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1. HRMS spectra, 1H NMR and 13C NMR of compound 3

HRMS
G28 #14-23 RT: 0.06-0.10 AV: 10 NL: 1.89E8
T: FTMS + p ESI Full ms [100.0000-1200.0000]

120 140 160 180 200 220 240 260 280 300 320 340
m/z

0

5

10

15

20

25

30

35

40

45

50

55

60

65

70

75

80

85

90

95

100

R
el

at
iv

e 
Ab

un
da

nc
e

231.08130

338.34118

149.01202134.99638

317.10304
349.18281

313.27327
261.13049167.02253 333.08037301.07484279.09301

217.10439177.00684121.01727

153.00708

284.29444187.02168 248.97663

321.09760

207.06497
237.07923

225.10946

1H NMR (DMSO-d6, 400 MHz)

13C NMR (DMS0-d6, 101 MHz)



2. HRMS spectra, 1H NMR and 13C NMR of compound 4

HRMS
CDL-26 #8-20 RT: 0.04-0.10 AV: 13 NL: 2.97E7
T: FTMS + p ESI Full ms [100.0000-1000.0000]
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13C NMR (DMS0-d6, 101 MHz)

3. HRMS spectra, 1H NMR and 13C NMR of compound 5



HRMS
Q2 #12-22 RT: 0.05-0.10 AV: 11 NL: 7.66E8
T: FTMS + p ESI Full ms [100.0000-1000.0000]
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4. HRMS spectra, 1H NMR and 13C NMR of compound 6

HRMS
Q1 #9-24 RT: 0.04-0.11 AV: 16 NL: 1.42E9
T: FTMS + p ESI Full ms [100.0000-1000.0000]
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1H NMR (DMSO-d6, 400 MHz)

13C NMR (DMS0-d6, 101 MHz)



5. HRMS spectra, 1H NMR and 13C NMR of compound 7a

HRMS
G26 #12-23 RT: 0.05-0.10 AV: 12 NL: 9.29E8
T: FTMS + p ESI Full ms [100.0000-1200.0000]
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13C NMR (DMS0-d6, 101 MHz)

6. HRMS spectra, 1H NMR and 13C NMR of compound 7b

HR MS
CDL-16 #6-24 RT: 0.03-0.11 AV: 19 NL: 1.99E7
T: FTMS + p ESI Full ms [100.0000-1000.0000]
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1H NMR (DMSO-d6, 400 MHz)

13C NMR (DMS0-d6, 101 MHz)



7. HRMS spectra, 1H NMR and 13C NMR of compound 7c

HRMS
Q9 #10-19 RT: 0.05-0.09 AV: 10 NL: 2.46E8
T: FTMS + p ESI Full ms [100.0000-1000.0000]
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13C NMR (DMS0-d6, 101 MHz)

8. HRMS spectra, 1H NMR and 13C NMR of compound 7d

HRMS
Q10 #12-21 RT: 0.06-0.10 AV: 10 NL: 5.70E8
T: FTMS + p ESI Full ms [100.0000-1000.0000]
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1H NMR (DMSO-d6, 400 MHz)

13C NMR (DMS0-d6, 101 MHz)



9. HRMS spectra, 1H NMR and 13C NMR of compound 7e

HRMS
CDL-17 #6-21 RT: 0.03-0.10 AV: 16 NL: 2.32E7
T: FTMS + p ESI Full ms [100.0000-1000.0000]
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13C NMR (DMS0-d6, 101 MHz)

10. HRMS spectra, 1H NMR and 13C NMR of compound 7f

HRMS
ZKX-26 #19-27 RT: 0.08-0.12 AV: 9 NL: 3.67E8
T: FTMS + p ESI Full ms [100.0000-1000.0000]
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1H NMR (DMSO-d6, 400 MHz)

13C NMR (DMS0-d6, 101 MHz)



