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1. Copies of 1H NMR and 13C NMR spectra for new compounds 

 
Figure S1. Copy of 1H NMR spectrum for compound 4. 

 

Figure S2. Copy of 13C NMR spectrum for compound 4. 
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Figure S3. Copy of 1H NMR spectrum for compound 1b. 

 

Figure S4. Copy of 13C NMR spectrum for compound 1b. 
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Figure S5. Copy of 1H NMR spectrum for compound 2a. 

 

Figure S6. Copy of 13C NMR spectrum for compound 2a. 
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Figure S7. Copy of 1H NMR spectrum for compound 2b. 

 

Figure S8. Copy of 13C NMR spectrum for compound 2b. 

 



 S6  

2. Evaluation of supramolecular substitution reaction between 1a, 1b, 1c and 2a.  
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Figure S9. Stacked partial 1H NMR spectra of 2a at different temperatures, 600 MHz, 

10 mM in CDCl3. With lowering of temperature, partial signals for NHs shifted 
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upfield; signals for g zone splitted into two peaks: one shifted downfield and one 

shifted upfield. 
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Figure S10. Stacked partial 1H NMR spectra of 2a at different temperatures, 600 MHz, 

10 mM in CDCl3. With splitting of signals for Hd (Hd’) highlighted. 
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Figure S11. Stacked partial 1H NMR spectra of 1:1 mixed 1c and 2a at different 

temperatures, 600 MHz, each 10 mM in CDCl3. 
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Figure S12. Stacked partial 1H NMR spectra of 1:1 mixed 1a and 2a at different 

temperatures, 600 MHz, each 10 mM in CDCl3. 
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Figure S13. NOESY spectrum of 1:1 mixed 1a and 2a at 298 K, 600 MHz, each 10 

mM in CDCl3, with contacts between g zone and h zone, among NHs highlighted.  
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Figure S14. Stacked partial 1H NMR spectra of 1:1 mixed 1b and 2a at different 

temperatures, 600 MHz, each 10 mM in CDCl3, with splitting of signals for 2a-He (He’) 

highlighted. 
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3. Evaluation of supramolecular substitution reaction between 1a, 1b, 1c and 2b. 
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Figure S15. Stacked partial 1H NMR spectra of 2b at different temperatures, 600 MHz, 

10 mM in CDCl3, with splitting of signals for He and Hh highlighted. 
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Figure S16. Stacked partial 1H NMR spectra of 1:1 mixed 1a and 2b at different 

temperatures, 600 MHz, each 10 mM in CDCl3, with splitting of signals for NH and h 

zone highlighted. 

 



 S14  

O
C8H17

N

O

O

N

O

C8H17

N

H

H

H

N
H

O O
O

N

O

C8H17

N

H

H

O
O
C8H17

N

O

H

N
H

O

O

C8H17

N

O

H

N
H

O
O

C8H17

N

O

O

N

O

C8H17

N

H

H

H

N
H

OO
O

C8H17

N

O

H

N
H

O c

d

a

bh

i i'

h'

e d

2b1c

g

i

hg g'

f f'

 
 

789101112 ppm

298 K

288 K

278 K

268 K

258 K

248 K

238 K

228 K

223 K

 
 

Figure S17. Stacked partial 1H NMR spectra of 1:1 mixed 1c and 2b at different 

temperatures, 600 MHz, each 10 mM in CDCl3. 
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Figure S18. Stacked partial 1H NMR spectra of 1:1 mixed 1b and 2b at different 

temperatures, 600 MHz, each 10 mM in CDCl3, with splitting of signals for 

NHNH-Boc, 2b-Hd(Hd’), 2b-He(He’) highlighted. 
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4. Evaluation of supramolecular substitution reaction between 1a, 1b, 1c and 2c. 

 

 

Figure S19. Digital photograph of gel formed from 2c (left, ca. 0.8% (w/w). and 

1b&2c (right) in CDCl3 (each 10 mM).  
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Figure S20. Stacked partial 1H NMR spectra of 1:1 mixed 1a and 2c at different 

temperatures, 600 MHz, each 10 mM in CDCl3, with splitting of signals for h zone 

and i zone highlighted. 


