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Figure S1: HRMS spectrum of compound 3a
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Calcd mol. wt. = 629.2291
Observed mol. Wt. = 629.2279
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 Figure S2:  1H NMR spectrum of compound 3a recorded in CDCl3. Above shows the 
expansion

Figure S3: 1H-1H COSY spectrum of compound 3a recorded in CDCl3
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Figure S4: 13C NMR spectrum of compound 3a recorded in CDCl3 
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Figure S5: HRMS spectrum of compound 3b
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Calcd mol. wt. = 655.2447
Observed mol. Wt. = 655.2456
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Figure S6:  1H NMR spectrum of compound 3b recorded in CDCl3. Above shows the 
expansion

Figure S7: 13C NMR spectrum of compound 3b recorded in CDCl3 
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Figure S8: HRMS spectrum of compound 3c
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Calcd mol. wt. = 669.2604
Observed mol. Wt. = 669.2604
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Figure S9:  1H NMR spectrum of compound 3c recorded in CDCl3. Above shows the 
expansion

Figure S10: 13C NMR spectrum of compound 3c recorded in CDCl3 
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Figure S11: Absorption spectra of macrocycle 3a (5 X 10-5 M) in presence of various anions 

(tetrabutyl ammonium salt) recorded in CH3CN solvent.
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Figure S12: UV-Visible absorbance response of 3a (5 X 10-5 M) at λ=454 nm (left) and 530 

nm (right) in the absence and presence of the TBA salt of different anions in CH3CN solvent.
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Figure S13: Absorption spectra of macrocycle 3a (5 X 10-5 M) in different solvents.
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Figure S14: Absorption spectra of macrocycle 3a (5 X 10-5 M) in presence of TBFA in 

different solvents.
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Figure S15: Absorption spectrum of macrocycle 3b (5 X 10-5 M) recorded in CH3CN 

solvent.
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Figure S16: Absorption spectrum of macrocycle 3c (5 X 10-5 M) recorded in CH3CN 

solvent.
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Figure S17: ES-MS spectrum of macrocycle 3a complexed with F- (3a.F-)
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Chemical Formula: C39H36N2O2S2F
Calcd mol. wt. = 647.2205
Observed mol. Wt. = 647.2409
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Figure S18: Absorption spectral changes of expanded dithiacalixphyrin 3a (5 x 10-5 M) upon 

addition of increasing equivalents of F- ions (0-7 equiv) in THF solution. 
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