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Bioactivity assay

Cytotoxic activities were evaluated by the MTT method against three human tumor
cell lines, including MDA-MB-231, U2-OS, and MCF-7. Cisplatin and doxorubicin
were used as the positive control medicines. The I1Cs, values were shown in Table S1.

Table S1. Cytotoxicities of stachybochartins A-D and G in three human tumor cell lines with

MTT method.
compound cytotoxicity (ICsp, uM)
MDA-MB-231 U2-0S MCF-7
Stachybochartin A 21.7+2.1 19.8+£2.5 >50
Stachybochartin B 17.6 £0.6 11.2+2.1 >50
Stachybochartin C 11.6+£1.6 14.5+3.1 > 50
Stachybochartin D 10.4+£0.9 9.2+0.1 > 50
Stachybochartin G 5.6+0.1 45+22 > 50
Cisplatin 11.3+0.6 59+13 -
Doxorubicin 1.0+0.1 1.2+09 -

Data were expressed as means = SD of three independent experiments.
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Figure S1. The key HMBC and ROESY correlations of 2
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Figure S2. The comparison of the experimental ECD spectra of 1 and 2
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Figure S3. The key HMBC and key ROESY correlations of stachybochartin D (4).
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Figure S4. The ECD spectra of stachybochartin C (3) and stachybochartin D (4) in MeOH.
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Figure S5. The experimental ECD spectra of 5.
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Figure S6. The key HMBC and ROESY correlations of stachybochartin F (6)
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Figure S7. The experimental ECD spectra of stachybochartin F (6).
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Figure S8. The key HMBC and ROESY correlations of stachybochartin G (7)
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Figure S9. The experimental ECD spectra of stachybochartin G (7).
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Figure S10. "H NMR spectrum of stachybochartin A (1) in CD;0D.
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Figure S11. 3C NMR spectrum of stachybochartin A (1) in CD;0D.
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Figure S12. DEPT spectrum of stachybochartin A (1) in CD;0D.
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Figure S13. HSQC spectrum of stachybochartin A (1) in CD;0D.
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Figure S14.

HMBC spectrum of stachybochartin A (1) in CD;0D.
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Figure S15. 'H-"H COSY spectrum of stachybochartin A (1) in CD;0D
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Figure S16. ROESY spectrum of stachybochartin A (1) in CD;0D.
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Figure S17. HRESIMS spectrum of stachybochartin A (1).
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Figure S19. UV spectrum of stachybochartin A (1)
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Figure S23. HMBC spectrum of stachybochartin B (2) in CD;0D.
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Figure S25. ROESY spectrum of stachybochartin B (2) in CD;0D.
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Figure S26. HRESIMS spectrum of stachybochartin B (2).
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Figure S32. HMBC spectrum of stachybochartin C (3) in CD;0D.
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Figure S35. HRESIMS spectrum of stachybochartin C (3).
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Figure S36. IR (KBr disc) spectrum of stachybochartin C (3).
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Figure S38. 'H NMR spectrum of stachybochartin D (4) in CD;0D.
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Figure S39. 3C NMR spectrum of stachybochartin D (4) in CD;0D.
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Figure S41. HSQC spectrum of stachybochartin D (4) in CD;0D.
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Figure S42. HMBC spectrum of stachybochartin D (4) in CD;0D.
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Figure S43. '"H-'H COSY spectrum of stachybochartin D (4) in CD;0D.
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Figure S44. ROESY spectrum of stachybochartin D (4) in CD;0D.
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Figure S45. HRESIMS spectrum of stachybochartin D (4).
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Figure S46. IR (KBr disc) spectrum of stachybochartin D (4).
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Figure S47. UV spectrum of stachybochartin D (4).
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Figure S48. 'H-NMR spectrum (500 MHz) of stachybochartin E (5) in CD;0D.
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Figure S49. 3C-NMR spectrum (125 MHz) of stachybochartin E (5) in CD;0D.
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Figure S50. HSQC spectrum of stachybochartin E (5) in CD;0D
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Figure S51. HMBC spectrum of stachybochartin E (5) in CD;0D
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Figure S52. 'H-'H COSY spectrum of stachybochartin E (5) in CD;0D.
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Figure S53. ROESY spectrum of stachybochartin E (5) in CD;0D
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Figure S54. HRESIMS spectrum of stachybochartin E (5).
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Figure S56. UV spectrum of stachybochartin E (5).
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Figure S57. 'H-NMR spectrum (500 MHz) of stachybochartin F (6) in CD;0D.
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Figure S58. 3C-NMR spectrum (125 MHz) of stachybochartin F (6) in CD;0D.
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Figure S59. HSQC spectrum of stachybochartin F (6) in CD;0D
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Figure S60. HMBC spectrum of stachybochartin F (6) in CD;0D
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Figure S63. HRESIMS spectrum of stachybochartin F (6).
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Figure S64. IR (KBr disc) spectrum of stachybochartin F (6).
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Figure S65. UV spectrum of stachybochartin F (6).
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Figure S66. 'H-NMR spectrum (500 MHz) of stachybochartin G (7) in CD;0D.
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Figure S67. BC-NMR spectrum (125 MHz) of stachybochartin G (7) in CD;0D.

I A

100

120

140

160

8 7 6 5t 4 3 2 1 0 ppm

Figure S68. HSQC spectrum of stachybochartin G (7) in CD;0D
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Figure S69. HMBC spectrum of stachybochartin G (7) in CD;0D
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Figure S70. 'H-'"H COSY spectrum of stachybochartin G (7) in CD;0D.
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Figure S71. ROESY spectrum of stachybochartin G (7) in CD;0D
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Figure S72. HRESIMS spectrum of stachybochartin G (7).
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Figure S73. IR (KBr disc) spectrum of stachybochartin G (7).
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Figure S74. UV spectrum of stachybochartin G (7).
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