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1. Selectivity studies of macrocycles 12 and 17
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Figure S1. Fluorescence turn-on response of macrocycle 12 in the presence of 10 molar
equivalents of different metal salts in acetonitrile

1000- i
— Sr** Rb? Li*, Cs" Mn?",
gol = Cr* Fe? Ba®' Hg?',Cd?*",
Zn K* Ni?*, Pd?* Co? Na",
6004 Cu” Ag’,Ca®* Mg* Pb**

400+

200+

Fluorescence intensity (a.u.)

400 500 600 700
Wavelength (nm)

Figure S2. Fluorescence turn-on response of macrocycle 17 in the presence of 10 molar
equivalents of different metal salts in acetonitrile



2. Determination of complex stability constants based on spectroscopic titration data
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Figure S3. The globally fitted nonlinear regression curve for determining logKa based on
fluorescence titration data of macrocycle 15 with AR+
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Figure S4. The globally fitted nonlinear regression curve for determining logKa based on
fluorescence titration data of macrocycle 15 with Bi®*
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Figure Sb. Series of fluorescence emission spectra for titration of macrocycle 12 with Zn?* in
acetonitrile (A) and the globally fitted nonlinear regression curve for determining logKa (B)
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Figure S6. Series of fluorescence emission spectra for titration of macrocycle 12 with AF* in
acetonitrile (A) and the globally fitted nonlinear regression curve for determining logKa (B)
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Figure S7. Series of fluorescence emission spectra for titration of macrocycle 12 with Bi®* in
acetonitrile (A) and the globally fitted nonlinear regression curve for determining logKa (B)
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Figure S8. Series of fluorescence emission spectra for titration of macrocycle 17 with Zn?* in
acetonitrile (A) and the globally fitted nonlinear regression curve for determining logKa (B)
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Figure S9. Series of fluorescence emission spectra for titration of macrocycle 17 with AI* in
acetonitrile (A) and the globally fitted nonlinear regression curve for determining logKa (B)
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Figure S10. Series of fluorescence emission spectra for titration of macrocycle 17 with Bi®*
in acetonitrile (A) and the globally fitted nonlinear regression curve for determining logKa (B)



3. 'H-NMR and BC-NMR spectra of the new compounds (solvent: CDCIs unless
otherwise noted)
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Figure S11. *H-NMR spectrum of compound 7 (solvent: CD30D)
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Figure S12. 13C-NMR spectrum of compound 7 (solvent: CDs0OD)
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Figure S13. *H-NMR spectrum of compound 11
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Figure S14. 13C-NMR spectrum of compound 11
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Figure S15. *H-NMR spectrum of compound 12
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Figure S16. 13C-NMR spectrum of compound 12
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Figure S17. *H-NMR spectrum of compound 14
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Figure S18. 13C-NMR spectrum of compound 14
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Figure S19. *H-NMR spectrum of compound 15
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Figure S20. 3C-NMR spectrum of compound 15
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Figure S21. 'H-NMR spectrum of compound 17
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Figure S22. 13C-NMR spectrum of compound 17
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