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'H and ¥*C NMR Spectra of compounds 1a-c.
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Figure S1. "HNMR Spectrum (400 MHz, D,0, 298 K) of derivative 1a.
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Figure S2. >*C NMR Spectrum (100 MHz, D,0, 298K) of derivative 1a.
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Figure S3. '"HNMR Spectrum (600 MHz, D,0, 298 K) of derivative 1b.
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Figure S4. >’CNMR Spectrum (150 MHz, D,0, 298K) of derivative 1b.
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Figure S5. "HNMR Spectrum (600 MHz, D>0, 298 K) of derivative 1c.
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Figure S6. '"C NMR Spectrum (150 MHz, D,0, 298K) of derivative 1c.
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Figure S7. HR ESI MS of derivative 1a.

. ES|_neg_CC165_D0000T.d: M5
243.03334

2
3 S08.05606
331.7076%

1-
71347463

2
1041 6268 2707.51885
1625.75584 1954.48821

500 1000 1500 2000 2500 miz.

Figure S8. HR ESI MS of derivative 1c
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FT-IR Spectra of Derivatives la-c

The FT-IR spectra of derivatives 1a, 1b and 1¢ (KBr dispersion) show the following absorption
bands:

e v(on) stretching vibration at 3425 cm;
e v(s-0) stretching vibration at 1180 cm™ and 1050 cm™.
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Figure S9. FT IR spectrum of derivative 1a
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Figure S10. FT IR spectrum of derivative 1b.

S11



Abs

0.8

0.6

0.4

0.2

0.0-

==

4000 3500 3000 2500 2000 1500 1000 500

Wavenumber (cm'1)

Figure S11. FT IR spectrum of derivative 1c.
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TGA (DTG) Analysis of Derivatives la-c
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Figure S12. TGA / DTG of derivative 1a.
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Figure S13. TGA / DTG of derivative 1b.
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Figure S14. TGA / DTG of derivative 1c.
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DFT Calculations

Figure S15. DFT-optimized structure of the supramolecular complex SO4*@1b at B3LYP/6-
31G(d,p) level of theory. O—H:--O=S mean distance of 2.53 A.

Figure S16. DFT-optimized structure of the supramolecular complex SO4>@1b at B3LYP/6-
31G(d,p) level of theory. O—H:--O=S mean angle of 172.1°.

S15



Cartesian coordinates of the DFT-optimized structures of derivatives la-c and of the SO4*@1b
complex.

B3LYP/6-31G(d,p) level of theory.
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.036800
.440300
.763400
.352000
.742700
.579200
.465400
. 735900
.602800
.048000
.102800
.207700
.494400
.818100
.645200
.048300
.030500
. 776900
.219400
.403000
.057900
.961400
.051600
.436700
.546300
.482800
.718400
.912700
.182300
.411800
.578500
.472900
.894500
.431000
.850700
.767900
.857300
.040900
.613100
.265100
.425000
.842400
.256900
.693200

.168700
.296400
.128100
.071700
.533300
.199900
.522000
.311500
.896600
.475700
.920400
.447800
.814000
.734100
.926100
.553200
.063700
.032300
.310100
.724000
.325500
.612000
.065800
.270100
.301800
.384800
.287800
.547600
.303600
.040500
.678600
.700900
.700100
.694600
.507000
.733600
.693500
.105900
.887600
.171700
.942600
.565700
.975900
.748300
.028400
.471400
.121200
.888900
.051400
.017400
.750000
.798800
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