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1. Table S1. The cytotoxicity of compounds 26 and 42 against HL-60, Hela and A549 cell lines. 

Compounds Cell lines 0.1 μM 1 μM 10 μM 

26 

HL-60 3.52 4.01 2.33 

Hela -3.34 6.6 9.46 

A549 2.16 5.23 0.21 

42 

HL-60 -2 13.6 53 

Hela 1.18 20.13 6.04 

A549 2.33 -0.37 17.7 

5-Fu 

HL-60 85.22a 

Hela 90.32a 

A549 77.20a 
a Measured in a dose of 0.5 μM. 
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1. 1H NMR (400 MHz, CDCl3) spectrum of compound 9 

 
2. 13C NMR (100 MHz, CDCl3) spectrum of compound 9 
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3. HR-ESI-MS spectrum of compound 9 

HIGH RESLUTION MASS SPECTROMETRY REPORT 

 

Sample No. Formula (M) Ion Formula Measured 

m/z 

Calc m/z Diff 

(ppm) 

FZB1-22 C21 H30 N4 O13 C21 H30 N4 Na O13 569.1708 569.1702 -1.21 

 

 

4. 1H NMR (400 MHz, CDCl3) spectrum of 18 

 
  



6 
 

5. 13C NMR (100 MHz, CDCl3) spectrum of compound 18 

 

 

6. HR-ESI-MS spectrum of compound 18 

HIGH RESLUTION MASS SPECTROMETRY REPORT 

 

Sample No. Formula (M) Ion Formula Measured 

m/z 

Calc m/z Diff 

(ppm) 

HX2-57 C54 H81 N5 O15 C54 H82 N5 O15 1040.5798 1040.5802 0.37 
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7. 1H NMR (400 MHz, CD3OD) spectrum of compound 19 

 

8. 13C NMR (100 MHz, CD3OD) spectrum of compound 19 
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9. HR-ESI-MS spectrum of compound 19 

HIGH RESLUTION MASS SPECTROMETRY REPORT 

 

Sample No. Formula (M) Ion Formula Measured 

m/z 

Calc m/z Diff 

(ppm) 

HX2-59 C46 H73 N5 O11 C46 H73 N5 Na O11 894.5206 894.5199 -1.23 

 
 

10. 1H NMR (400 MHz, CDCl3) spectrum of compound 20 
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11. 13C NMR (100 MHz, CDCl3) spectrum of compound 20 

 

12. HR-ESI-MS spectrum of compound 20 

HIGH RESLUTION MASS SPECTROMETRY REPORT 

 

Sample No. Formula (M) Ion Formula Measured 

m/z 

Calc m/z Diff 

(ppm) 

HX2-61 C54 H81 N5 O16 C54 H81 N5 Na O16 1078.558 1078.5571 -1.01 
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13. 1H NMR (400 MHz, CD3OD) spectrum of compound 21 

 

14. 13C NMR (100 MHz, CD3OD) spectrum of compound 21 
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15. HR-ESI-MS spectrum of compound 21 

HIGH RESLUTION MASS SPECTROMETRY REPORT 

 

Sample No. Formula (M) Ion Formula Measured 

m/z 

Calc m/z Diff 

(ppm) 

HX2-67 C46 H73 N5 O12 C46 H73 N5 Na O12 910.5152 910.5148 -0.77 

 
 

16. 1H NMR (400 MHz, CDCl3) spectrum of compound 22 
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17. 13C NMR (100 MHz, CDCl3) spectrum of compound 22 

 
18. HR-ESI-MS spectrum of compound 22 

HIGH RESLUTION MASS SPECTROMETRY REPORT 

 

Sample No. Formula (M) Ion Formula Measured 

m/z 

Calc m/z Diff 

(ppm) 

HX2-68 C54 H81 N5 O15 C54 H82 N5 O15 1040.5807 1040.58 -0.34 
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19. 1H NMR (400 MHz, CD3OD) spectrum of compound 23 

 
20. 13C NMR (100 MHz, CD3OD) spectrum of compound 23 
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21. HR-ESI-MS spectrum of compound 23 

HIGH RESLUTION MASS SPECTROMETRY REPORT 

 

Sample No. Formula (M) Ion Formula Measured 

m/z 

Calc m/z Diff 

(ppm) 

HX2-69 C46 H73 N5 O11 C46 H73 N5 Na O11 894.5198 894.5199 0.03 

 
 

22. 1H NMR (400 MHz, CD3OD) spectrum of compound 24 
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23. 13C NMR (100 MHz, CD3OD) spectrum of compound 24 

 
24. HR-ESI-MS spectrum of compound 24 
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25. 1H NMR (400 MHz, CD3OD) spectrum of compound 25 

 
26. 13C NMR (100 MHz, CD3OD) spectrum of compound 25 
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27. HR-ESI-MS spectrum of compound 25 

 

28. 1H NMR (400 MHz, CD3OD) spectrum of compound 26 
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29. 13C NMR (100 MHz, CD3OD) spectrum of compound 26 

 
30. HR-ESI-MS spectrum of compound 26 
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31. 1H NMR (400 MHz, CDCl3) spectrum of compound 28 

 

 

32. 13C NMR (100 MHz, CDCl3) spectrum of compound 28 
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33. HR-ESI-MS spectrum of compound 28 

HIGH RESLUTION MASS SPECTROMETRY REPORT 

 

Sample No. Formula (M) Ion Formula Measured 

m/z 

Calc m/z Diff 

(ppm) 

HX2-58 C54 H81 N5 O15 C54 H82 N5 O15 1040.5809 1040.5802 -0.59 

 
 

34. 1H NMR (400 MHz, CD3OD) spectrum of compound 29 
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35. 13C NMR (100 MHz, CD3OD) spectrum of compound 29 

