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1. Spectra of compound 1
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Figure S1. '"H NMR spectrum (600 MHz) of compound 1 in CDCl;,
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Figure S2. 3C NMR spectrum (125 MHz) of compound 1 in CDCl.
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Figure S3. HSQC spectrum (600 MHz) of compound 1 in CDCls.
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Figure S4. HMBC spectrum (600 MHz) of compound 1 in CDCls.
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Figure S5. '"H-'H COSY spectrum (600 MHz) of compound 1 in CDCls.
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Figure S6. NOESY spectrum (600 MHz) of compound 1 in CDCl3,
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Data Filename ESIH202300411.d Sample Name AB-AB-AFBBBE-4
Sample ID Position P1-D8
Instrument Name Agilent G6520 Q-TOF Acq Method 20160322_MS_ESIH_POS_1min.m
Acquired Time 1/11/2023 14:00:02 IRM Calibration Status
DA Method small molecular data analysis method.m Comment ESIH by fangsu
User Spectra
Fragmentor Voltage Collision Energy Ionization Mode
170 0 ESI
%10 5 |+ Scan (rt: 0.08-0.09 min, 2 scans) ESIH202300411.d
2.25q 427.3210
24
1.75
1.5
1.254
1
0.75 428.3244
0.5
0.25
425.3048 429.3268 437.1936
b 4 L L dshame
420 421 422 423 424 425 426 427 428 429 430 431 432 433 434 435 436 437 438
Counts vs. Mass-to-Charge (m/z)
Formula Calcul Results
|m[z |Cal= mfz IDiff (mDa) |Diff (ppm) IIr:m Formula |Iul|
| 427.321] 427.3207| -0.3] -0.7|C28 H43 03 [M+H)+ ]

Figure S7. HR-ESIMS spectrum of compound 1.
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Figure S8. IR spectrum of compound 1.




2. Spectra of compound 2
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Figure S9. "H NMR spectrum (800 MHz) of compound 2 in CDCls.
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Figure S10. *C NMR spectrum (150 MHz) of compound 2 in CDCls.
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Figure S11. HSQC spectrum (800 MHz) of compound 2 in CDCls.

5 — L YT,

L

. &
é ° @ %o

= Q

= ° .2,%
— ° e .

- ° o0 -
_:_‘_i " 0000,

— st ¥
J e o

I v ®
e _o
@ °
& °
°o e L IS
L3 . ® Qo -
°
{
‘7 o
4‘ © c0 O
T T T T T T T T T T T T T T
7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 L5 L0 0.5
£2 (ppm)

Figure S12. HMBC spectrum (800 MHz) of compound 2 in CDCls.
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Figure S13. 'H-'H COSY spectrum (800 MHz) of compound 2 in CDCls.

T T T T T T T T T T T T T T T 1

.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0
£2 (ppm)

Figure S14. NOESY spectrum (800 MHz) of compound 2 in CDClIs,
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Data Filename ESIH202205966.d Sample Name AB-2DCA-8

Sample ID Position P1-E7

Instrument Name Agilent G6520 Q-TOF Acq Method 20160322 MS ESIH POS_1imin.m
Acquired Time 12/27/2022 10:35:10 IRM Calibration Status

DA Method small molecular data analysis method.m Comment ESIH by fangsu

User Spectra

Fragmentor Voltage Collision Energy Ionization Mode
170 0 ESI

x10 5 |+ Scan (rt: 0.33-0.37 min, 6 scans) ESIH202205966.d

2.2
2
1.8 |
1.6 |
1.4
1.2
14
0.8
0.6
0.4
0.24
0

411.3255

412.3284

409.3100
| 405.2071 408.2362 . 4‘3?312 415,1952
g : ‘

Counts vs. Mass-to-Charge (m/z)

Formula Calculator Results
Calc m/z Diff (mDa Diff (ppm Ion Formula Ion
411.3255 411.3258 0.24] 0.57|C28 H43 02 (M+H)+

Figure S15. HR-ESIMS spectrum of compound 2.
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Figure S16. IR spectrum of compound 2.




3. Spectra of compound 3
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Figure S17. "H NMR spectrum (600 MHz) of compound 3 in CDCls.
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Figure S18. °C NMR spectrum (200 MHz) of compound 3 in CDCls.
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Figure S19. HSQC spectrum (600 MHz) of compound 3 in CDCls.
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Figure S20. HMBC spectrum (600 MHz) of compound 3 in CDCls.
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Figure S21. '"H-'H COSY spectrum (600 MHz) of compound 3 in CDCls.
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Figure S22. ROESY spectrum (600 MHz) of compound 3 in CDCl;.

