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C26 H36 O7: +ESI 扫描 (rt: 0.418 min) Frag=135.0V BY-40.d

483.2351

([C26 H36 O7]+Na)+

206.1163

158.9629 461.2530329.1739 568.2110 922.0098368.4233230.1395 409.1731 519.3044 619.2090 715.3080

Counts vs. 质荷比 (m/z)

120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 600 620 640 660 680 700 720 740 760 780 800 820 840 860 880 900 920 940 960 980 1000

峰高总百分比 (Calc) 峰高 (计算值) 峰高百分数(计算值) m/ z (Calc) Diff (mDa) 峰高 峰高百分数 峰高总百分比 m/ z Diff (ppm)

74.5 749957.1 100 483.2353 0.2 779032.4 100 77.4 483.2351 0.38

最佳 ID 来源 分子式 种类 m/z 分数 Diff (ppm) 分数 (MFG)

TRUE MFG C26 H36 O7 (M+Na)+ 483.2351 96.71 0.74 96.71

Figure S1. HRESIMS spectrum of Gerberdriasins A (1)
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Figure S2. IR spectrum of Gerberdriasins A (1)
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Figure S3. OR Value of Gerberdriasins A (1) in CH3OH
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Figure S4. CD spectra of Gerberdriasins A (1) in CH3OH
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Figure S5. 1H- NMR spectrum of Gerberdriasins A (1) in CD3OD
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Figure S6. 13C NMR spectrum of Gerberdriasins A (1) in CD3OD
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Figure S7. DEPT-135 NMR spectrum of Gerberdriasins A (1) in CD3OD
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Figure S8. 1H-1H COSY spectrum of Gerberdriasins A (1) in CD3OD



13

Figure S9. HSQC spectrum of Gerberdriasins A (1) in CD3OD
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Figure S10. HMBC spectrum of Gerberdriasins A (1) in CD3OD
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Figure S11. NOESY spectrum of Gerberdriasin A (1) in CD3OD
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C26 H34 O7: +ESI 扫描 (rt: 0.566 min) Frag=135.0V BY-41.d

481.2201

([C26 H34 O7]+Na)+

459.2371347.1853 566.1968 922.0098532.3248 617.1917282.2815254.1367 409.1714 753.1775

Counts vs. 质荷比 (m/z)

260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 600 620 640 660 680 700 720 740 760 780 800 820 840 860 880 900 920 940

峰高总百分比 (Calc) 峰高 (计算值) 峰高百分数(计算值) m/ z (Calc) Diff (mDa) 峰高 峰高百分数 峰高总百分比 m/ z Diff (ppm)

74.1 774564.7 100 481.2197 -0.4 787452.4 100 75.3 481.2201 -0.8

最佳 ID 来源 分子式 种类 m/z 分数 Diff (ppm) 分数 (MFG)

TRUE MFG C26 H34 O7 (M+Na)+ 481.2201 93.63 -0.99 93.63

Figure S12. HRESIMS spectrum of Gerberdriasin B (2)
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Figure S13. IR spectrum of Gerberdriasin B (2)
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Figure S14. OR Value of Gerberdriasin B (2) in CH3OH
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Figure S15. CD spectra of Gerberdriasin B (2) in CH3OH
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Figure S16. 1H NMR spectrum of Gerberdriasin B (2) in CD3OD
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Figure S17. 13C NMR spectrum of Gerberdriasin B (2) in CD3OD
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Figure S18. DEPT-135 NMR spectrum of Gerberdriasin B (2) in CD3OD
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Figure S19. 1H-1H COSY spectrum of Gerberdriasin B (2) in CD3OD
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Figure S20. HSQC spectrum of Gerberdriasin B (2) in CD3OD
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Figure S21. HMBC spectrum of Gerberdriasin B (2) in CD3OD
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Figure S22. NOESY spectrum of Gerberdriasin B (2) in CD3OD
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C26 H34 O7: +ESI 扫描 (rt: 0.302 min) Frag=135.0V BY-39.d

481.2200

([C26 H34 O7]+Na)+

459.2377206.1165

158.9630 922.0098617.1942 741.2857539.1789230.1400 435.2137 661.2611338.3418288.2886 398.2392 832.4353

