-dg.
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Fig. S3. ESI-MS spectrum of H;L in CH;0H.
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Fig. S4. ESI-MS spectrum of H,L-Cu?* in CH;OH.
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Fig. S5. Experimental and simulated' of isotopic distribution of [Cu(Cl)(H,L)(H,O) + Na]*
at m/z = 467.76.

Fig. S6. Spin density distribution in complex [Cu(HL)(H,O)]H,O (d).
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Fig. S7. pH effect on the fluorescence intensity of H;L and H,L-Cu?* at A = 425 nm (A¢ =
365 nm) in DMF/0.02 M HEPES (1:1, v/v,) at different pH (ca. 3-12) medium.
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Fig. S8. UV-vis absorption spectra of H;L. and H,L-Cu?*.
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Fig. S9. Observed visual color changes in room light (A) and under UV (B) of probe H;L
upon addition of Cu?" and S?, respectively, in DMF/0.02 M HEPES (1:1, v/v, pH = 7.4)
medium.
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Fig. S10, Job’s plot for HzL and Cu?* from absorption data at A = 425 nm.
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Fig. S11. Time dependent fluorescence response of HzL at A = 425 nm (A¢x = 365 nm) (5 pM;
DMF/0.02 M HEPES (1:1, v/v, pH = 7.4) in presence of ca. 5 equiv. of Cu** (5 uM).
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Fig. S12. Job’s plot for the fluorescence titration of HzL with Cu?* ions at A = 425 nm (Ae, =
365 nm).

S7



Y = 7.44979 + 1.18751 X
— R = 0.9906

64 6.2 -6'.2 58 -56
log[Cu™ ]

Fig. S13. Cu?" ion detection limit plot for the sensor H;L. Concentration is in nM.
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Fig. S14. Change in the absorbance of receptor H,L-Cu?* upon mixing with other anions.
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Fig. S15. Change in the absorption intensity of H,L-Cu?** (5 uM) upon gradual addition of
CN- solution in DMF/0.02 M HEPES (1:1, v/v, pH = 7.4) medium . Insets show the
corresponding Benesi-Hildebrand plot.
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Fig. S16. Change in the fluorescence intensity of H,L-Cu?* (5 uM) upon gradual addition of
CN- solution in DMF/0.02 M HEPES (1:1, v/v, pH = 7.4) medium. Insets show the titration
curve of H,L-Cu?* vs. the ratio of CN- and H,L-Cu?* concentrations at A = 425 nm (Ae, =
365 nm).
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Fig. 17. S* ion detection limit plot for the sensor H,L-Cu?*. Concentration is in uM.
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Fig. S18. Time dependent fluorescence response of H,L-Cu?* at A = 425 nm (A, = 365 nm)
in DMF/0.02 M HEPES (1:1, v/v, pH = 7.4) medium in presence of ca. 3 equiv. of S*.
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Fig. S19. ESI-MS spectrum of H,L-Cu?* in presence of 2 equiv. of Na,S obtained
in negative mode in methanol.
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Fig. S20. Cytotoxicity and cell proliferation effect of HzL and H,L-Cu?" were tested by
MTT assay. DL cells were incubated with 10 to 150 uM concentrations of probes for 24 h.

Sl



References

1. Patiny, L.; Borel, A.; Journal of Chemical Information and Modeling, 2013.

http://www.chemcalc.org

S12


http://www.chemcalc.org/

