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Figure S1. "H NMR spectrum of the compound 2a, CDCls, 298 K, 400 MHz.
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Figure S2. '"H NMR spectrum of the compound 2b, CDCls, 298 K, 400 MHz.
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Figure S3. "H NMR spectrum of the compound 2¢, CDCls, 298 K, 400 MHz.
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Figure 54. "H NMR spectrum of the compound 2d, CDCls, 298 K, 400 MHz.
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Figure S5. "H NMR spectrum of the compound 3a, CDCls, 298 K, 400 MHz.
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Figure S6. "H NMR spectrum of the compound 3b, CDCls, 298 K, 400 MHz.
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Figure S7. "H NMR spectrum of the compound 3¢, CDCls, 298 K, 400 MHz.
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Figure S8. '"H NMR spectrum of the compound 3d, CDCls, 298 K, 400 MHz.
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Figure S9. '"H NMR spectrum of the compound 4a, CDCls, 298 K, 400 MHz.
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Figure S10. '"H NMR spectrum of the compound 4b, CDCls, 298 K, 400 MHz.
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Figure S11. '"H NMR spectrum of the compound 4c, CDCls, 298 K, 400 MHz.
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Figure S12. "H NMR spectrum of the compound 4d, CDCls, 298 K, 400 MHz.
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Figure S13. 3C NMR spectrum of the compound 2a, CDCls, 298 K, 100 MHz.
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Figure S14. 3C NMR spectrum of the compound 2b, CDCls, 298 K, 100 MHz.
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Figure S15. 3C NMR spectrum of the compound 2¢, CDCls, 298 K, 100 MHz.
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Figure 516. 3C NMR spectrum of the compound 2d, CDCls, 298 K, 100 MHz.
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Figure S17. 3C NMR spectrum of the compound 3a, CDCls, 298 K, 100 MHz.
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Figure S18. 3C NMR spectrum of the compound 3b, CDCls, 298 K, 100 MHz.
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Figure 519. 3C NMR spectrum of the compound 3¢, CDCls, 298 K, 100 MHz.
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Figure S20. 3C NMR spectrum of the compound 3d, DMSOd6, 298 K, 100 MHz.
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Figure S21. 3C NMR spectrum of the compound 4a, CDCls, 298 K, 100 MHz.
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Figure 522. 3C NMR spectrum of the compound 4b, CDCls, 298 K, 100 MHz.
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Figure 523. 3C NMR spectrum of the compound 4c, CDCls, 298 K, 100 MHz.
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Figure 524. 3C NMR spectrum of the compound 4d, CDCls, 298 K, 100 MHz.
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Figure 525. FT-IR spectrum of the compound 2a.
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Figure S26. FT-IR spectrum of the compound 2b.
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Figure 527. FT-IR spectrum of the compound 2c.

0,40 —

0,35 —

0,30 — (:)

Jl\,Br
1 O

0,25 —

0,20 —

0,15 —

0,10 —

0,05 —

0,00 —

2000

1500

1000

500

4000 3500 3000 2500
cm

Figure S28. FT-IR spectrum of the compound 2d.

15

2000

1500

1000



0,25 —
WO\H/\N XNy Br
0,20
o -
0,15 —
<
010 —
0,05 =
0,00 —
! | ! ! ! | ! | ! | ! I ! |
4000 3500 3000 2500 2000 1500 1000 500
-1
cm
Figure 529. FT-IR spectrum of the compound 3a.
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Figure S30. FT-IR spectrum of the compound 3b.
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Figure S31. FT-IR spectrum of the compound 3c.

0,80
0,75 -
0,70

0,65 —
0,60 _- O z

] I
A ghe
0,50 —
0,45 —-

0,40 —
R
0,30 _- ﬂ
0,25 —-
0,20 —-
0,15 —-
0,10 —-
0,05 _-
0,00 —-

4000 3500 3000 2500 2000 1500 1000 500

Figure S32. FT-IR spectrum of the compound 3d.
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Figure S33. FT-IR spectrum of the compound 4a.
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Figure S34. FT-IR spectrum of the compound 4b.
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Figure S35. FT-IR spectrum of the compound 4c.
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Figure S36. FT-IR spectrum of the compound 4d.
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Figure S37. HRMS spectrum of the compound 3c.
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Figure S38. HRMS spectrum of the compound 3d.
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Figure 539. HRMS spectrum of the compound 4c.
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Figure 540. HRMS spectrum of the compound 4d.
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Figure S41. Bindfit (Fit data to 1:1, 1:2 and 2:1 Host-Guest equilibria) Screenshots taken from the
summary window of the website supramolecular.org. This screenshots shows the raw data for UV-
vis titration of 5 with 3a.
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Figure S42. Bindfit (Fit data to 1:1, 1:2 and 2:1 Host-Guest equilibria) Screenshots taken from the
summary window of the website supramolecular.org. This screenshots shows the raw data for UV-
vis titration of 5 with 3b.
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Figure 543. UV-vis titration spectra for the system: (a) pillar[5]arene 5 (1 x 10°M)/ 3a (C = 3.33x10°
- 5x10% M) in buffer (pH=7.4); (b) pillar[5]arene 5 (1 x 10° M)/ 3b (C=3.33 x 10° - 5 x 105 M) in
buffer (pH=7 4).

24



