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1. UV-vis spectra of 8, 11, 16, 17, 24 and 25 in CH3CN/water mixtures with different 

fractions of water (f
w
).
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Figure S1. UV-vis spectra of 8(A), 11a(B), 11b(C), 16(D), 17a(E), 17b(F), 24(G), 25a(H) and 25b(I) in CH3CN/water 

mixtures with different fractions of water (fw).

2. Optimized structures based on DFT (B3LYP/6-31G*) calculations
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Figure S2. Optimized structures based on DFT (B3LYP/6-31G*) calculations. 8, 11a-b, 16, 17a-b, 24 and 25a-b.

3. Partial 1H NMR spectra of [2]rotaxanes 17a-b
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Figure S3. 1H NMR spectra (600 MHz in CD3CN at r.t.) of 17a (A); 16 (B) and 17b (C).

4. Photographs of 24 and 25 in CH3CN/water mixtures with different fractions of water (f
w
) 

taken under UV illumination.
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Figure S4. Photographs of 24(A), 25a(B) and 25b(C) in CH3CN/water mixtures with different fractions of water (fw) taken 

under UV illumination.

5. NMR and Mass spectra
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