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1. The 1H NMR charts of intermediates 2a-i

Figure S1 1H NMR chart of compound 2a in CDCl3.

Figure S2 1H NMR chart of compound 2b in CDCl3.
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Figure S3 1H NMR chart of compound 2c in CDCl3.

Figure S4 1H NMR chart of compound 2d in CDCl3.
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Figure S5 1H NMR chart of compound 2e in CDCl3.

Figure S6 1H NMR chart of compound 2f in CDCl3.
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Figure S7 1H NMR chart of compound 2g in CDCl3.

Figure S8 1H NMR chart of compound 2h in CDCl3.



S7

Figure S9 1H NMR chart of compound 2i in CDCl3.
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2. The 1H NMR, 13C NMR, HRMS and HPLC charts of the target compounds and 3a-i,

3e1-e11

Figure S10 1H NMR chart of compound 3a in CDCl3.

Figure S11 1C NMR chart of compound 3a in CDCl3.
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Figure S12 HRMS (ESI) spectrum of compound 3a.

Figure S13 Chromatographic report of HPLC analysis of compound 3a.
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Figure S14 1H NMR chart of compound 3b in CDCl3.

Figure S15 1C NMR chart of compound 3b in CDCl3.
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Figure S16 HRMS (ESI) spectrum of compound 3b.

Figure S17 Chromatographic report of HPLC analysis of compound 3b.
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Figure S18 1H NMR chart of compound 3c in CDCl3.

Figure S19 1C NMR chart of compound 3c in CDCl3.
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Figure S20 HRMS (ESI) spectrum of compound 3c.

Figure S21 Chromatographic report of HPLC analysis of compound 3c.
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Figure S22 1H NMR chart of compound 3d in CDCl3.

Figure S23 1C NMR chart of compound 3d in CDCl3.
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Figure S24 HRMS (ESI) spectrum of compound 3d.

Figure S25 Chromatographic report of HPLC analysis of compound 3d.
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Figure S26 1H NMR chart of compound 3e in CDCl3.

Figure S27 1C NMR chart of compound 3e in CDCl3.
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Figure S28 HRMS (ESI) spectrum of compound 3e.

Figure S29 Chromatographic report of HPLC analysis of compound 3e.
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Figure S30 1H NMR chart of compound 3f in CDCl3.

Figure S31 1C NMR chart of compound 3f in CDCl3.
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Figure S32 HRMS (ESI) spectrum of compound 3f.

Figure S33 Chromatographic report of HPLC analysis of compound 3f.
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Figure S34 1H NMR chart of compound 3g in CDCl3.

Figure S35 1C NMR chart of compound 3g in CDCl3.
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Figure S36 HRMS (ESI) spectrum of compound 3g.

Figure S37 Chromatographic report of HPLC analysis of compound 3g.
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Figure S38 1H NMR chart of compound 3h in CDCl3.

Figure S39 1C NMR chart of compound 3h in CDCl3.



S23

Figure S40 HRMS (ESI) spectrum of compound 3h.

Figure S41 Chromatographic report of HPLC analysis of compound 3h.
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Figure S42 1H NMR chart of compound 3i in CDCl3.

Figure S43 1C NMR chart of compound 3i in CDCl3.
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Figure S44 HRMS (ESI) spectrum of compound 3i.

Figure S45 Chromatographic report of HPLC analysis of compound 3i.
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Figure S46 1H NMR chart of compound 3e1 in CDCl3.

Figure S47 1C NMR chart of compound 3e1 in CDCl3.
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Figure S48 HRMS (ESI) spectrum of compound 3e1.

Figure S49 Chromatographic report of HPLC analysis of compound 3e1.
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Figure S50 1H NMR chart of compound 3e2 in CDCl3.

Figure S51 1C NMR chart of compound 3e2 in CDCl3.
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Figure S52 HRMS (ESI) spectrum of compound 3e2.

Figure S53 Chromatographic report of HPLC analysis of compound 3e2.
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Figure S54 1H NMR chart of compound 3e3 in CDCl3.