Counts vs. 质荷比 (m/z)

120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 600 620 640 660 680 700 720 740 760 780 800 820 840 860 880 900 920 940 960 980 1000

峰高总百分比 (Calc) 峰高 (计算值) 峰高百分数(计算值) m/ z (Calc) Diff (mDa) 峰高 峰高百分数 峰高总百分比 m/ z Diff (ppm)

74.5 533033.5 100 481.2197 -0.3 553444.9 100 77.4 481.22 -0.67

ID 来源 分子式 种类 m/z 分数 Diff (ppm) 分数 (MFG)

MFG C26 H34 O7 (M+Na)+ 481.2200 96.7 -0.55 96.7

Figure S23. HRESIMS spectrum of Gerberdriasin C (3)
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Figure S24. IR spectrum of Gerberdriasin C (3)
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Figure S25. OR Value of Gerberdriasin C (3) in CH3OH
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Figure S26. CD spectra of Gerberdriasin C (3) in CH3OH
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Figure S27. 1H NMR spectrum of Gerberdriasin C (3) in CD3OD
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Figure S28. 13C NMR spectrum of Gerberdriasin C (3) in CD3OD
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Figure S29. DEPT-135 NMR spectrum of Gerberdriasin C (3) in CD3OD
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Figure S30. 1H-1H COSY spectrum of Gerberdriasin C (3) in CD3OD
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Figure S31. HSQC spectrum of Gerberdriasin C (3) in CD3OD
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Figure S32. HMBC spectrum of Gerberdriasin C (3) in CD3OD
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Figure S33. NOESY spectrum of Gerberdriasin C (3) in CD3OD
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C20 H24 O4: +ESI 扫描 (rt: 0.205 min) Frag=135.0V BY-134.d

351.1569

([C20 H24 O4]+Na)+

323.1251

397.1616
288.2891 679.3232367.1451130.1583 435.2125218.0455 623.2599483.2000174.9546 725.3278

Counts vs. 质荷比 (m/z)

100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 600 620 640 660 680 700 720 740 760 780 800 820 840

峰高总百分比 (Calc) 峰高 (计算值) 峰高百分数(计算值) m/ z (Calc) Diff (mDa) 峰高 峰高百分数 峰高总百分比 m/ z Diff (ppm)

79.9 796654.4 100 351.1567 -0.2 821034.6 100 82.3 351.1569 -0.67

最佳 ID 来源 分子式 种类 m/z 分数 Diff (ppm) 分数 (MFG)

TRUE MFG C20 H24 O4 (M+Na)+ 351.1569 96.79 -0.27 96.79

Figure S34. HRESIMS spectrum of Gerberdriasin D (4)
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Figure S35. IR spectrum of Gerberdriasin D (4)
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Figure S36. OR Value of Gerberdriasin D (4) in CH3OH
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Figure S37. CD spectra of Gerberdriasin D (4) in CH3OH
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Figure S38. 1H NMR spectrum of Gerberdriasin D (4) in CD3OD
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Figure S39. 13C NMR spectrum of Gerberdriasin D (4) in CD3OD
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Figure S40. DEPT-135 NMR spectrum of Gerberdriasin D (4) in CD3OD
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Figure S41. 1H-1H COSY spectrum of Gerberdriasin D (4) in CD3OD
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Figure S42. HSQC spectrum of Gerberdriasin D (4) in CD3OD
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Figure S43. HMBC spectrum of Gerberdriasin D (4) in CD3OD
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Figure S44. NOESY spectrum of Gerberdriasin D (4) in CD3OD 
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C20 H24 O5: +ESI 扫描 (rt: 0.214 min) Frag=135.0V BY-28.d

367.1514

([C20 H24 O5]+Na)+

368.1540

([C20 H24 O5]+Na)+

361.1638
365.1353

([C20 H22 O5]+Na)+
369.1576

([C20 H24 O5]+Na)+362.1663 375.1772359.1488 363.1778

Counts vs. 质荷比 (m/z)

