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1 Synthetic route

F

F\/

(o] OH B
(o] o) | o‘/ \o |
~ X a4 ~
Tributyl borate o ~ a o
HO oH +  BFEt,0 ——————>
N,, 65°C, 8h
curcumin 2 HO BFy-cur OH

F _F
o}

B
benzoyl chloride Triethylamine o X ANF °
or butyryl chloride ——— o it
N, r.t., reflux, 8h )k )I\
Ry 0 O R,
le‘/
BF,-cur-Ben: Ri=R;= O

BF,-cur-But: Ri=R;= /\31{

Scheme S1 Synthetic route of BF2-cur-Ben and BF»2-cur-But.



2 Response and detection of the probes on AChE In vitro

Figure S1. Fluorescence emission of BF2-cur-Ben (A) andBF2-cur-But (B) under different solvent

conditions.
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Figure S2. Lambert-Beer plot of BF2-cur-Ben (A) and BF2-cur-But (B).
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Figure S3. UV absorption (A)(B) and fluorescence spectra (C)(D) of BFz-cur-Ben and
BF>-cur-But to AChE. The probes: 5 uM, AChE: 2.5 U/mL, Solvent: DMSO / PBS =5/ 95 (V/V),
pH = 7.4, incubation conditions: 37 °C, 60/20 min, Aex / Aem = 476 nm / 533 nm, error bars are +

SD (n=3).
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Figure S4. Fluorescence changes with incubation time for BF2-cur-Ben (A) (B) and BF>-cur-But
(C) (D). The probes: 5 uM, AChE: 2.5 U/mL, solvent: DMSO / PBS = 5/ 95 (V/V), pH = 7.4,
incubation conditions: 37 °C, 0-120/50 min, Aex / Aem = 476 nm / 533 nm, error bars are + SD
(n=3).



Figure S5. Molecular docking of BFz-cur-Ben to AChE(A) and BChE(B), and BF2-cur-But to

AChE(C) and BChE(D).

Table S1 Results of molecular docking studies of the2 probes with AChE and BChE

shortest distance for Ser hydrogen
pro-nuclear offense bonds
AChE  Ser-293:3.9 A 7
BF>-cur-Ben
BChE  Ser-287:3.9 A 3
AChE  Ser-293:2.7 A 4
BF»>-cur-But
BChE  Ser-287:3.2 A 2




3 Safety Evaluation of the probes
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Figure S6. Cell survival of A549, Hela, HepG2, HL-7702 and B16 cells at differentprobe

concentrations for BF2-cur-Ben (A) andBFz-cur-But (B).

4 TH NMR spectra of the compounds
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Figure S7. 'H NMR spectrum of BF2-cur in DMSO-ds.
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Figure S8. 'H NMR spectrum of BF2-cur-Ben in DMSO-ds
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Figure S9. 'H NMR spectrum of BF2-cur-But in DMSO-ds.



4 3C NMRspectra of the compounds
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Figure S10. 3C NMR spectrum of BF2-cur in DMSO-ds.

WJY-LIN-BJXL-1. 1. fid

— 164.38
122.32
120.72
112.56

—102.33
56.08

L 1100

L 1000

L 900

L 800

L 600

L 500

L 400

L 300

L 200

L 100

T T
100 90 80 70 60 50
£1 (ppm)

Figure S11. 3C NMR spectrum of BF2-cur-Ben in Chloroform-d.
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Figure S12. 3C NMR spectrum of BF2-cur-But in DMSO-ds.
5 ESI-MS spectra of the compounds
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Figure S13. ESI-HRMS spectrum of BF2-cur.
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Figure S14. ESI-MS spectrum of BF2-cur-Ben.
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Figure S15. ESI-MS spectrum of BF2-cur-But.



