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Figure S1: '"H-NMR spectrum of 2.



pcaaas oct4AADMSOfuIl.2.fid g B BRESER - %
1 44 RNAR 5 5
| Yo IANI | |
3 2
i
1
43
DMSO
i 6
1
4,7 .
9
1

45000

35000

30000

25000

20000

-15000

10000

T T T T T T T T T T T T T T T r T T T T T T
220 210 200 190 180 170 160 150 140 130 120 110 100 90 8O0 P 60 S0 40 30 20 10
f1 (ppm)

Figure S2: *C-NMR spectrum of 2.
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Figure S6: IR spectrum of 4.
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Figure S7: 'H-NMR spectrum of 4.
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Figure S8: ’C-NMR spectrum of 4.
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Figure S13: IR spectrum of M1.
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Figure S14: IR spectrum of M2.
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Figure S15: IR spectrum of M3.
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Figure S16: 'H-NMR spectrum of M1.
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Figure S17: '"H-NMR spectrum of M2.
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Figure S18: 'H-NMR spectrum of M3.
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Figure S19: BC-NMR spectrum of M1.
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Figure S20: 3C-NMR spectrum of M2.
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Figure S21: 3C-NMR spectrum of M3.
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Figure S23: COSY spectrum of M2.
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Figure S33: 3D optimized structures of molecules M1, M2 and M3 with atoms numbers.



3.2.1.4. Adsorption isotherms

Temkin isotherm:
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Figure S34. Temkin isotherm of M1 (a), M2 (b) and M3 (c)
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Figure S35. Freundlich isotherm of M1 (a), M2 (b) and M3 (c)
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Figure S36. Flory-Huggins isotherm of M1 (a), M2 (b) and M3 (¢)

Table S11. Comparison of R? values of Temkin, Freundlich, Flory—Huggins and Langmuir

Temperature (K) Temkin

Isotherm
(R?)
303 0.99
313 0.98
323 0.95
333 0.96
303 0.89
313 0.88
323 0.95
333 0.94
303 0.95
313 0.96
323 0.95

333

0.93

isotherms

Freundlich
Isotherm

(R?)

M1
0.97
0.96
0.97
0.98

M2
0.97
0.97
0.98
0.98

M3
0.99
0.98
0.96
0.95

Flory—Huggins

Isotherm
(R?)

0.99
0.99
0.91
0.91

0.95
0.94
0.97
0.92

0.97
0.96
0.95
0.58

Langmuir isotherms

(R?)
(Best fitted)

0.99
0.99
0.99
0.99

0.96
0.98
0.93
0.96

0.99
0.99
0.99
0.97




