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1. Characterization of azide-substitued DPA derivatives and P5A-DPA 
 

 
Figure S1: 1H NMR spectrum (400 MHz, chloroform–d, room temperature) of 2. 

 
 
 
 

 
Figure S2: 13C NMR spectrum (100 MHz, chloroform–d, room temperature) of 2. 
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Figure S3: Electrospray ionization mass spectrum of 2. 
 
 
 
 
 
 

 
 

Figure S4: 1H NMR spectrum (400 MHz, chloroform–d, room temperature) of 3. 
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Figure S5: 13C NMR spectrum (100 MHz, chloroform–d, room temperature) of 3. 
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Figure S6: Electrospray ionization mass spectrum of 3. 
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Figure S7: 1H NMR spectrum (400 MHz, chloroform–d, room temperature) of 4. 
 

 
 

Figure S8: 13C NMR spectrum (100 MHz, chloroform–d, room temperature) of 4. 
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Figure S9: Electrospray ionization mass spectrum of 4. 
 
 
 
 

 
 

Figure S10: 1H NMR spectrum (400 MHz, chloroform–d, room temperature) of 5. 
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Figure S11: 13C NMR spectrum (100 MHz, chloroform–d, room temperature) of 5. 
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Figure S12: Electrospray ionization mass spectrum of 5. 
 
 
 

485.0 487.5 490.0 492.5 495.0 497.5 500.0 502.5 505.0 507.5 m/z
0.00

0.25

0.50

0.75

1.00

1.25

1.50

1.75
Inten.(x100,000)

496.1216(1)
494.1265(1)

497.1251(1)
495.1264(1)

501.1988
485.2252 497.2249485.1831



S7 

 

 

 
Figure S13: 1H NMR spectrum (400 MHz, chloroform–d, room temperature) of DPA-6. 

 

 
 

Figure S14: 13C NMR spectrum (100 MHz, chloroform–d, room temperature) of DPA-6. 
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Figure S15: Electrospray ionization mass spectrum of DPA-6. 

 
 

 
 

Figure S16:1H NMR spectrum (400 MHz, chloroform–d, room temperature) of P5A, *is the signal of DCM which was included in the 
cavity of the host. 
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Figure S17:13C NMR spectrum (100 MHz, chloroform–d, room temperature) of P5A. 
 
 
 
 
 
 
 
 

 
 

Figure S18: Electrospray ionization mass spectrum of P5A. 
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Figure S19: 1H NMR spectrum (600 MHz, chloroform–d, room temperature) of P5A-DPA. 
 
 
 

 

 
 

Figure S20: 13C NMR spectrum (151 MHz, chloroform–d, room temperature) of P5A-DPA. 
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Figure S21:Electrospray ionization mass spectrum of P5A-DPA. 

 

 

 

 

 

2. Conformational characteristics of P5A-Py 

 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
Figure S22: (a) Chiral HPLC traces of P5A-Py, (b) (c) the first and second fractions of P5A-Py, detected by UV 
at 295 nm. (Conditions; column: DAICEL CHIRALPAK IA; mobile phase: hexane/dichloromethane 35:65; flow 

rate = 4.0 mL/min; temperature: 25 °C); (d) CD and (e) UV–vis spectra of the first and second fractions (10 M) in 
CHCl3 at 25 °C. 
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3. Aggregation behaviors of P5A-Py 
 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S23: (a) CD, (b) UV–vis and (c) fluorescence spectra of the RP5A-Py (20 M) in pure THF, 60% and 70% 
water in THF; inset: the normalized fluorescence spectrum. (d) DLS measurements of the aggregated RP5A-Py 
obtained from the mixture of THF/H2O (60% ). 
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