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Figure S2. ESIMS spectrum of compound 1.
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Figure S1. IR spectrum of compound 1.
FT-MS
Analysis Info
Analysis Name D:\Data\a2\18511_000004.d 10/29/2020 3:43:51 PM
Method broadband first signal
Sample Name 18-5-11 Instrument: FT-MS  solariX
Comment ESI Positive
Intens.
x109 481
8
64
44
24
o M . . [ N m VR
275 300 325 350 375 400 425 450 475 500 m/z
|7 +MS I




Mass Spectrum SmartFormula Report

Analysis Info

Analysis Name  D:\Data\a2\18511_000003.d 10/29/2020 3:42:39 PM

Method broadband first signal Operator: YU HSIAO-CHING

Sample Name 18-5-11 Instrument: BRUKER FT-MS solariX
Comment ESI Positive

Intensg 481.29259
x10

0.84

0.64

0.4+

0.2

o AN

0 . . . . , . , .
481.10 481.15 481.20 481.25 481.30 481.35 481.40 481.45 m/z
[— 18511_000003.d: +MS

Meas. m/z # Formula Score m/z err[mDa] err[ppm] mSigma rdb e Conf N-Rule
481.29259 1 C28H42NaO5 100.00 481.29245 -0.14 -0.30 215 7.5 even ok

Figure S3. HRESIMS spectrum of compound 1.
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Figure S4. 'H NMR spectrum (600 MHz) of compound 1 in CDCl.
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Figure S5. 3C NMR spectrum (150 MHz) of compound 1 in CDCls.
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Figure S6. HSQC spectrum of compound 1 in CDCl.
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Figure S7. HMBC spectrum of compound 1 in CDCls.
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Figure S8. 'H-'H COSY spectrum of compound 1 in CDCls.



@0
(1]
°
°

T T T T T
0 100 200 300 400

Figure S9. NOESY spectrum of compound 1 in CDCls
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Figure 510. IR spectrum of compound 2.
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FT-MS

Analysis Info

Analysis Name D-\Data\a2\R73221_000002.d 11/19/2020 3:23-:06 PM
broadband first signal
Sample Name  R7-3-2-2-1 Instrument: FT-MS  solariX
Comment £S1 Positive
Interns.
pord=3 aos
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Figure S11. ESIMS spectrum of compound 2.

Mass Spectrum SmartFormula Report

Analysis Info

Analysis Name  D:\Data\a2\R73221_000018.d 11/19/2020 3:35:09 PM

Method broadband first signal Operator: YU HSIAO-CHING

Sample Name R7-3-2-2-1 Instrument: BRUKER FT-MS solariX
Comment ESI Positive

'"(%sé_ 495.27187
X

0.6

0.4+

0.2

0.0

495.10 495.15 49520 49525 495.30 49535 495 40 495 45 miz
[——R73221_000018 d: +MS

Meas. m/z # Formula Score m/z err[mDa] err[ppm] mSigma rdb e Conf N-Rule
49527187 1 C28H40NaO®6 100.00 495.27171 -0.16 -0.33 6.3 8.5 even ok

Figure 512. HRESIMS spectrum of compound 2.
11



aaaaaaaaaaaaaaaaaaaaaaaaaaaaaa

5.5
5557

______________________________

v ST N

I,ilki,;o.,,, | ‘ Jt . ) . | M)AM«LJ . MMM,U\L*

G 5 F7EELAd QAdSsR=EZs3

I VN N

132.530

T AAARan T T T T ARBNAY PARRARARS T T QARRRRARRY T T
190.0 180.0 170.0 160.0 150.0 140.0 130.0 120.0 llbO 1060 960 80.0 7(?;0 60‘0 50.0 40.0 300 200 100 0
X : parts per Million : Carbon13

Figure 514. ®C NMR spectrum (100 MHz) of compound 2 in CDCls.
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Figure S15. DEPT spectrum of compound 2 in CDCls.
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Figure S16. HSQC spectrum of compound 2 in CDCl.
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Figure 517. HMBC spectrum of compound 2 in CDCls.
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Figure S§18. 'H-"H COSY spectrum of compound 2 in CDCls.
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Figure 519. NOESY spectrum of compound 2 in CDCls
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Figure S20. IR spectrum of compound 3.
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Analysis Info
Analysis Name

FT-MS

Di\Data\a2\R7321_000003.d

11/19/2020 3:41:53 PM

Method broadband first signal
Sample Name R7-3-2-1 Instrument: FT-MS  solariX
Comment ESI Positive
Intens.

x108 a53

1.5

1.0

353
413
431
381
o5
391
ses A7 aas
279 331 aa1
3&8 408 ||| 419425
287 307, 340 376 401 l
296 313
261208 T ot Nt o | O PO O | N T P | O I A O T O S
260 280 300 320 340 360 380 400 420 440 m/z
[ +MS

Figure S21. ESIMS spectrum of compound 3.

