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1. Crystallographic details and data

Scheme 1. Crystallographic numbering (left- and right-handed) of 1.

Table 1. Conformational properties of 1.

| 1 11 average
angle® (°) 26.2/158.1 36.3/145.2 33.6/153.1 32.0/ 1521
distance® (A) 5.58/7.96 5.78/7.91 5.87/7.85 5.7417.91
Crown pocket diameter (A) 6.13 6.36 6.28 6.26
Contact angle (°) 125.7 1195 1355 -
Pair distance (A) 4,03 4.69 7.34 -

& Between the opposite aromatic ring centroids
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2. NMR titration data and Job plot
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Data for Ll:1 complex of MCS and AChCLl in CDCL3 (titrant)

Figure 1. FitPlot of 1 and AChCI in CDCls.
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Data for 1:1 complex of MCE end TMACL in CDC13-MeOD 1:1 (titramt)

Figure 2. FitPlot of 1 and TMACI in MeOD-CDCl; (1:1).
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Figure 3. Job plot of 1 and AChCI in CDCls.
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CDCls
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Figure 4. 'H NMR spectrum of 1 in CDCl.
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CDCls

Figure 5. *C NMR spectrum of 1 in CDCls.
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