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Supplementary Figure S1:Time evolution plot of secondary structures, AChE (A) and AChE-
12complex (B), during the simulation in water at 300 K.
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Supplementary Figure S2: Structural contents of AChE (A) and AChE-12complex (B), during the
simulation in water at 300 K.
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Supplementary Figure S3:Time evolution plot of secondary structures, ABi_4 (A) and AB;.4,-12complex
(B), during the simulation in water at 300 K.
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Supplementary Figure S4: Structural contents of AB;.4, (A) and AB;.4,-12complex (B), during the

simulation in water at 300 K.
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THNMR of Compound 4
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13C NMR of Compound 4
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Mass spectra of compound 4
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THNMR of compound 5
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13C NMR of compound5
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spectra of Compound 5
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'H NMR of compound 6
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13C NMR of compound 6
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Mass spectra of Compound 6
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TH NMR of Compound 7
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13C NMR of compound 7
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Mass spectra of 7
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13C NMR of Compound 8
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Mass spectra of Compound 8
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TH NMR of Compound 9
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I3C NMR of Compound 9
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Mass spectra of compound 9
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'H NMR of Compound 10
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13C NMR of Compound 10
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Mass spectra of compound 10
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'H NMR of Compound 11
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13C NMR of Compound 11
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Mass spectra of compound 11
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THNMR spectra of Compound 12
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IBCNMR of Compound 12
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Mass spectra of Compound 12
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IH NMR of Compound 13
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13C NMR of Compound 13
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Mass spectra of Compound 13
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'H NMR of Compound 14
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Supplementary Data

13C NMR of Compound 14
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Mass spectra of Compound 14
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'H NMR of Compound 15
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13C spectra of Compound 15
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'H NMR of Compound 16
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13C NMR of Compound 16
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Mass spectra of Compound 16
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'H NMR of Compound 17
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13C NMR of Compound 17
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Mass spectra of Compound 17

Compound Table
HiFG Gy

Compound Label AT Mata Formwla MFG Formiusla ippm) £ Formuta
Cpd4 QTHIIFINAOIS2] Q083 HIFRITH CITHIIFA N4 01 52 CITHIIFINA 03 52 66|  CIHDFIN OIS
CompoundLabel __Im/z __[RT ~[Agorithm  |Mass
Cpd 4: 2 H23FINA 03 513.1257  |0.089 |Find by Molecular Feature |512.1182
I _
MFE M5 Spectrum
%10 7 [Cpd 4: C22 H23 F3 N4 O3 52 +ESI MFE Spectrum (0.041-0.581 min) Frag=175.0v CB-23.d

" 5131257

2 [IC22 HZ3 F3 §4 O3 S2j+H)+

15

1

a5

0

150 200 250 300 350 400 450 500 550 600 650 700 750 00 #50 900
Counts vs. Mass-o-Charge (miz)

MFE M5 Znoméd Spectrum

w10 7 [Cpd 4: CZ2 H2Z3 F3 N4 03 52 +E51 MFE Spectrum (0.041-0.591 min) Frag=175.0V CB-23.4

*s513 1257
: (IC22 H23 FJ M4 03 52]+H)+

1.5
1

0.5 5510805
(522 HZ3 F3 Nb 03 2Ky

485 490 495 50O 505 510 515 20 525 530 535 540 545 550 555 560 565 570 575 580
Counts vs. Mass-to-Charge (miz)



Supplementary Data



