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Figure S1  Fluorescence titration spectra (λex = 448 nm) of ThT@tQ[14] (1:1, 1 μM) in the presence of different stoichiometries of triazole pesticides / μM: 0, 0.25, 0.5, 0.75, 1.0, 1.25, 1.5, 1.75 and 2.0. (a) azaconazole, (b) triadimefon, (c) tebuconazole, (d) tricyclazole, (e) flutriafol, (f) penconazole and (g) triadimenol isomer A, respectively.
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Figure S2  (left) Fluorescence titration spectra (λex = 448 nm) of ThT@tQ[14] (1:5, 1 μM) in the presence of different stoichiometries of flusilazole / μM: 0, 0.25, 0.5, 0.75, 1.0, 1.25, 1.5, 1.75, 2.0, 2.5, 3.0, 3.5 and 4.0; (right) Profile of fluorescence intensity of ThT@tQ[14] vs Cflusilazole/CThT@tQ[14].
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Figure S3  Fluorescence titration spectra (λex = 448 nm) of ThT@tQ[14] (1:5, 1 μM) in the presence of different stoichiometries of triazole pesticides / μM: 0, 0.25, 0.5, 0.75, 1.0, 1.25, 1.5, 1.75 and 2.0. (a) azaconazole, (b) triadimefon, (c) tebuconazole, (d) tricyclazole, (e) flutriafol, (f) penconazole and (g) triadimenol isomer A, respectively.
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Figure S4  Nonlinear fitted fluorescence data for tQ[14](ThT (1:1, 1 μM) with flusilazole.
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Figure S5  Standard calibration curves of the complexes of flusilazole with ThT@tQ[14] (1:1).

[image: image6.emf]y = -98.251x + 863.26

R

2

 = 0.9864

730

770

810

850

890

0 0.25 0.5 0.75 1 1.25

Fluorescence Intensity

C

flusilazole 

(10

-6

 mol/L)


Figure S6  Standard calibration curves of the complexes of flusilazole with ThT@tQ[14] (1:5).
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Figure S7  Fluorescence titration spectra (λex = 448 nm) of tQ[14](ThT(flusilazole (1:1:1, 1 μM) in the presence of different stoichiometries (a) Na+, (b) K+, (c) Zn2+, (d) Mg2+, (e) Cu2+, (f) Cl(, (g) Br(, (h) NO3(, (i) HSO4( and (j) H2PO4(.
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Figure S8  (left) Fluorescence titration spectra (λex = 448 nm) of tQ[14](ThT(flusilazole (1:1:1, 1 μM) in the presence of different stoichiometries of Ca2+ / μM: 0, 10, 20, 40, 60, 80, 100, 120, 140, 160, 180 and 200; (right) Profile of fluorescence intensity of tQ[14]-ThT-flusilazole vs CCa2+/CtQ[14]-ThT-flusilazole.
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Figure S9  Titration 1H NMR spectra (400 MHz, D2O) of (a) ThT, (b) tQ[14]–ThT (1:1), (c) tQ[14]–ThT–azaconazole (1:1:1), (d-g) tQ[14]–ThT–azaconazole (1:1:1) in the presence of Ca2+.
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Figure S10  1H NMR spectra (400 MHz, D2O) of (a) ThT, (b) tQ[14]–ThT (1:1), (c) tQ[14]–ThT–azaconazole (1:1:0.5), (d) tQ[14]–ThT–azaconazole (1:1:1), (e) tQ[14]–ThT–azaconazole (1:1:2), (f) tQ[14]–azaconazole and (g) azaconazole.
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Figure S11  1H NMR spectra (400 MHz, D2O) of (a) ThT, (b) tQ[14]–ThT (1:1), (c) tQ[14]–ThT–triadimefon (1:1:1), (d) tQ[14]–ThT–triadimefon (1:1:2), (e) tQ[14]–triadimefon and (f) triadimefon.
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Figure S12  1H NMR spectra (400 MHz, D2O) of (a) ThT, (b) tQ[14]–ThT (1:1), (c) tQ[14]–ThT–tebuconazole (1:1:1), (d) tQ[14]–ThT–tebuconazole (1:1:2), (e) tQ[14]–tebuconazole and (f) tebuconazole.
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Figure S13  1H NMR spectra (400 MHz, D2O) of (a) ThT, (b) tQ[14]–ThT (1:1), (c) tQ[14]–ThT–tricyclazole (1:1:1), (d) tQ[14]–ThT–tricyclazole (1:1:2), (e) tQ[14]–tricyclazole and (f) tricyclazole.
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Figure S14  1H NMR spectra (400 MHz, D2O) of (a) ThT, (b) tQ[14]–ThT (1:1), (c) tQ[14]–ThT–flutriafol (1:1:1), (d) tQ[14]–ThT–flutriafol (1:1:2), (e) tQ[14]–flutriafol and (f) flutriafol.
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Figure S15  1H NMR spectra (400 MHz, D2O) of (a) ThT, (b) tQ[14]–ThT (1:1), (c) tQ[14]–ThT–penconazole (1:1:1), (d) tQ[14]–ThT–penconazole (1:1:1), (e) tQ[14]–penconazole and (f) penconazole.
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Figure S16  1H NMR spectra (400 MHz, D2O) of (a) ThT, (b) tQ[14]–ThT (1:1), (c) tQ[14]–ThT–triadimenol isomer A (1:1:1), (d) tQ[14]–ThT–triadimenol isomer A (1:1:2), (e) tQ[14]–triadimenol isomer A and (f) triadimenol isomer A.
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flusilazole
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tQ[14]-ThT- flusilazole（1:1:1）
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Figure S17  The DOSY spectra of tQ[14], ThT, flusilazole and tQ[14]-ThT-flusilazole (1:1:1) ternary interaction species in D2O at 298 K.
[image: image21.png]Time (s)

3000

400050006000

2000

1000

o
<

® & + oo ° e e
- o ?

(sir) @1eas eam paroouion (lowyP3) 14 poziieuion

0.4 0.6 0.8 1.0 1.2 1.4 1.6
Mole Ratio

0.2




Figure S18  Isothermal titration calorimetry profiles of tQ[14] in the presence of the guest ThT in aqueous solution at 298.15 K.
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Figure S19  Isothermal titration calorimetry profiles of tQ[14] in the presence of the guest flusilazole in aqueous solution at 298.15 K.
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Figure S20  Isothermal titration calorimetry profiles of tQ[14] in the presence of the guest azaconazole in aqueous solution at 298.15 K.
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Figure S21  Isothermal titration calorimetry profiles of tQ[14] in the presence of the guest triadimefon in aqueous solution at 298.15 K.
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Figure S22  Isothermal titration calorimetry profiles of tQ[14] in the presence of the guest tebuconazole in aqueous solution at 298.15 K.
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Figure S23  Isothermal titration calorimetry profiles of tQ[14] in the presence of the guest tricyclazole in aqueous solution at 298.15 K.
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Figure S24  Isothermal titration calorimetry profiles of tQ[14] in the presence of the guest flutriafol in aqueous solution at 298.15 K.
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Figure S25  Isothermal titration calorimetry profiles of tQ[14] in the presence of the guest penconazole in aqueous solution at 298.15 K.
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Figure S26  Isothermal titration calorimetry profiles of tQ[14] in the presence of the guest triadimenol isomer A in aqueous solution at 298.15 K.
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Figure S27  Fluorescence spectra (λex=448 nm) for ThT@HMeQ[6] (1:1, 1 μM) and ThT@Q[7] (1:1, 1 μM).
