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 Figure S1 Chemical structures of compounds 7–28. 
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Figure S2. HR-ESI-MS of citreoviridin J (1) 
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Figure S3. 1H NMR spectrum (400 MHz, CD3OD) of citreoviridin J (1) 
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Figure S4. 13C NMR and DEPT spectra (100 MHz, CD3OD) of citreoviridin J (1) 
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Figure S5. HMQC spectrum (400 MHz, CD3OD) of citreoviridin J (1) 
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Figure S6. 1H-1H COSY spectrum (400 MHz, CD3OD) of citreoviridin J (1) 
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Figure S7. HMBC spectrum (400 MHz, CD3OD) of citreoviridin J (1) 
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Figure S8. NOESY spectrum of (400 MHz, CD3OD) citreoviridin J (1) 
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Figure S9. HR-ESI-MS of citreoviridin K (2) 
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Figure S10. 1H NMR spectrum (400 MHz, CD3OD) of citreoviridin K  (2)  
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Figure S11. 13C NMR and DEPT (100 MHz, CD3OD) of citreoviridin K (2) 
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Figure S12. HMQC spectrum (400 MHz, CD3OD) of citreoviridin K (2) 
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Figure S13. 1H-1H COSY spectrum (400 MHz, CD3OD) of citreoviridin K (2) 
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Figure S14. HMBC spectrum (400 MHz, CD3OD) of citreoviridin K (2) 
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Figure S15. NOESY spectrum (400 MHz, CD3OD) of citreoviridin K (2) 
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Figure S16. HR-ESI-MS of citreoviridin L (3) 
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Figure S17. 1H NMR spectrum (400 MHz, CD3OD) of citreoviridin L (3)   
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Figure S18. 13C NMR and DEPT (100 MHz, CD3OD) of citreoviridin L (3) 
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Figure S19. HMQC spectrum (400 MHz, CD3OD) of citreoviridin L (3) 
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Figure S20. 1H-1H COSY spectrum (400 MHz, CD3OD) of citreoviridin L (3) 
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Figure S21. HMBC spectrum (400 MHz, CD3OD) of citreoviridin L (3) 
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Figure S22. NOESY spectrum (400 MHz, CD3OD) of citreoviridin L (3)
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Figure S23. HR-ESI-MS of citreoviridin M (4)
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Figure S24. 1H NMR spectrum (400 MHz, CD3OD) of citreoviridin M (4)  
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Figure S25. 13C NMR and DEPT (100 MHz, CD3OD) of citreoviridin M (4)   
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Figure S26. HMQC spectrum (400 MHz, CD3OD) of citreoviridin M (4)
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Figure S27. 1H-1H COSY spectrum (400 MHz, CD3OD) of citreoviridin M (4)  
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Figure S28. HMBC spectrum (400 MHz, CD3OD) of citreoviridin M (4)
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Figure S29. NOESY spectrum (400 MHz, CD3OD) of citreoviridin M (4)
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Figure S30. 1H NMR spectrum (400 MHz, CD3OD) of citreoviridins N and O (5 and 6)    
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Figure S31. Amplified 1H NMR spectrum (400 MHz, CD3OD) of citreoviridins N and O (5 and 6) 
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Figure S32. 13C NMR and DEPT (100 MHz, CD3OD) of citreoviridins N and O (5 and 6) 
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Figure S33. Amplified 13C NMR spectrum (100 MHz, CD3OD) of citreoviridins N and O (5 and 6) 
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Figure S34. HMQC spectrum (400 MHz, CD3OD) of citreoviridins N and O (5 and 6) 
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Figure S35. 1H-1H COSY spectrum (400 MHz, CD3OD) of citreoviridins N and O (5 and 6) 



0.00.51.01.52.02.53.03.54.04.55.05.56.06.57.07.5
f2 (ppm)

10
20
30
40
50
60
70
80
90
100
110
120
130
140
150
160
170
180

f1
 (p

pm
)

zhang
文本框
Figure S36. HMBC spectrum (400 MHz, CD3OD) of citreoviridins N and O (5 and 6) 
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Figure S37. NOESY spectrum (400 MHz, CD3OD) of citreoviridins N and O (5 and 6) 



 

zhang
文本框
Figure S38. HR-ESI-MS of citreoviridin N (5) 
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Figure S39. 1H NMR spectrum (400 MHz, CD3OD) of citreoviridin N (5)
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Figure S40. 1H-1H COSY spectrum (400 MHz, CD3OD) of citreoviridin N (5) 



