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1. Procedures for the determination of binding constants of rotaxane 52nd with PGO 

1-1 Rotaxane 52nd with (R)-PGO 

A solution of 52nd (0.57 mM) and a solution of (R)-PGO (46.2 mM) each in C6D6 were prepared. An 
initial 1H NMR spectrum of 52nd was recorded. Samples were made by adding the guest solutions to a 650 
μL of the host solution. Namely, 20, 40, 60, 80, 100, 120, 140, 190, 240, 340, and 440 μL portions of the 
guest solution were added. Then, spectra of these samples were recorded. The association constant was 
calculated by the non-liner least-squares method[1-3] following the chemical shifts of one of the aromatic 
protons of 52nd shown in Scheme 1 as He. 
 

1-2 Rotaxane 52nd with (S)-PGO 

A solution of 52nd (0.57 mM) and a solution of (S)-PGO (56.8 mM) each in C6D6 were prepared. An 
initial 1H NMR spectrum of 52nd was recorded. Samples were made by adding the guest solutions to a 650 
μL of the host solution. Namely, 15, 30, 50, 70, 100, 130, 170, 210, 250, 290, and 330 μL portions of the 
guest solution were added. Then, spectra of these samples were recorded. The association constant was 
calculated by the non-liner least-squares method[1-3] following the chemical shifts of one of the aromatic 
protons of 52nd shown in Scheme 1 as He. 
 

  



 S3

2. Table S1 Tabulated 1H NMR titration data of Rotaxane 52nd with (R)-PGO 

 

3. Figure S1 1H NMR titration curve for the complexation of Rotaxane 52nd with (R)-PGO 
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4. Table S2 Tabulated 1H NMR titration data of Rotaxane 52nd with (S)-PGO 

 

5. Figure S2 1H NMR titration curve for the complexation of Rotaxane 52nd with (S)-PGO 
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