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Fig. 1 a) Xiray crystal structure of the asymmetric unit of recegdtior Hi bonds shown as
dashed linesb) & c) One of two similar molecules in thessymmetric unit is shown in two
orientations rotated by approx. 90°. H atoms not involved ibokding, minor disorder

components, and solvent of crystallization are omitted for clarity.
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Fig. 2 Xiray crystal structure of the asymmetrigituof receptorle Hi bonds shown as dashed
lines. H atoms not involved in Hbonding, minor disorder components, and solvent of
crystallization are omitted for clarity.
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Table 1Association constarftef receptorla~ewith Cl' iong’

2Measured in CEl;i DMSO (10:1, v/v) at298 K by the™H NMR titration method using the
chemicalshift change of the NHproton (Fig. 3i 8); host concentration wa$.0 x 10° M. °
Guests usedu,NCI.

Fig. 3 '"H NMR stack plot of a CDGBDMSO (10:1, v/v)solution ofla (4.0 x 103 M) upon
addition of BUNCI in CD;CN. K, = 6816 { 545) M™.
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