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Figure S1. 'H NMR spectrum (CDCls, 328 K, 400 MHz) of 7; s = solvent.
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Figure S2.3C NMR spectrum (CDCl;, 328 K, 100 MHz) of 7; s
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Figure S3.2D NMR COSY spectrum (CDCls, 328 K) of 7.
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Figure S6. 'H NMR spectrum (DMSO-ds, 373 K, 400 MHz) of 8 (s = solvent, g = residual grease).



ObG'LT ~_
E90°0€ .
szL0E "
99L°L€
0Z0°8E

Z01'6€ /| W

T1€°6¢€
025'6E
62L6E
LE6'BE
b0

G9EES -

16869
STLEL—

£20°FTT —

192°821 —
0Z9°ZET .
LOB'PET ~
Sy LET —

BES'ZST —

COOH

9557691 —

150 140 130 120 110 100 90 a0 70 60 S0 40 30 20 10
f1 (ppm)

160

180

Figure $7.°C NMR spectrum (DMSO-de, 373 K, 100 MHz) of 8 (s = solvent).
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Figure S8. 2D NMR COSY spectrum (DMSO-dg, 373 K) of 8.

f1 (ppm)
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Figure $9. 2D NMR HMBC spectrum (DMSO-dg, 373 K) of 8.
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Figure $10. 2D NMR HSQC spectrum (DMSO-dg, 373 K) of 8.
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Figure S11. 'H NMR spectra (CDCl;, 298 K) of the host-guest complexes (a) 3im1

—6H+5PrNH3+ . . R el
4p, NHEH . W:IMl in or PrNH;" in; ¢: PrNH, out; S = solvent.
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Figure S12. 2D NMR HMQC spectrum (2:1 CD;0D/CDCl; solution, 298 K) of host-guest complex

8—6H+,5DopaMe2NH3+
DopaMe2NH3+ .
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Figure $13. 'H NMR spectra (2:1 CD;0D/CDCl; solution, 298 K) of host-guest complex 875 ieRn i3+,
S = solvent; w = water; ¥: TryptMe in; A: TryptMe out (16 equiv.); *: tBuNH, (20 equiv.); *: residual

grease.
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Figure S14. 'H NMR spectra (CDCl;) of (a) the assembly 130+ « 55304, pic at 298 K, of the
assembly 138+ o 5530 vz, PiC at 298 K (b) and at 330 K (c), and of the assembly 1387 »

5DopaMe2NH3+ at 298 K. S = solvent; A: IMI in; W¥: ammonium in.
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Figure $15. 2D NMR COSY spectrum (CDCls, 298 K, selected area) of 134 ¢ 5palt, o yyss,Pic. S =

solvent.
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Figure $16. 2D NMR HMQC spectrum (CDCls, 298 K) of 1381 o 5530, 1o vuzs,Pic. S = solvent.
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Figure S17. 2D NMR COSY spectrum (CDCl;, 298 K, selected area) of 13iff * 5papameznuz+- S =

solvent.
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Figure $18. 2D NMR HMQC spectrum (CDCls, 298 K) of 1341] * 5papameznnz+- S = solvent.
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Figure S19. 'H NMR spectra (CDCls, 298 K) of (a) 337 » 4pohpz.,Pic, (b) 330t e 4prHi. | ()
330r o 2530 Pic and (d) 3381 o C17 o 25304, .S = solvent; W = water; A: IMI in; W: PrNH;" in;

O: CONHPh protons.
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Figure $20. 'H NMR titration of calix[6]hexa-acid 4 by PrNH, (CDCls, 298 K), showing the quantitative

inclusion of the propylammonium ion upon addition of 3 equiv. of PrNH,.