Mass Spectrum SmartFormula Report

Analysis Info
Analysis Name D:\Data\a2\R7321_000001.d 11/19/2020 3:43:42 PM
Method broadband first signal Operator: YU HSIAO-CHING
Sample Name R7-3-2-1 Instrument: BRUKER FT-MS solariX
Comment ESI Positive
Intens 453.26085
x108 rl
25 ‘ ‘
2.0 ’
15 |
1.04
05 ’ l
Al fl IAu
00 L — L —_
453.15 453.20 453.25 45330 45335 45340 mz
[~ R7321_000001.d: +MS
Meas. m/z # Fomula Score miz er[mDa] er[ppm] mSigma rdb e Conf N-Rule
45326085 1 C26H38NaOS5 10000 45326115 0.2¢ 0.64 67 75 even ok
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Figure 522. HRESIMS spectrum of compound 3.
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Figure 523. 'H NMR spectrum (400 MHz) of compound 3 in CDCl.
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Figure 524. 3C NMR spectrum (100 MHz) of compound 3 in CDCls.
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Figure 525. DEPT spectrum of compound 3 in CDCls.
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Figure 526. HSQC spectrum of compound 3 in CDCls.
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Figure 527. HMBC spectrum of compound 3 in CDCls.
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Figure 528. 'H-'H COSY spectrum of compound 3 in CDCl.
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Figure 529. NOESY spectrum of compound 3 in CDCls
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Figure S30. IR spectrum of compound 4.
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Analysis Info
Analysis Name
Method

Sample Name

FT-MS

D:\Data\a2\185132_000001.d 10/29/2020 4:05:54 PM
broadband first signal
18-5-13-2 Instrument: FT-MS  solariX

Comment ESI| Positive
Intens.
x108 539
2
2
413
353
493
4
523
381
391
368 a07 429 anr 461 e 509 534
343 403 425 L l ara 504
o IIJJ.J‘.hI.J..nJJLL ol LW O
350 375 <400 425 450 475 500 525 m/z
[ +MS ]
Figure S31. ESIMS spectrum of compound 4.
Mass Spectrum SmartFormula Report
Analysis Info
Analysis Name  D:\Data\a2\185132_000002.d 10/29/2020 4:05:08 PM
Method broadband first signal Operator: YU HSIAO-CHING
Sample Name 18-5-13-2 Instrument: BRUKER FT-MS solariX
Comment ESI Positive
Intens. 539.29763
x108]
2.5
2.04
1.54
1.04
0.51
0.0-r T T T T T T T T
539.10 539.15 539.20 539.25 539.30 539.35 539.40 539.45 539.50 m/z
[—— 185132_000002.d: +MS ]
Meas. m/z # Formula Score m/z err[mDa] err[ppm] mSigma rdb e~ Conf N-Rule
539.29763 1 C30H44NaO7 100.00 539.29792 0.30 0.55 222 85 even ok

Figure 532. HRESIMS spectrum of compound 4.
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Figure 534. 3C NMR spectrum (100 MHz) of compound 4 in CDCls.
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Figure $35. HSQC spectrum of compound 4 in CDCl.
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Figure S36. HMBC spectrum of compound 4 in CDCls.
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Figure S37. 'H-'H COSY spectrum of compound 4 in CDCls.
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Figure S38. NOESY spectrum of compound 4 in CDCls

N

{ i ‘ ‘
J\J’ \,w\vﬂ’w_«
‘ o V,;,ww

abundance

:

24

>
/:,sf ) A
s
R 5% £
= ©  d
O o 0
&
29
o’ ¢
] g 8
0
8
el o
v
oo o < o e o oco ?/ coc=—A
w
. T T T T
5.0 4.0 3.0 20 1.0

€-U004d T-€1-5-81

| gplT



% Transmittance

901
851
80+

751
4000

3508 .62

1867.27
1462.60
137849

1715.69

2B848.71

Tas00 a0 280 =200 s 1000 500
Wavenumbers (cm-1)

Figure S39. IR spectrum of compound 5.

Analysis Info
Analysis Name D:\Data\a2\R85133_000001.d 1/13/2020 3:31:36 PM
Method broadband first signal
Sample Name R8-5-13-3 Instrument: FT-MS solariX
Comment ESI Positive
Intens.
x109 469

1.0

0.81

0.6

0.44

464
413
0.21
429
391
425 459
348
368 421 438
304
321 331 352 381 442 l I
0.0~ L o L I [T NN L M P | N l'l. I.| | Al L |
" 300 320 340 360 380 400 420 440 460 m/z
[—ms ]

Figure S40. ESIMS spectrum of compound 5.
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Mass Spectrum SmartFormula Report

