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§1. NMR and MS spectra 
1
H NMR spectrum (400 MHz, 298 K, CDCl3) of S-1 

 
13

C NMR spectrum (400 MHz, 298 K, CDCl3) of S-1 
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1
H NMR spectrum (400 MHz, 298 K, CDCl3) of S-3 
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C NMR spectrum (400 MHz, 298 K, CDCl3) of S-3 
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1
H NMR spectrum (400 MHz, 298 K, CD3CN) of S-4 
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C NMR spectrum (400 MHz, 298 K, CD3CN) of S-4 
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1
H NMR spectrum (400 MHz, 298 K, CD3CN) of 1 
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C NMR spectrum (100 MHz, 298 K, CD3CN) of 1 
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1
H NMR spectrum (400 MHz, 298 K, CDCl3) of 2 
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C NMR spectrum (400 MHz, 298 K, CDCl3) of 2 
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1
H NMR spectrum (400 MHz, 298 K, CD3CN) of 4B 
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C NMR spectrum (400 MHz, 298 K, CD3CN) of 4B 

 



S8 

 

1
H NMR spectrum (400 MHz, 298 K, CD3CN) of 4A 
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C NMR spectrum (400 MHz, 298 K, CD3CN) of 4A 
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1
H NMR spectrum (400 MHz, 298 K, CD3CN) of 5B 

 

13
C NMR spectrum (400 MHz, 298 K, CD3CN) of 5B 
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1
H NMR spectrum (400 MHz, 298 K, CD3CN) of 5A 

 

13
C NMR spectrum (400 MHz, 298 K, CD3CN) of 5A 
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1
H NMR spectrum (400 MHz, 298 K, CD3CN) of 7 

 

13
C NMR spectrum (600 MHz, 298 K, CD3CN) of 7 
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GCT-MS of compound S-1 
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GCT-MS of compound S-3 
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GCT-MS of compound 1 
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MS of compound 2 

 

MALDI-TOF of 4B 
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MALDI-TOF of 4A 

 

MALDI-TOF of 7 
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ESI-MS of 5B 

 

ESI-MS of 5A 
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§2. COSY-NMR spectra 

 

 

COSY-NMR spectra of 5B 
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COSY-NMR spectra of 5A 
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§3.    1
H NMR spectra of compound 5B 
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Figure S1. 
1
H NMR spectra (400 MHz, CD3CN, 298 K) of a) DB24C8, b) [2]catenane 5B, 

c)deprotonation of [2]catenane 5B, and d) reprotonation of [2]catenane 5B.  
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§4.    Absorption spectra of [2]catenane 4B and 5B 

 

 

Figure S2. Absorption spectra of (a) [2]catenane 4B (1×10
-4

 M), (b) [2]catenane 5B (1×10
-4

 M), (c) 

5B (1×10
-4

 M) + DIEA (2 eq.), (d) 5B (1×10
-4

 M) + DIEA (2 eq.) then TFA (4 eq.) in CH3CN. 

 


