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Fig. S1. 1H NMR of 5 (500 MHz, CD3CN, 22 °C). 

 

 

 

 

 
Fig. S2. 1H NMR of 7 (400 MHz, CD3CN, 22 °C). 

 

 

 S2 

Supplementary Material (ESI) for Organic and Biomolecular Chemistry
This journal is © The Royal Society of Chemistry 2008



 

 

 
Fig. S3. 1H NMR of 3 (400 MHz, CD3CN, 22 °C). 

 

 

 

 
Fig. S4. 1H NMR of 4 (400 MHz, CD3CN, 22 °C). 
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Fig. S5. Electrospray ionization mass spectrum (ESI) of [2]rotaxane 5 in acetonitrile/methanol. Assignment of 

main peaks: m/z 2157.7 (30%) [5 – PF6 + H]+, 1006.3 (100%) [5 – 2PF6]2+. 
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Fig. S6. Electrospray ionization mass spectrum (ESI) of [2]rotaxane 7 in acetonitrile/methanol. Assignment of 

main peaks: m/z = 646.8 (11%) [7 − 3PF6]3+, 598.2 (7%) [7 − 3PF6 − HPF6]3+, 448.8 (100%) [7 − 4PF6]4+. 
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Fig. S7. Electrospray ionization mass spectrum (ESI) of dumbbell-shaped compound 4 in acetonitrile/methanol. 

Assignment of main peaks: m/z 1502.0 (25%) [4 – HPF6]+, 1022.7 (43%) [4 – 2PF6 – 2HPF6 – 2OCH3 + H2O]+, 

757.0 (100%) [4 – 3PF6 – (4-MeOPh)3PCH2PhCH2] +, 679.1 (28%) [4 – 2PF6]2+, 611.2 (76%) [4 – 3PF6 – HPF6 – 

(4-MeOPh)3PCH2PhCH2] +, 606.2 (62%) [4 – HPF6 – 2PF6]2+, 533.4 (9%) [4 – 2HPF6 – 2PF6]2+. 
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