 

36. HR-ESI-MS spectrum of compound 29 

HIGH RESLUTION MASS SPECTROMETRY REPORT 

 

Sample No. Formula (M) Ion Formula Measured 

m/z 

Calc m/z Diff 

(ppm) 

HX2-62 C46 H73 N5 O11 C46 H74 N5 O11 872.5385 872.5379 -0.73 
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37. 1H NMR (400 MHz, CD3OD) spectrum of compound 30 

 
38. 13C NMR (100 MHz, CD3OD) spectrum of compound 30 
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39. HR-ESI-MS spectrum of compound 30 

 
40. 1H NMR (400 MHz, CDCl3) spectrum of compound 34 
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41. 13C NMR (100 MHz, CDCl3) spectrum of compound 34 

 

42. HR-ESI-MS spectrum of compound 34 

HIGH RESLUTION MASS SPECTROMETRY REPORT 

 

Sample No. Formula (M) Ion Formula Measured 

m/z 

Calc m/z Diff (ppm) 

HX2-51 C51 H78 N2 O15 C51 H78 N2 Na O15 981.5294 981.5294 0 
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43. 1H NMR (400 MHz, CD3OD) spectrum of compound 35 

 

44. 13C NMR (100 MHz, CD3OD) spectrum of compound 35 
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45. HR-ESI-MS spectrum of compound 35 

HIGH RESLUTION MASS SPECTROMETRY REPORT 

 

Sample No. Formula (M) Ion Formula Measured 

m/z 

Calc m/z Diff (ppm) 

HX2-55-2 C43 H70 N2 O11 C43 H70 N2 Na O11 813.4876 813.4872 -0.39 

 
 

46. 1H NMR (400 MHz, CDCl3) spectrum of compound 36 
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47. 13C NMR (100 MHz, CDCl3) spectrum of compound 36 

 
48. HR-ESI-MS spectrum of compound 36 

HIGH RESLUTION MASS SPECTROMETRY REPORT 

 

Sample No. Formula (M) Ion Formula Measured 

m/z 

Calc m/z Diff (ppm) 

HX2-48 C51 H78 N2 O16 C51 H78 N2 Na O16 997.5252 997.5244 -0.83 
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49. 1H NMR (400 MHz, CD3OD) spectrum of compound 37 

 
50. 13C NMR (100 MHz, CD3OD) spectrum of compound 37 
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51. HR-ESI-MS spectrum of compound 37 

HIGH RESLUTION MASS SPECTROMETRY REPORT 

 

Sample No. Formula (M) Ion Formula Measured 

m/z 

Calc m/z Diff (ppm) 

HX2-53-5 C43 H70 N2 O12 C43 H70 N2 Na O12 829.4826 829.4821 -0.84 

 
52. 1H NMR (400 MHz, CDCl3) spectrum of compound 38 
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53. 13C NMR (100 MHz, CDCl3) spectrum of compound 38 

 

54. HR-ESI-MS spectrum of compound 38 

HIGH RESLUTION MASS SPECTROMETRY REPORT 

 

Sample No. Formula (M) Ion Formula Measured 

m/z 

Calc m/z Diff (ppm) 

HX2-26 C51 H78 N2 O15 C51 H79 N2 O15 959.5472 959.5475 0.34 
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55. 1H NMR (400 MHz, CD3OD) spectrum of compound 39 

 

56. 13C NMR (100 MHz, CD3OD) spectrum of compound 39 
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57. HR-ESI-MS spectrum of compound 39 

HIGH RESLUTION MASS SPECTROMETRY REPORT 

 

Sample No. Formula (M) Ion Formula Measured 

m/z 

Calc m/z Diff (ppm) 

HX2-37 C43 H70 N2 O11 C43 H70 N2 Na O11 813.4879 813.4872 -1.05 

 
58. 1H NMR (400 MHz, CD3OD) spectrum of compound 40 
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59. 13C NMR (100 MHz, CD3OD) spectrum of compound 40 

 
60. HR-ESI-MS spectrum of compound 40 
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61. 1H NMR (400 MHz, CD3OD) spectrum of compound 41 

 

62. 13C NMR (100 MHz, CD3OD) spectrum of compound 41 
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63. HR-ESI-MS spectrum of compound 41 

 
64. 1H NMR (400 MHz, CD3OD) spectrum of compound 42 
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65. 13C NMR (100 MHz, CD3OD) spectrum of compound 42 

 
66. HR-ESI-MS spectrum of compound 42 
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67. 1H NMR (400 MHz, CDCl3) spectrum of compound 44 

 

68. 13C NMR (100 MHz, CDCl3) spectrum of compound 44 
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69. HR-ESI-MS spectrum of compound 44 

HIGH RESLUTION MASS SPECTROMETRY REPORT 

 

Sample No. Formula (M) Ion Formula Measured 

m/z 

Calc m/z Diff (ppm) 

HX2-46 C51 H78 N2 O15 C51 H79 N2 O15 959.5481 959.5475 -0.45 

 
 

70. 1H NMR (400 MHz, CD3OD) spectrum of compound 45 
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71. 13C NMR (100 MHz, CD3OD) spectrum of compound 45 

 

72. HR-ESI-MS spectrum of compound 45 

HIGH RESLUTION MASS SPECTROMETRY REPORT 

 

Sample No. Formula (M) Ion Formula Measured 

m/z 

Calc m/z Diff (ppm) 

HX2-50 C43 H70 N2 O11 C43 H70 N2 Na O11 813.4878 813.4872 -0.82 
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73. 1H NMR (400 MHz, CD3OD) spectrum of compound 46 

 

74. 13C NMR (100 MHz, CD3OD) spectrum of compound 46 
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75. HR-ESI-MS spectrum of compound 46 

 