11. HRMS spectra, 1H NMR and 13C NMR of compound 7g

HRMS
CDL-18 #7-25 RT: 0.04-0.12 AV: 19 NL: 2.77E8
T: FTMS + p ESI Full ms [100.0000-1000.0000]
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13C NMR (DMS0-d6, 101 MHz)

12.  HRMS spectra, 1H NMR and 13C NMR of compound 7h

HRMS
CDL-19 #7-23 RT: 0.04-0.11 AV: 17 NL: 2.96E8
T: FTMS + p ESI Full ms [100.0000-1000.0000]
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1H NMR (DMSO-d6, 400 MHz)

13C NMR (DMS0-d6, 101 MHz)



13. HRMS spectra, 1H NMR and 13C NMR of compound 7i

HRMS
CDL-20 #7-23 RT: 0.04-0.11 AV: 17 NL: 2.41E7
T: FTMS + p ESI Full ms [100.0000-1000.0000]
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13C NMR (DMS0-d6, 101 MHz)

14. HRMS spectra, 1H NMR and 13C NMR of compound 7j

HR MS
CDL-21 #7-25 RT: 0.03-0.11 AV: 19 NL: 1.80E7
T: FTMS + p ESI Full ms [100.0000-1000.0000]
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1H NMR (DMSO-d6, 400 MHz)

13C NMR (DMS0-d6, 101 MHz)



15. HRMS spectra, 1H NMR and 13C NMR of compound 7k

HRMS
CDL-22 #9-23 RT: 0.05-0.11 AV: 15 NL: 6.19E7
T: FTMS + p ESI Full ms [100.0000-1000.0000]
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13C NMR (DMS0-d6, 101 MHz)

16.  HRMS spectra, 1H NMR and 13C NMR of compound 7l

HRMS
CDL-23 #4-30 RT: 0.02-0.14 AV: 27 NL: 4.84E7
T: FTMS + p ESI Full ms [100.0000-1000.0000]
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1H NMR (DMSO-d6, 400 MHz)

13C NMR (DMS0-d6 , 101 MHz)



17. HRMS spectra, 1H NMR and 13C NMR of compound 7m

HRMS
CDL-24 #5-25 RT: 0.03-0.12 AV: 21 NL: 9.52E7
T: FTMS + p ESI Full ms [100.0000-1000.0000]
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13C NMR (DMS0-d6, 101 MHz)

18. HRMS spectra, 1H NMR and 13C NMR of compound 7n

HRMS
CDL-25 #5-24 RT: 0.03-0.11 AV: 20 NL: 1.82E8
T: FTMS + p ESI Full ms [100.0000-1000.0000]

440 445 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520
m/z

0

5

10

15

20

25

30

35

40

45

50

55

60

65

70

75

80

85

90

95

100

R
el

at
iv

e 
A

bu
nd

an
ce

480.15950

453.34234

481.26056

509.88429475.32447 502.14113464.33354 515.33660470.11883
520.33133459.27883 494.17498445.11891 503.30498

483.16836

454.84709

472.31589

508.54412

451.09914 489.35941 499.30538468.38320



1H NMR (DMSO-d6, 400 MHz)

13C NMR (DMS0-d6, 101 MHz)



19. HRMS spectra, 1H NMR and 13C NMR of compound 7o

HRMS
C6 #8-25 RT: 0.04-0.11 AV: 18 NL: 9.97E6
T: FTMS + p ESI Full ms [100.0000-1000.0000]
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13C NMR (DMS0-d6 , 101 MHz)

20. HRMS spectra, 1H NMR and 13C NMR of compound 7p

HRMS
C7 #8-23 RT: 0.04-0.11 AV: 16 NL: 3.49E7
T: FTMS + p ESI Full ms [100.0000-1000.0000]
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1H NMR (DMSO-d6, 400 MHz)

13C NMR (DMS0-d6, 101 MHz)



