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Fig. S1 Computer-generated CPK models of L, S and guests (PBA, PeDA, TNS and
CDab) (Avogadro 1.2.0 software). Distances between diagonal nitrogen atoms are shown.
Carbon, hydrogen, and nitrogen atoms are shown in gray, cloudy white, and blue,

respectively.
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Fig. S2 'H NMR spectrum of L1-Boc (400 MHz, CDCl3, 298K).
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Fig. S3 *C{'H} NMR spectrum of L1-Boc (100 MHz, CDCl3, 298K).
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Fig. S4 MALDI-TOF MS spectra of L1-Boc.
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Fig. S5 'H NMR spectrum of L1 (400 MHz, CD30D, 298K).
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Fig. S6 *C{'H} NMR spectrum of L1 (100 MHz, CD30OD, 298K).
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Fig. S7 MALDI-TOF MS spectra of L1.
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Fig. S8 'H NMR spectrum of hetero5-Boc (400 MHz, CDCl3, 298K).
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Fig. S9 *C{'H} NMR spectrum of hetero5-Boc (100 MHz, CDCl3, 298K).
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Fig. S10 MALDI-TOF MS spectra of hetero5-Boc.
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Fig. S11 'H NMR spectrum of hetero5 (400 MHz, CD;0D, 298K).
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Fig. S12 3C{'H} NMR spectrum of hetero5 (100 MHz, CD;0D, 298K).
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Fig. S13 MALDI-TOF MS spectra of hetero5.
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Fig. S16 MALDI-TOF MS spectra of L5-Boc
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Fig. S17 'H NMR spectrum of L5 (400 MHz, CD30D, 298K)
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Fig. S20 Fitting of fluorescence titration data of each host with PBA into 1:1 host-guest

model in BindFit software. Screenshots taken from the website supramolecular.org.
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Fig. S21 Fitting of fluorescence titration data of each host with PeDA into 1:1
host-guest model in BindFit software. Screenshots taken from the website

supramolecular.org.
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Fig. S22 Fitting of fluorescence titration data of each host with TNS into 1:1 host-guest

model in BindFit software. Screenshots taken from the website supramolecular.org.
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Fig. S24 Fluorescence spectral changes of PBA (0.5 uM) upon the addition of CDab in
the (A) absence and presence of (B) L1 (50 uM), (C) S1 (50 uM) and (D) LS5 (10 uM) in
aqueous HEPES buffer (0.01 M, pH 7.4, 0.15 M with NaCl) at 298K. The corresponding

titration curves. Ex 341 nm.
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