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Table S1. LC-HR-MS data for the characteristic compounds. 

1 8.56 [M+Na]
+

C22H28O8 443.1686 443.1682 0.4

2 9.14 [M+Na]
+

C22H28O9 443.1685 443.1682 0.3

3 9.65 [M+Na]
+

C22H28O7 427.1732 427.1733 -0.1

4 10.02 [M+Na]
+

C22H28O7 427.1735 427.1733 0.2

11 9.02 [M+Na]
+

C22H26O8 441.1532 441.1525 0.7

16 6.11 [M+Na]
+

C22H28O10 475.1572 475.1580 -0.8

25 10.62 [M+Na]
+

C22H28O7 427.1735 427.1733 0.2

26 9.51 [M+Na]
+

C20H26O6 385.1627 385.1627 0.0

27 10.88 [M+Na]
+

C20H26O5 369.1687 369.1678 0.9

28 10.73 [M+Na]
+

C20H26O5 369.1682 369.1678 0.4

29 10.65 [M+Na]
+

C20H26O5 369.1673 369.1678 -0.5

30 12.67 [M+Na]
+

C20H26O4 353.1736 353.1729 0.7

37 9.71 [M+Na]
+

C24H30O9 485.1796 485.1788 0.8

38 7.93 [M+Na]
+

C22H28O8 443.1685 443.1682 0.3

44 6.48 [M+Na]
+

C20H26O7 401.1581 401.1576 0.5

55 8.70 [M+Na]
+

C22H26O8 441.1524 441.1525 -0.1

57 8.94 [M+Na]
+

C16H12O7 339.0475 339.0481 -0.6

59 6.77 [M+Na]
+

C21H20O12 487.085 487.0852 -0.2

57 8.94 [M-H]
-

C16H12O7 315.0505 315.0505 0.0

59 6.77 [M-H]
-

C21H20O12 463.0877 463.0877 0.0

Error

(mDa)
Compound

t R

(min)
Ions mode Formula Detected Calculated
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Figure S1. LC-MS profiles of sample 7 (2015-70) in negative ion mode for detecting 

flavonoidal constituents, 57 and 59. A: total ion chromatogram; B: base peak ion 

chromatogram; C: extracted ion chromatogram of m/z 463.09; D: extracted ion 

chromatogram of m/z 315.05. 
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Figure S2. LC-MS profiles of sample 8 (2015-71) in negative ion mode for detecting 

flavonoidal constituents, 57 and 59. A: total ion chromatogram; B: base peak ion 

chromatogram; C: extracted ion chromatogram of m/z 315.05; D: extracted ion 

chromatogram of m/z 463.09.  
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Figure S3. 1H NMR spectrum of 10 (measured in CDCl3, 500 MHz). 
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Figure S4. 13C NMR spectrum of 10 (measured in CDCl3, 126 MHz). 
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Figure S5. 1H-1H COSY spectrum of 10 (measured in CDCl3, 500 MHz). 
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Figure S6. HSQC spectrum of 10 (measured in CDCl3, 500 MHz). 
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Figure S7. HMBC spectrum of 10 (measured in CDCl3, 500 MHz). 
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Figure S8. NOESY spectrum of 10 (measured in CDCl3, 500 MHz). 
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Figure S9. 1H NMR spectrum of 17 (measured in CDCl3, 500 MHz). 
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Figure S10. 13C NMR spectrum of 17 (measured in CDCl3, 126 MHz). 
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Figure S11. 1H-1H COSY spectrum of 17 (measured in CDCl3, 500 MHz). 
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Figure S12. HSQC spectrum of 17 (measured in CDCl3, 500 MHz). 
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Figure S13. HMBC spectrum of 17 (measured in CDCl3, 500 MHz). 
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Figure S14. NOESY spectrum of 17 (measured in CDCl3, 500 MHz). 
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Figure S15. 1H NMR spectrum of 18 (measured in CDCl3, 500 MHz). 
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Figure S16. 13C NMR spectrum of 18 (measured in CDCl3, 126 MHz). 

 

PPM

180.0 170.0 160.0 150.0 140.0 130.0 120.0 110.0 100.0 90.0 80.0 70.0 60.0 50.0 40.0 30.0 20.0 10.0 0.0



20 

 

Figure S17. 1H-1H COSY spectrum of 18 (measured in CDCl3, 500 MHz). 
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Figure S18. HSQC spectrum of 18 (measured in CDCl3, 500 MHz). 
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Figure S19. HMBC spectrum of 18 (measured in CDCl3, 500 MHz). 
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Figure S20. NOESY spectrum of 18 (measured in CDCl3, 500 MHz). 
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Figure S21. 1H NMR spectrum of 24 (measured in CDCl3, 500 MHz). 
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Figure S22. 13C NMR spectrum of 24 (measured in CDCl3, 126 MHz). 
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Figure S23. 1H-1H COSY spectrum of 24 (measured in CDCl3, 500 MHz). 
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Figure S24. HSQC spectrum of 24 (measured in CDCl3, 500 MHz). 