Analysis Info

Analysis Name  D:\Data\a2\R85133_000002.d 1/13/2020 3:30:43 PM
Method broadband first signal Operator: YU HSIAO-CHING
Sample Name  R8-5-13-3 Instrument: BRUKER FT-MS solariX
Comment ESI Positive
Intens. 469.29237
x108
20
15
1.0
0.5
0.0 T T T T
469.20 469.25 469.30 469.35 469.40 m/z

[—— R85133_000002.d: +MS

Meas. m/z # Formula Score m/z err[mDa] err[ppm] mSigma rdb e Conf N-Rule
469.29237 1 C27H42NaOS5 100.00 469.29245 0.07 0.15 72 65 even ok

Figure S41. HRESIMS spectrum of compound 5.
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Figure 542. 'H NMR spectrum (600 MHz) of compound 5 in CDCl.
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Figure 544. HSQC spectrum of compound 5 in CDCl.
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Figure S46. 'H-'H COSY spectrum of compound 5 in CDCls.
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Figure S48. IR spectrum of compound 6.
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Analysis Info

Analysis Name D:\Data\a2\18515_000003.d 10/29/2020 3:47:51 PM
Method broadband first signal
Sample Name 18-5-15 Instrument: FT-MS  solariX

Comment ESI| Positive
ol a0
2.54
2.0
1.5
1.0
447
0.5
387 - ass
395
0.0 2?? A 204 1 31e A ls?l8 Lo Ll 2 4?71 L Ill L Jl I
260 280 300 320 340 360 O <400 420 440 O m/z
[——=<ms ]
Figure S49. ESIMS spectrum of compound 6.
Mass Spectrum SmartFormula Report
Analysis Info
Analysis Name  D:\Data\a2\18515_000004.d 10/29/2020 3:50:40 PM
Method broadband first signal Operator: YU HSIAO-CHING
Sample Name 18-5-15 Instrument: BRUKER FT-MS solariX
Comment ESI Positive
Intens 469.29237
x109
20
15
1.0
0.51
0.0 T T T T T T T T
469.15 469.20 469.25 489.30 469.35 469.40 469.45 miz
[——18515_000004.d: +MS
Meas. m/z # Formula Score m/z err[mDa] err[ppm] mSigma rdb e Conf N-Rule

469.29237 1 C

27H42Na0O5 100.00 469.29245 0.07 0.15 104 65 even ok

Figure S50. HRESIMS spectrum of compound 6.
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Figure S51. 'H NMR spectrum (600 MHz) of compound 6 in CDCls.
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Figure §52. 3C NMR spectrum (150 MHz) of compound 6 in CDCls.
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Figure S54. HMBC spectrum of compound 6 in CDCls.
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Figure S55. 'H-'"H COSY spectrum of compound 6 in CDCls.
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Figure §56. NOESY spectrum of compound 6 in CDCls
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Figure S57. IR spectrum of compound 7.
Analysis Info
Analysis Name D:\Data\a2\1844_000003.d 10/29/2020 4:17:55 PM
Method broadband first signal
Sample Name 18-4-4 Instrument: FT-MS  solariX
Comment ESI Positive
Intens.
x108 439
3.01
254
2.04
1.59
1.09
413
417 454
429
0.54
391 399 443
353
] 329 341
303 345 369 381385
Ll L T e L] 22 UL LLULL
il LLLL 8N ORI YR T Y P G R o d JLL il i | . WLl Rl
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‘—+MS |

Figure S58. ESIMS spectrum of compound 7.
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Mass Spectrum SmartFormula Report

Analysis Info

Analysis Name  D:\Data\a2\1844_000002.d 10/29/2020 4:16:52 PM
Method broadband first signal Operator: YU HSIAO-CHING
Sample Name 18-4-4 Instrument: BRUKER FT-MS solariX
Comment ESI Positive
Intens. 439.24547
x108+
2.54
2.0
1.5
1.01
0.51
0.0 F———————= e N ey ———
439.10 439.15 439.20 439.25 439.30 439.35 m/z

|— 1844_000002.d: +MS

Meas. m/z # Formula Score m/z err[mDa] err[ppm] mSigma rdb e Conf N-Rule
439.24547 1 C25H36NaO5 100.00 439.24550 0.03 0.07 4.9 7.5 even ok

Figure S§59. HRESIMS spectrum of compound 7.
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Figure 560. 1H NMR spectrum (400 MHz) of compound 7 in CDCI3.
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Figure S61. 3C NMR spectrum (100 MHz) of compound 7 in CDCls.
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Figure S62. DEPT spectrum of compound 7 in CDCls.
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Figure 563. HSQC spectrum of compound 7 in CDCl.
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Figure S64. HMBC spectrum of compound 7 in CDCls.
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Figure S65. 'H-'H COSY spectrum of compound 7 in CDCl.
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Figure S66. NOESY spectrum of compound 7 in CDCls
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