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Table S1. The photophysical properties of PCQ.

Aabs'  Emax. Aem ¢ Eoo® Emomo® Eromo  Enomo® Erumo®
Compound o
P (nm) (nm) r %) (eV) (eV) (eV) (eV)
PCQ 469 345 577 0.60 2.29 —4.80 -2.51 -4.71 -2.17

¥ Measured in THF (1x10° M). °& (x10*M 'cm ). © Measured in THF using Rhodamine 6G as reference (®p =
0.75 in water), Ao, = 488 nm. ¢ E, was determined from the edge of the absorption spectrum. ¢ Eyomo Was
defined as the ground station potential (first oxidation peak) of the dyes was measured in THF with
ferrocene/ferrocenium (Fc/Fc') as an internal reference, and the energy level of Fc/Fc' was assumed at —4.8 eV to
vacuum. | BErumo= Enomo —Eoo. & Energy levels of HOMO and LUMO versus vacuum were given after
geometrical optimization.
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Fig. S1 Simulated UV-vis absorption spectrum of PCQ.
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Table S2 Electronic transition data obtained by the TD/DFT-B3LYP/6-31G
calculation for PCQ

Electronic transition | A (nm) | E (eV) | Oscillator strength | Transition assignment

1 458.74 2.7027 | 1.3859 HOMO— LUMO
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Table S2. The gelation ability of three compounds in various solvents.”

solvent PCQ solvent PCQ
Benzene I Cyclohexane I
Toluene I THF S
o-Dichlorobenzene G (0.09) DMF S
Bromobenzene G (0.06) DMSO G (1.0)
Ethanol I Acetophenone G (0.1)
Ethyl acetate I Benzyl alcohol G (0.5)
Hexane I Aniline G (0.2)

® G — gel; P — precipitate; S — soluble. ° The minimum gelation concentration (CGC),
wt/vol%.
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Fig. S2 CD spectra of PCQ gel (a) and two-component of PCQ and C12C60COOH

(molar ratio = 1:1) in ODCB.
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Fig. S3 FT-IR spectra of (a) PCQ xerogel (red) and solution (black) in ODCB/DMSO
(viv = 1:1), and (b) two-component gel of C12C60COOH and PCQ with different

molar ratio.
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Fig. S4 Fluorescence spectra of xerogel films of C12C60COOH and PCQ with
different ratio; the concentration of PCQ in all samples is 0.1 wt/vol. Films were
prepared by dropping the corresponding hot solutions of 20 puL on the silicon plate

and evaporating solvent naturally. A¢x =480 nm.
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Fig. S5 Schematic representation of molecular packing model in two-component gel

with PCQ and C12C60COOH.
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Fig. S6 Cyclic voltammogram of PCQ (a) and C12C60COOH in THF and ODCB,
respectively.
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