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1. Spectra of compound 1
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Figure S1. *H NMR spectrum (600 MHz) of compound 1 in CDCls,
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Figure S2. 3C NMR spectrum (125 MHz) of compound 1 in CDCls.
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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

Sample ID

Instrument Name

ESIH202300411.d

Agilent G6520 Q-TOF

Sample Name
Position
Acq Method

AB-AB-AFBBBE-4
P1-D8
20160322_MS_ESIH_POS_1imin.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
4232888 4253048 429.|32GB 4352858 4371936
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 |Czl: 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. *3C NMR spectrum (150 MHz) of compound 2 in CDCls.
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Figure S11. HSQC spectrum (800 MHz) of compound 2 in CDCls.
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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.
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Figure S14. NOESY spectrum (800 MHz) of compound 2 in CDCls,
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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,

o 0 =~ wn O

(] ~t =5 M~ M~ - w STUNUDREITOITUNORN DO

- %] S 0 ~ < © LENOQNOMAD =N XQN =L

— [ M~ © 0y NN < FTONDIARNOINNTNODO®DOC
| L7 | [ et e i 0 2

NWWWW“WMMWMWMMMW \nL raTx bl

il

{20 - i
L \C;CHL L’7///(Z"§
I S N cal N s I[F éji%
oy €3 -5 L |
WWWWWMMM o "““”L‘ ‘J}N/ BNy
(Ao 2 Cab
| | | | I | | ‘ : *»—2‘ Lfl‘ LB C rc} T

T T T T T
220 220 210 200 290 180 170 160 150 140 130 120 110 100 g0 B0 i h() ’JU 3Ll 20 11] U =10
£ Ceond

Figure S18. *3C NMR spectrum (150 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. NOESY spectrum (600 MHz) of compound 3 in CDCls
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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 (rt: 0.22 min) ESIH202205796.d
31 469.3318
2.59
24
1.5
1 470.3346
0.5
471.3388
461 462 463 464 465 466 467 468 469 470 471 472 473 474 475 476 477 478 479
Counts vs. Mass-to-Charge (m/z)
Formula Calcul: Results
|m[z |(‘alc m/z |lef (mDa) |Dlﬁ (ppm) [Icm Formula lInn
| 469.3318] 469.3312] -0.56] -1.19]C30 H45 04 [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 CDCls,
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Figure S26. *3C NMR spectrum (200 MHz) of compound 4 in CDCla.
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Figure S27. HSQC spectrum (600 MHz) of compound 4 in CDCls.

e

o, ;upg%if e

L e k20
LSO, [
. ? “ 3: ) F40
o o } 0 8 [0

0@o
8

|
MMWMJWWJMMJMJJJLLUN Wl

T T T T T T T T T T T T T T T T
7.4 7.0 6.3 6.0 5.8 5.0 4.5 1.0 3.5 3.0 2.5 2.0 L5 Lo 0.5 0.0
£2 (ppm)

Figure S28. HMBC spectrum (600 MHz) of compound 4 in CDCls.
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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 CDCls,
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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 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,
o o~ bl r~
r~ ~t © wn OMNTDTRONN I VOATMMWND T O™~ W0
< =3 o ~ FPOoOXRFNOVETR O EMONOYMQOME v~ =W
- [=] ) o MNP ETN AL MNTORNT—O0WOOMN
o o T - LA A AR AL LLALL DL Aoy

N A W el MWWMHMWMWMM Mwmmmm

W1 -
- Lz ‘ SR y
2 -3 Lu' ™~ o i ||‘| ! T b
‘ |
WMMMWMMWWNWMW b A o
230 ziu 2 io ZL‘iU lé’d 150 170 ;a"u 1.“:0 l"—,L- léU 120 1 ‘ll] 100 ‘J‘U SIU Z’I’J b‘u )IU 40 L'-IU ‘._“U ]‘U l‘J —l‘U

£ Ceond

Figure S34. 13C NMR spectrum (200 MHz) of compound 5 in CDCls.
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Figure S35. HSQC spectrum (600 MHz) of compound 5 in CDCls.
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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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Data Filename ESIH202203323.d Sample Name AB-AB-ADBAE12
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igure 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 CDCls,
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Figure S42. *3C NMR spectrum (150 MHz) of compound 6 in CDCls.
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SO l_l ll uj‘g_mfp/ ‘) hvfj‘i\_,b\
: )
— Fio
%0 o8 .09 120
° . 1 d"’ 1-30
%—ﬁ 0 00 o .o = . :‘.o : L0
? om0 .8 5y
c200 la
oo [70
B —— ) 8 8 ° © .0 %
90 _é
Lo =
—_— oe oo [} 110 =
! 120
ﬁ o o 5 ° 130
o o °
( . 140
_4; ‘o ° 150
| 160
! 170
L1so
F190
L200
75 7.0 65 60 55 50 45 40 35 30 25 20 L5 L0 05 00
f2 (ppm)

Figure S44. HMBC spectrum (600 MHz) of compound 6 in CDCls.
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D B S | ER———
] s [°
,:J y . -1
= «
<
! E
o i ;_
= .." '
N4
°
+6
- LI |
0 .
L]
75 1.0 65 60 55 50 45 40 35 30 25 20 15 1.0 05 00

.5
f2 (ppm)

Figure S46. NOESY spectrum (600 MHz) of compound 6 in CDCls
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HR-EIMS spectrum of compound 6.
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Figure S48. IR spectrum of compound 6.