357.5 358 358.5 359 359.5 360 360.5 361 361.5 362 362.5 363 363.5 364 364.5 365 365.5 366 366.5 367 367.5 368 368.5 369 369.5 370 370.5 371 371.5 372 372.5 373 373.5 374 374.5 375 375.5

峰高总百分比 (Calc) 峰高 (计算值) 峰高百分数(计算值) m/ z (Calc) Diff (mDa) 峰高 峰高百分数 峰高总百分比 m/ z Diff (ppm)

79.7 489192.6 100 367.1516 0.2 503858 100 82.1 367.1514 0.48

最佳 ID 来源 分子式 种类 m/z 分数 Diff (ppm) 分数 (MFG)

TRUE MFG C20 H24 O5 (M+Na)+ 367.1514 96.32 0.86 96.32

Figure S45. HRESIMS spectrum of Gerberdriasin E (5)
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Figure S46. IR spectrum of Gerberdriasin E (5)
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Figure S47. OR Value of Gerberdriasin E (5) in CH3OH
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Figure S48. CD spectra of Gerberdriasin E (5) in CH3OH
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Figure S49. 1H NMR spectrum of Gerberdriasin E (5) in CD3OD
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Figure S50. 13C NMR spectrum of Gerberdriasin E (5) in CD3OD
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Figure S51. DEPT-135 NMR spectrum of Gerberdriasin E (5) in CD3OD
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Figure S52. 1H-1H COSY spectrum of Gerberdriasin E (5) in CD3OD
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Figure S53. HSQC spectrum of Gerberdriasin E (5) in CD3OD
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Figure S54. HMBC spectrum of Gerberdriasin E (5) in CD3OD
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Figure S55. NOESY spectrum of Gerberdriasin E (5) in CD3OD 
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C20 H22 O4: +ESI 扫描 (rt: 1.047 min) Frag=135.0V BY-141.d

349.1407

([C20 H22 O4]+Na)+

365.1340
288.2891

261.1293
381.1319

316.3193
437.1924

397.1298 413.2664305.1553 339.0815323.0884

Counts vs. 质荷比 (m/z)

255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520 525 530

峰高总百分比 (Calc) 峰高 (计算值) 峰高百分数(计算值) m/ z (Calc) Diff (mDa) 峰高 峰高百分数 峰高总百分比 m/ z Diff (ppm)

81.9 25291.4 100 349.141 0.3 25171.2 100 81.6 349.1407 1

最佳 ID 来源 分子式 种类 m/z 分数 Diff (ppm) 分数 (MFG)

TRUE MFG C20 H22 O4 (M+Na)+ 349.1407 84.32 0.83 84.32

Figure S56. HRESIMS spectrum of Gerberdriasin F (6)
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Figure S57. IR spectrum of Gerberdriasin F (6)
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Figure S58. OR Value of Gerberdriasin F (6) in CH3OH
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Figure S59. CD spectra of Gerberdriasin F (6) in CH3OH
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Figure S60. 1H NMR spectrum of Gerberdriasin F (6) in CD3OD
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Figure S61. 13C NMR spectrum of Gerberdriasin F (6) in CD3OD
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Figure S62. DEPT-135 NMR spectrum of Gerberdriasin F (6) in CD3OD
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Figure S63. 1H-1H COSY spectrum of Gerberdriasin F (6) in CD3OD



68

Figure S64. HSQC spectrum of Gerberdriasin F (6) in CD3OD
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Figure S65. HMBC spectrum of Gerberdriasin F (6) in CD3OD
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Figure S66. NOESY spectrum of Gerberdriasin F (6) in CD3OD 
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Figure S67: Chemical shift differences (ΔδH (S-R)) between (S)-MTPA and (R)-MTPA of 1.
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Figure S68: Chemical shift differences (ΔδH (S-R)) between (S)-MTPA and (R)-MTPA of 2.
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Figure S69: Chemical shift differences (ΔδH (S-R)) between (S)-MTPA and (R)-MTPA of 3.
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Figure S70: Chemical shift differences (ΔδH (S-R)) between (S)-MTPA and (R)-MTPA of 5.


