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Figure S1. 'H NMR (400 MHz, DMSO-dg, 298 K) spectrum of PBC (3.0 mM).
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Figure S2. 3C NMR (101 MHz, DMSO-ds, 298 K) spectrum of PBC (3.0 mM).
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Figure S3. 'H NMR (400 MHz, D,0, 298 K) spectrum of PFC (3.0 mM).
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Figure S4. 3C NMR (101 MHz, D,0, 298 K) spectrum of PFC (3.0 mM).
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Figure S5. HRMS (ESI) spectrum of PFC.
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Figure S6. 'H NMR (400 MHz, DMSO-ds, 298 K) spectrum of PCC (3.0 mM).

T T T T T T T T T T T

—152.92
—145.77
13712
13242
2129.96
112969
~124.13
—47.08

110 9 80 70 60 50 40 30 20 10 O
1 (ppm)

Figure S7. 3C NMR (101 MHz, DMSO-dg, 298 K) spectrum of PCC (3.0 mM).
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Figure S8. 'H NMR (400 MHz, D,0, 298 K) spectrum of PIC (3.0 mM).
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Figure S9. 3C NMR (101 MHz, D,0, 298 K) spectrum of PIC (3.0 mM).
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Figure S10. HRMS (ESI) spectrum of PIC.
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Figure S11. "H NMR (400 MHz, DMSO-dg, 298 K) spectrum of PEC (3.0 mM).
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Figure S12. >*C NMR (101 MHz, DMSO-dg, 298 K) spectrum of PEC (3.0 mM).
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Figure S13. '"H NMR (400 MHz, DMSO-dg, 298 K) spectrum of PC (3.0 mM).
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Figure S14. 3C NMR (101 MHz, DMSO-dg, 298 K) spectrum of PC (3.0 mM).
a — b 1000
386 441 —— Excitation 5 5% nm
104 —— Emission Fit
3
8 0.8+ i
- 0
2 E 100
2 e 3 t =223 08
£ 2
° 2
g 041 £ 104
£ E
2 0.2
0.0 . T T 1
400 500 600 700
wavelength (nm) Time (ns)

Figure S15. (a) Excitation and photoluminescence spectra of PBC in solid; (b) Time-
resolved PL decay of PBC in solid at room temperature (@ 441 nm);
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Figure S16. Time-resolved PL decay of PBC/CBJ6] in solid at room temperature (@

427 nm).
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Figure S17. Fluorescence (a) and Phosphorescence (b) quantum efficiency of

PBC/CB[6].
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Figure S18. (a) XRD patterns of PBC/CB[6] without (black) and with (wine) further
grinding; (b) Time-resolved PL decay of PBC/CB[6] without (wine) and with (cyan)

further grinding.
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Figure S19. (a) Excitation, photoluminescence and phosphorescence spectra of
PFC/CBJ6] in solid; (b) Time-resolved PL decay of PFC/CBJ[6] in solid at room
temperature (@ 434 nm); (c) Time-resolved PL decay of PFC/CBJ[6] in solid at room

temperature (@ 520 nm).
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Figure S20. (a) Excitation, photoluminescence and phosphorescence spectra of

PCC/CBJ6] in solid; (b) Time-resolved PL decay of PCC/CBJ[6] in solid at room

temperature (@ 420 nm); (c¢) Time-resolved PL decay of PCC/CB[6] in solid at room

temperature (@ 500 nm).
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Figure S21. (a) Excitation, photoluminescence and phosphorescence spectra of

PIC/CBJ[6] in solid; (b) Time-resolved PL decay of PIC/CB[6] in solid at room

temperature (@ 477 nm); (c) Time-resolved PL decay of PIC/CB[6] in solid at room

temperature (@ 575 nm).
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Figure S22. (a) Excitation and photoluminescence spectra of PFC in solid; (b) Time-
resolved PL decay of PFC in solid at room temperature (@ 443 nm); (c) Excitation and
photoluminescence spectra of PCC in solid; (d) Time-resolved PL decay of PCC in
solid at room temperature (@ 434 nm); (e) Excitation and photoluminescence spectra
of PIC in solid; (f) Time-resolved PL decay of PIC in solid at room temperature (@ 505

nm).
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Figure S23. (a) Excitation and photoluminescence spectra of PEC/CBJ[6] in solid; (b)

Time-resolved PL decay of PEC/CBJ6] in solid at room temperature (@ 494 nm); (c)

Excitation and photoluminescence spectra of PC/CBJ[6] in solid; (d) Time-resolved PL

decay of PC/CBJ6] in solid at room temperature (@ 494 nm).
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Figure S24. (a) Excitation and photoluminescence spectra of PEC in solid; (b) Time-

resolved PL decay of PEC in solid at room temperature (@ 530 nm); (c) Excitation and

photoluminescence spectra of PC in solid; (d) Time-resolved PL decay of PC in solid

at room temperature (@ 510 nm).
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Figure S25. High resolution matrix-assisted laser desorption-ionization time of flight
mass spectrometry (MALDI-TOF MS) of PX/CB[6] complexes. (a) PFC/CB[6]; (b)
PCC/CBJ[6]; (c) PIC/CB[6]; (d) PEC/CBJ6]; (¢) PC/CBJ6]; (Inset: zoomed peak; black:

calculated data; red: observed data).
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Figure S26. 'H NMR (400 MHz, D,0, 298 K) spectra of PFC/CB[6] (maroon) and

PFC (black).
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Figure S27. '"H NMR (400 MHz, D,0, 298 K) spectra of PCC/CB[6] (maroon) and
PCC (black).
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Figure S28. 'H NMR (400 MHz, D,0, 298 K) spectra of PIC/CB[6] (maroon) and PIC

(black).
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Figure S29. 'H NMR (400 MHz, D,0, 298 K) spectra of PEC/CB[6] (maroon) and

8.6 8.2 7.8 7.4 7.0

PEC (black).
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Figure S30. 'H NMR (400 MHz, D,0, 298 K) spectra of PC/CB[6] (maroon) and PC

(black).
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Figure S31. Fluorescence (a) and Phosphorescence (b) quantum efficiency of

PFC/CBI6].
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Figure S32. Fluorescence (a) and Phosphorescence (b) quantum efficiency

PCC/CB[6].
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Figure S33. Fluorescence (a) and Phosphorescence (b) quantum efficiency

PIC/CB[6].
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