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Fig. S1. 1H (599.957 MHz) NMR ROESY spectrum of 1' in D2O at pD ≥ 12. The rectangles enclose the cross-peaks arising from NOE interactions between the hexyl protons and the CD H3, H5, and H6 protons.
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Fig. S2. 1H (599.957 MHz) NMR ROESY spectrum of 3' in D2O at pD ≥ 12.
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Fig. S3. 1H (599.957 MHz) NMR ROESY spectrum of 4' in D2O at pD ≥ 12. The rectangles enclose the cross-peaks arising from NOE interactions between the cubyl methyl protons and the CD H3, H5, and H6 protons.
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Fig. S4. 1H (599.957 MHz) NMR ROESY spectrum of 5 in D2O at pD ≥ 12.
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Fig. S5. 1H (599.957 MHz) NMR ROESY spectrum of  6A-(6-aminohexyl) amino-6A-deoxy--cyclodextrin, the CD analogue of 1, in [2H7]-DMF. The rectangles enclose the cross-peaks arising from NOE interactions between the hexyl H2-H5 protons and the CD H3, H5, and H6 protons. The two sharp resonances amidst the CD H6A,H6A’ and hexyl H1,H6 resonances arise from [2H7]-DMF 1H impurity.
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