3.5

F4.0

F4.5

F5.0

£1 (ppm)

£1 (ppm)



Data Filename ESIH202302105.d Sample Name AB-AB-ADBAE-13
Sample ID Position P1-A1
Instrument Name Agilent 6520 Q-TOF Acq Method 20160322 MS_ESIH_POS_1imin.m
Acquired Time 3/28/2023 14:46:28 IRM Calibration Status
DA Method small molecular data analysis method.m Comment ESIH by fangsu
User Spectra
Fragmentor Voltage Collision Energy Ionization Mode
170 (1] ESI
x10 6 |+ Scan (rt: 0.16 min) ESIH202302105.d

1.8

16 443.3520

1.4

1.2

]

0.84

0.6 444 .3556

0.4

0.2 445.3595

0 441.3091 | o
436 437 438 439 440 441 442 443 444 445 446 447 448 449 450 451 452 453 454
Counts vs. Mass-to-Charge (m/z)

Formula Calculator Results

Diff (mDa Diff (ppm Ion Formula Ton

443.352]

443.352] 0]

-0.01|C29 H47 03 (M+H)+

Figure S23. HR-ESIMS spectrum of compound 3.
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Figure S24. IR spectrum of compound 3.




4. Spectra of compound 4
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Figure S25. "H NMR spectrum (600 MHz) of compound 4 in CDCl5.
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Figure S26. °C NMR spectrum (200 MHz) of compound 4 in CDCls.
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Figure S27. HSQC spectrum (600 MHz) of compound 4 in CDCls.
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Figure S28. HMBC spectrum (600 MHz) of compound 4 in CDClIs.
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Figure S29. 'H-'H COSY spectrum (600 MHz) of compound 4 in CDCls.
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Figure S30. ROESY spectrum (600 MHz) of compound 4 in CDCl;.
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Data Filename ESIH202203323.d Sample Name AB-AB-ADBAE12

Sample ID Position P1-F4

Instrument Name Agilent G6520 Q-TOF Acq Method 20160322_MS_ESIH_POS_1min.m

Acquired Time 9/14/2022 15:22:02 IRM Calibration Status

DA Method small molecular data analysis method.m Comment ESIH by fangsu
User Spectra
Fragmentor Voltage Collision Energy Ionization Mode
170 0 ESI
%10 4 |+ Scan (rt: 0.139-0.189 min, 7 scans) ESIH202203323.d Subtract
7
413.3411
6
5
4
34
24 414.3445
1
. 411.?271 , ‘ 415.,|3469 423‘9502
406 407 408 409 410 411 412 413 414 415 416 417 418 419 420 421 422 423 424
Counts vs. Mass-to-Charge (m/z)

Formula Calcul. Results

|mlz |l"a|c m/z |DIFF (mDa) |Dlﬁ (ppm) Ion Formula IInn 1

| 413.3411| 413.3414| 0.27] 65|C28 Ha5 02 [(M+H)+ ]

Figure S31. HR-ESIMS spectrum of compound 4.
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Figure S32. IR spectrum of compound 4.




5. Spectra of compound 5
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Figure S33. '"H NMR spectrum (600 MHz) of compound 5 in CDCls.
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Figure S34. °C NMR spectrum (150 MHz) of compound 5 in CDCls.
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Figure S35. HSQC spectrum (600 MHz) of compound 5 in CDCl3
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Figure S36. HMBC spectrum (600 MHz) of compound 5 in CDCls.
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Figure S37. '"H-'H COSY spectrum (600 MHz) of compound 5 in CDCls.
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Figure S38. NOESY spectrum (600 MHz) of compound 5 in CDClIs,
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Data Filename ESIH202205796.d Sample Name AB-AFBBBE-6

Sample ID Position P1-D2
Instrument Name Agilent G6520 Q-TOF Acq Method 20160322_MS_ESIH_POS_1min.m
Acquired Time 12/20/2022 15:04:07 IRM Calibration Status
DA Method small molecular data analysis method.m Comment ESIH by zhuzhenyun
User Spectra
Fragmentor Voltage Collision Energy Ionization Mode
170 0 ESI
%10 5 |+ Scan (it: 0.22 min) ESIH202205796.d
31 469.3318
2.59
2
1.5
1 470.3346
0.5
471.3388
0 |

461 462 463 464 465 466 467 468 460 470 471 472 473 474 475 476 477 478 479
Counts vs. Mass-to-Charge (m/z)

Formula Calcul Results
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Figure S39. HR-ESIMS spectrum of compound 5.
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Figure S40. IR spectrum of compound 5.



6. Spectra of compound 6
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Figure S41. "H NMR spectrum (400 MHz) of compound 6 in CDCl5.
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Figure S42. *C NMR spectrum (150 MHz) of compound 6 in CDCls.
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Figure S43. HSQC spectrum (600 MHz) of compound 6 in CDCls.
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Figure S44. HMBC spectrum (600 MHz) of compound 6 in CDCls.
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Figure S45. 'H-'H COSY spectrum (600 MHz) of compound 6 in CDCls.
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Figure S48. IR spectrum of compound 6.




