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1. Synthesis and characterizations of compounds
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Figure S1. 'H NMR spectrum (600 MHz, chloroform-d, room temperature) of A,.
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Figure S2. 3C NMR spectrum (150 MHz, chloroform-d, room temperature) of A,.
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Scheme S2. The synthetic route of Bj.
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Figure S3. 'H NMR spectrum (600 MHz, chloroform-d, room temperature) of 3.
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Figure S4. 'H NMR spectrum (600 MHz, chloroform-d, room temperature) of 4.
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Figure S5. 3C NMR spectrum (150 MHz, chloroform-d, room temperature) of 4.
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Figure S6. 'H NMR spectrum (600 MHz, chloroform-d, room temperature) of 6.
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Figure S7. 'H NMR spectrum (600 MHz, chloroform-d, room temperature) of Bs.



2ER
© mo wsww Rt
(=) -] (-] (537 o SV G N® & 00 o 6 I
S ma R < noaan —ow = =t 3 o A e
3 1w W < g o e o S 5 i B =
™ ™ o (=2} MMk~ DO <+ NN~ —
N/ R | ~N— Y (e —~

A |

160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0

Figure S8. 3C NMR spectrum (150 MHz, chloroform-d, room temperature) of Bs.

2. NOESY NMR spectrum of A,-B; complex in CDCI;
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Figure S9. 2D NOESY NMR spectrum (600 MHz, room temperature) in CDCl; of 7.5 mM A, and

5.0 mM B;.



3. Representative 2D DOSY NMR spectra of A,—-B; complex
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Figure S10. 2D DOSY NMR spectrum (600 MHz, CDCl;, 298 K) of mixtures of 3:2 molar ratio of

Az, B3 (100 mM Az)
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Figure S11. 2D DOSY NMR spectrum (600 MHz, CDCl;, 298 K) of mixtures of 3:2 molar ratio of

Az, B3 (200 mM Az)
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Figure S12. 2D DOSY NMR spectrum (600 MHz, CDCl3, 298 K) of mixtures of 3:2 molar ratio of

Az, B3 (500 mM Az)
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Figure S13. 2D DOSY NMR spectrum (600 MHz, CDCl3, 298 K) of mixtures of 3:2 molar ratio of

Az, B3 (100 mM Az)
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Figure S14. 2D DOSY NMR spectrum (600 MHz, CDCl3, 298 K) of mixtures of 3:2 molar ratio of

Az, B3 (200 mM Az)
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Figure S15. 2D DOSY NMR spectrum (600 MHz, CDCl;, 298 K) of mixtures of 3:2 molar ratio of

Az, B3 (300 mM Az)



4. The temperature-variant NMR experiments of Ay-B; complex in CDCl;

(b) A

(€) A

d) A

L@
edeac:
ﬁ_F

Figure S16. '"H NMR spectra (600 MHz) of mixtures of 3:2 molar ratio of Az, B3 (5.00 mM A;) in
CDCl; at various temperature: (a) 328 K; (b) 323 K; (¢) 318 K; (d) 313 K; (e) 308 K; (f) 303 K; (g)

298 K.



5. Cyclic voltammetry curves and partial 'H NMR spectra of DMP5 and DMP5 with

excess I,
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Figure 17. (a) Cyclic voltammetry curves (0.1 V/s) of 1.0 mM A, in the solution of

Tetrabutylammonium Hexafluorophosphate (0.10 mM in CHCls); (b) Partial '"H NMR spectra (600

MHz, CDCls, 298 K) of DMP5 (red line) and DMP5 with excess I, (blue line).