0.40.60.81.01.21.41.61.82.02.22.42.62.83.03.23.43.63.84.04.2
f2 (ppm)

zhang
文本框
Figure S41. NOESY spectrum (400 MHz, CD3OD) of citreoviridin N (5) 
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Figure S42. HR-ESI-MS of citreoviridin O (6) 
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Figure S43. 1H NMR spectrum (400 MHz, CD3OD) of citreoviridin O (6) 
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Figure S44. 1H-1H COSY spectrum (400 MHz, CD3OD) of citreoviridin O (6) 
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Figure S45. NOESY spectrum (400 MHz, CD3OD) of citreoviridin O (6) 
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Single Mass Analysis
Tolerance = 10.0 mDa   /   DBE: min = -1.5, max = 50.0
Element prediction: Off 
Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron Ions
1 formula(e) evaluated with 0 results within limits (up to 50 closest results for each mass)
Elements Used:
C: 55-64    H: 0-200    N: 0-15    O: 0-20    Na: 0-1    

m/z
120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300 310 320 330 340 350 360 370 380 390

%

0

100

 ZBB-2-Dec 103 (0.408) Cm (97:104)
 1: TOF MS ES+ 

 8.99e+006
263.0962

231.0690

209.0845

191.0712123.0479 163.0740155.0690 183.0659
210.0836

241.1087

242.1341
264.0909

348.2440304.2583265.0975 295.1148 340.2807313.1079 364.2616 380.2752 388.3354

Minimum:                             -1.5
Maximum:               10.0   10.0   50.0

Mass       Calc. Mass  mDa    PPM    DBE    i-FIT   Norm   Conf(%) Formula
0.0000     ---
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Figure S46. HR-ESI-MS of pyrenocine A (7) 
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Figure S47. 1H NMR spectrum (400 MHz, CD3OD) of pyrenocine A (7) 
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Figure S48.  13C NMR spectrum (100 MHz, CD3OD) of pyrenocine A (7) 
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Single Mass Analysis
Tolerance = 10.0 mDa   /   DBE: min = -1.5, max = 50.0
Element prediction: Off 
Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron Ions
1 formula(e) evaluated with 0 results within limits (up to 50 closest results for each mass)
Elements Used:
C: 10-50    H: 0-200    N: 0-15    O: 0-20    Na: 0-1    

m/z
80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 600

%

0

100

 ZBB-13-Dec 110 (0.433) Cm (105:112)
 1: TOF MS ES+ 

 1.01e+006
251.1888

177.0534

174.1320
137.0616

109.0574
81.0533

155.0714

193.0224
211.0532

225.0378

413.2561

298.1115

268.1087
397.1109301.1346

329.0648 395.0789
515.2579414.2608

423.1016 505.1125477.1591 583.1646516.2595
585.2004

Minimum:                             -1.5
Maximum:               10.0   10.0   50.0

Mass       Calc. Mass  mDa    PPM    DBE    i-FIT   Norm   Conf(%) Formula
0.0000     ---
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Figure S49.  HR-ESI-MS of terrein (14) 
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Figure S50. 1H NMR spectrum (400 MHz, CD3OD) of terrein (14) 
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Figure S51.  13C NMR spectrum (100 MHz, CD3OD) of terrein (14) 
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Single Mass Analysis
Tolerance = 10.0 mDa   /   DBE: min = -10.0, max = 100.0
Element prediction: Off 
Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron Ions
1 formula(e) evaluated with 0 results within limits (all results (up to 1000) for each mass)
Elements Used:

m/z
160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 600 620 640 660 680 700

%

0

100

 ZBB-23-Jan 101 (0.400) Cm (101:102)
 1: TOF MS ES+ 

 3.74e+005
301.2731

223.0996149.0469201.0977 239.1039 295.1410
441.2590302.1113

425.2283
413.2538317.1263 349.1610

457.2408 489.2072
521.2068

651.3000593.2619551.2705 619.2620 689.2041

Minimum:                             -10.0
Maximum:               10.0   10.0   100.0

Mass       Calc. Mass  mDa    PPM    DBE    i-FIT   Norm   Conf(%) Formula
0.0000     ---
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Figure S52. HR-ESI-MS of citreoviridin (20) 
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Figure S53. 1H NMR spectrum (400 MHz, CD3OD) of citreoviridin (20) 
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Figure S54.  13C NMR spectrum (100 MHz, CD3OD) of citreoviridin (20) 