 

 



28 

 

Figure S25. HMBC spectrum of 24 (measured in CDCl3, 500 MHz). 
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Figure S26. NOESY spectrum of 24 (measured in CDCl3, 500 MHz). 
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Figure S27. 1H NMR spectrum of 31 (measured in CDCl3, 500 MHz). 
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Figure S28. 13C NMR spectrum of 31 (measured in CDCl3, 126 MHz). 
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Figure S29. 1H-1H COSY spectrum of 31 (measured in CDCl3, 500 MHz). 
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Figure S30. HSQC spectrum of 31 (measured in CDCl3, 500 MHz). 
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Figure S31. HMBC spectrum of 31 (measured in CDCl3, 500 MHz). 
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Figure S32. NOESY spectrum of 31 (measured in CDCl3, 500 MHz). 
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Figure S33. 1H NMR spectrum of 36 (measured in CDCl3, 500 MHz, 298 K). 
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Figure S34. 1H NMR spectrum of 36 (measured in CDCl3, 400 MHz, 233 K). 
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Figure S35. 13C NMR spectrum of 36 (measured in CDCl3, 100 MHz, 233 K). 
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Figure S36. 1H-1H COSY spectrum of 36 (measured in CDCl3, 400 MHz, 233 K). 
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Figure S37. HSQC spectrum of 36 (measured in CDCl3, 400 MHz, 233 K). 
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Figure S38. HMBC spectrum of 36 (measured in CDCl3, 400 MHz, 233 K). 
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Figure S39. NOESY spectrum of 36 (measured in CDCl3, 400 MHz, 233 K). 
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Figure S40. 1H NMR spectrum of 40 (measured in CDCl3, 500 MHz, 298 K). 
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Figure S41. 1H NMR spectrum of 40 (measured in CDCl3, 400 MHz, 233 K). 
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Figure S42. 1H-1H COSY spectrum of 40 (measured in CDCl3, 400 MHz, 233 K). 
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Figure S43. 1H NMR spectrum of 45 (measured in CDCl3, 500 MHz). 
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Figure S44. 13C NMR spectrum of 45 (measured in CDCl3, 126 MHz). 
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Figure S45. 1H-1H COSY spectrum of 45 (measured in CDCl3, 500 MHz). 
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Figure S46. HSQC spectrum of 45 (measured in CDCl3, 500 MHz). 
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Figure S47. HMBC spectrum of 45 (measured in CDCl3, 500 MHz). 
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Figure S48. NOESY spectrum of 45 (measured in CDCl3, 500 MHz). 
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Figure S49. 1H NMR spectrum of 50 (measured in CDCl3, 500 MHz). 
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Figure S50. 13C NMR spectrum of 50 (measured in CDCl3, 126 MHz). 
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Figure S51. 1H-1H COSY spectrum of 50 (measured in CDCl3, 500 MHz). 
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Figure S52. HSQC spectrum of 50 (measured in CDCl3, 500 MHz). 
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Figure S53. HMBC spectrum of 50 (measured in CDCl3, 500 MHz). 
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Figure S54. NOESY spectrum of 50 (measured in CDCl3, 500 MHz). 
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Figure S55. 1H NMR spectrum of 51 (measured in CDCl3, 500 MHz). 
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Figure S56. 13C NMR spectrum of 51 (measured in CDCl3, 126 MHz). 
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Figure S57. 1H-1H COSY spectrum of 51 (measured in CDCl3, 500 MHz). 
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Figure S58. HSQC spectrum of 51 (measured in CDCl3, 500 MHz). 
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Figure S59. HMBC spectrum of 51 (measured in CDCl3, 500 MHz). 
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Figure S60. NOESY spectrum of 51 (measured in CDCl3, 500 MHz). 
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Figure S61. 1H NMR spectrum of 53 (measured in CDCl3, 500 MHz). 
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Figure S62. 13C NMR spectrum of 53 (measured in CDCl3, 126 MHz). 
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Figure S63. 1H-1H COSY spectrum of 53 (measured in CDCl3, 500 MHz). 
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Figure S64. HSQC spectrum of 53 (measured in CDCl3, 500 MHz). 
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Figure S65. HMBC spectrum of 53 (measured in CDCl3, 500 MHz). 
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Figure S66. NOESY spectrum of 53 (measured in CDCl3, 500 MHz). 
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Figure S67. 1H NMR spectrum of 54 (measured in CDCl3, 500 MHz). 
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Figure S68. 13C NMR spectrum of 54 (measured in CDCl3, 126 MHz). 
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Figure S69. 1H-1H COSY spectrum of 54 (measured in CDCl3, 500 MHz). 
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Figure S70. HSQC spectrum of 54 (measured in CDCl3, 500 MHz). 
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Figure S71. HMBC spectrum of 54 (measured in CDCl3, 500 MHz). 
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Figure S72. NOESY spectrum of 54 (measured in CDCl3, 500 MHz). 
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Figure S73. 1H NMR spectrum of 62 (measured in CDCl3, 500 MHz). 
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Figure S74. 13C NMR spectrum of 62 (measured in CDCl3, 126 MHz).  
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Figure S75. 1H-1H COSY spectrum of 62 (measured in CDCl3, 500 MHz). 
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Figure S76. HSQC spectrum of 62 (measured in CDCl3, 500 MHz). 
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Figure S77. HMBC spectrum of 62 (measured in CDCl3, 500 MHz). 
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Figure S78. NOESY spectrum of 62 (measured in CDCl3, 500 MHz). 
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Figure S79. Experimental and calculated ECD spectra of 10. 

 


