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HRMS (ESI) spectrum of compound 4a.

Spectruz from ADCOZ-s wiff (sample 1) - ADCOZ-s, <TOF MS (300 - 5001 from 0.036 to 0.223 miz
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"H NMR spectrum of compound 4c¢
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HRMS (ESI) spectrum of compound 4c.

pectram from ADC02-c.wiff (sample 1) - ADCOZ—c, +TOF MS (300 - 500) from 0.120 to 0.334 min
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"H NMR spectrum of compound 4d
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HRMS (ESI) spectrum of compound 4d.

rom ADUZ-d witt (sasple 1) — ADCUZ-d, +IUF MS (30D - 500) from U.103 to U.30H mn
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"H NMR spectrum of compound 4e
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HRMS (ESI) spectrum of compound 4e.

sample 1) - ADC0Z-s, +TOF MS (300 - 300) from 0.103 %o 0.411 min

Intensity

105, 1685

06,1719
'

107. 1663
\ 4

310 320 330 340 330 370 350 390 430

S11



"H NMR spectrum of compound 4f
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HRMS (ESI) spectrum of compound 4f.

7 h mple 1) - 4DCO2-h +TOF MS (300 - 500) from 0.137
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HRMS (ESI) spectrum of compound 4g.
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"H NMR spectrum of compound 4h
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HRMS (ESI) spectrum of ¢

Spectrum frem ADCOZ-x wiff
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HRMS (ESI) spectrum of compound 4i.

Spectrum from ADCOZ-i.wiff lsazple 1) = ADCO2-i *TOF MS (300 = 500) frem 0.205 to 0.543 min
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'H NMR spectrum of compound 4j
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HRMS (ESI) spectrum of compound 4j.

ADCOZ-J, +TOF ¥S (300 - 500} from 0.103 to 0.394 min

Spectrun from ADCO2-J.wiff (sample
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HRMS (ESI) spectrum of compound 4k.

m frow ADCOZ-1 wiff (sample 1) - ADCOz-1, ~TOF ¥S (300 - 500) from 0.086 %o 0.37:
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HRMS (ESI) spectrum of compound 41.

Spectrum from ADCOZ=n wiff (ssmple 1) = ADCOZ-n, *+TOF US 1320 = 430) from 0137
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"H NMR spectrum of compound 4m
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HRMS (ESI) spectrum of compound 4m

from ADCO2-0. wiff (sample 1) - ADCOZ-c, +

S (320 - 450) from 0.239 to 0.788 min
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"H NMR spectrum of compound 9a
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HRMS (ESI) spectrum of compound 9a

pectrum from ADCOZ-g. wiff (sample ADCOZ-g, +TOF MS (300 - 500} from 0.171 ta 0.462 min
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"H NMR spectrum of compound 9b
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HRMS (ESI) spectrum of compound 9b

2 o8 ADCO2-E. wiff (seaple 1) - ADCOZ-E, +10F MS (300 ~ 500) from 0.120 5o 0.32
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Table S1 S value of the compounds 4a-m and 9a-b in active site of AChE.

Compound S value
hAChE(4EY7) TcAChE(2CKM)
4a -6.237 -6.940
4b -7.025 -7.061
4c -7.863 -7.540
4d -7.739 -7.154
4e -7.384 -7.238
4f -7.350 -7.119
4g -7.027 -7.002
4h -7.000 -7.039
4i -6.105 -5.580
4j -6.557 -5.719
4k -6.399 -4.353
41 -6.054 -6.091
4m -6.605 -5.750
9a -7.631 -7.155
9b -7.851 -7.468

donepezil -8.300 -7.472

532



Table S2 Docking orientations of compounds 4a-m and 9a-b with ZAChE and 7cAChE.

Compd. hAChE (4EY7) TeAChE(2CKM)
4a

4b

4c

4d

4e

S33



4f

4g

4h

4i

4j
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4k

41

4m

9a

9b
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