21.  HRMS spectra, 1H NMR and 13C NMR of compound 7q

HRMS
C8 #8-22 RT: 0.04-0.10 AV: 15 NL: 8.49E8
T: FTMS + p ESI Full ms [100.0000-1000.0000]
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13C NMR (DMS0-d6, 101 MHz)

22. HRMS spectra, 1H NMR and 13C NMR of compound 7r

HRMS
C9 #8-22 RT: 0.04-0.10 AV: 15 NL: 1.33E8
T: FTMS + p ESI Full ms [100.0000-1000.0000]
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1H NMR (DMSO-d6, 400 MHz)

13C NMR (DMS0-d6, 101 MHz)



23. HRMS spectra, 1H NMR and 13C NMR of compound 7s

HRMS
C10 #4-23 RT: 0.02-0.11 AV: 20 NL: 2.17E8
T: FTMS + p ESI Full ms [100.0000-1000.0000]
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13C NMR (DMS0-d6 , 101 MHz)

24. HRMS spectra, 1H NMR and 13C NMR of compound 7t

HRMS
C11 #8-25 RT: 0.04-0.11 AV: 18 NL: 5.83E7
T: FTMS + p ESI Full ms [100.0000-1000.0000]
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1H NMR (DMSO-d6, 400 MHz)

13C NMR (DMS0-d6, 101 MHz)



25. HRMS spectra, 1H NMR and 13C NMR of compound 7u

HRMS
C12 #10-22 RT: 0.05-0.10 AV: 13 NL: 5.74E7
T: FTMS + p ESI Full ms [100.0000-1000.0000]
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13C NMR (DMS0-d6, 101 MHz)

26. HRMS spectra, 1H NMR and 13C NMR of compound 7v

HRMS



1H NMR (DMSO-d6, 400 MHz)

13C NMR (DMS0-d6, 101 MHz)



27. HRMS spectra, 1H NMR and 13C NMR of compound 7w

HRMS
C14 #9-23 RT: 0.04-0.11 AV: 15 NL: 5.15E7
T: FTMS + p ESI Full ms [100.0000-1000.0000]
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13C NMR (DMS0-d6, 101 MHz)

28. HRMS spectra, 1H NMR and 13C NMR of compound 7x

HRMS
L23 #8-24 RT: 0.04-0.11 AV: 17 NL: 4.93E8
T: FTMS + p ESI Full ms [100.0000-1000.0000]
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1H NMR (DMSO-d6, 400 MHz)

13C NMR (DMS0-d6, 101 MHz)



29. HRMS spectra, 1H NMR and 13C NMR of compound 7y

HRMS
C16 #8-22 RT: 0.04-0.10 AV: 15 NL: 2.17E7
T: FTMS + p ESI Full ms [100.0000-1000.0000]
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13C NMR (DMS0-d6, 101 MHz)

30. HRMS spectra, 1H NMR and 13C NMR of compound 7z

HRMS
C17 #8-24 RT: 0.04-0.11 AV: 17 NL: 3.07E8
T: FTMS + p ESI Full ms [100.0000-1000.0000]

440 445 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520 525 530 535 540 545 550
m/z

0

5

10

15

20

25

30

35

40

45

50

55

60

65

70

75

80

85

90

95

100

R
el

at
iv

e 
A

bu
nd

an
ce

494.17607

481.26175

525.28790

453.34335

516.15825475.32562

496.18224

464.33466 520.33267509.88540
459.27978 503.30587 531.86761472.31716 541.26228 547.33251

483.26740

445.11975

527.29342

492.19703
449.76846



1H NMR (DMSO-d6, 400 MHz)

13C NMR (DMS0-d6, 101 MHz)



Table S1. Cytotoxicity assessment of compound 7t on normal cell lines of HUVEC and MCF-10A

IC50（µmol/L）
Compound

HUVEC MCF-10A

7t

5-Fu

32.47 ± 1.34

12.37 ± 1.54

28.64 ± 2.18

18.96 ± 1.49