Figure S55 1C NMR chart of compound 3e3 in CDCl3.
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Figure S56 HRMS (ESI) spectrum of compound 3e3.

Figure S57 Chromatographic report of HPLC analysis of compound 3e3.
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Figure S58 1H NMR chart of compound 3e4 in CDCl3.

Figure S59 1C NMR chart of compound 3e4 in CDCl3.



S33

Figure S60 HRMS (ESI) spectrum of compound 3e4.

Figure S61 Chromatographic report of HPLC analysis of compound 3e4.
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Figure S62 1H NMR chart of compound 3e5 in CDCl3.

Figure S63 1C NMR chart of compound 3e5 in CDCl3.
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Figure S64 HRMS (ESI) spectrum of compound 3e5.

Figure S65 Chromatographic report of HPLC analysis of compound 3e5.
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Figure S66 1H NMR chart of compound 3e6 in CDCl3.

Figure S67 1C NMR chart of compound 3e6 in CDCl3.
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Figure S68 HRMS (ESI) spectrum of compound 3e6.

Figure S69 Chromatographic report of HPLC analysis of compound 3e6.
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Figure S70 1H NMR chart of compound 3e7 in CDCl3.

Figure S71 1C NMR chart of compound 3e7 in CDCl3.
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Figure S72 HRMS (ESI) spectrum of compound 3e7.

Figure S73 Chromatographic report of HPLC analysis of compound 3e7.
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Figure S74 1H NMR chart of compound 3e8 in CDCl3.

Figure S75 1C NMR chart of compound 3e8 in CDCl3.
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Figure S76 HRMS (ESI) spectrum of compound 3e8.

Figure S77 Chromatographic report of HPLC analysis of compound 3e8.
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Figure S78 1H NMR chart of compound 3e9 in CDCl3.

Figure S79 1C NMR chart of compound 3e9 in CDCl3.
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Figure S80 HRMS (ESI) spectrum of compound 3e9.

Figure S81 Chromatographic report of HPLC analysis of compound 3e9.
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Figure S82 1H NMR chart of compound 3e10 in CDCl3.

Figure S83 1C NMR chart of compound 3e10 in CDCl3.
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Figure S84 HRMS (ESI) spectrum of compound 3e10.

Figure S85 Chromatographic report of HPLC analysis of compound 3e10.



S46

Figure S86 1H NMR chart of compound 3e11 in CDCl3.

Figure S87 1C NMR chart of compound 3e11 in CDCl3.
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Figure S88 HRMS (ESI) spectrum of compound 3e11.

Figure S89 Chromatographic report of HPLC analysis of compound 3e11.
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3. The error analysis of the HRMS results

Table S1 The error analysis of the HRMS results of compound 3a-i, 3e1-e11

Compound M0 Mt error analysis value (ppm)a

3a 351.1196 351.1196 0

3b 365.1352 365.1348 1.01

3c 379.1509 379.1497 3.16

3d 393.1665 393.1659 1.53

3e 407.1822 407.1821 0.25

3f 421.1978 421.1980 -0.47

3g 435.2135 435.2140 -1.15

3h 449.2291 449.2292 -0.22

3i 463.2448 463.245 -0.43

3e1 367.1509 367.1506 0.82

3e2 381.1665 381.1666 -0.26

3e3 395.1822 395.181 3.04

3e4 393.1665 393.1655 2.54

3e5 421.1978 421.198 -0.47

3e6 421.1978 421.1976 0.47

3e7 435.2135 435.2131 0.92

3e8 423.1771 423.1771 0

3e9 490.2557 490.2542 3.06

3e10 409.1614 409.1609 1.22

3e11 422.1935 422.1916 4.50

Note: a error analysis value: error analysis value (ppm)=(M0-Mt)/M0×10^6; M0: theoretical value,

Mt: measured value.
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4. Molecular dynamics simulation

Figure S90 The evaluation of potential energy of complex of 3e-hAChE (marked in dark) and

3e-hMAO-B (marked in red).


