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FT-MS

Analysis Info

Analysis Name DAData\a2\bp3265233_000002.d 5/13/2020 4-32-58 PM
Method broadband first signal
Sample Name bp3-2-6-5-2-3-3 Instrument: FT-MS  solarix
Comment ESI Positive
Intens.
%108
12 573
1.0
0.8
0.6
0.4
304
a2 473
I.Ii 325 338 305367

300 350 400 450 500 550 miz
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S1. ESIMS spectrum of compound 1



Mass Spectrum SmartFormula Report

Analysis Info

Analysis Name  D:\Data\a2\bp3265233_000001.d 5/13/2020 4:25:57 PM
Method broadband first signal Operator: YU HSIAO-CHING
Sample Name bp3-2-6-5-2-3-3 Instrument: BRUKER FT-MS solanx
Comment ESI Positive
Intens. 573.19426
x108
2,54
2,04
1.59
1.0+
0.5
0.0 T v r r f T i i i
573.00 573.05 573.10 573.15 573.20 573.25 573.30 573.35 573.40 miz

[—— bp3265233_000001.d. +MS |

Meas. m/z # Formula Score m/z err[mDa] err[ppm] mSigma rdb e Conf N-Rule
57319426 1 C27TH34NaO12 100.00 573.19425 -0.01 -0.02 74 105 even ok

S2. HRESIMS spectrum of compound 1
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S3. IR spectrum of compound 1
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S5. 13C NMR spectrum (150 MHz) of compound 1 in CDCl3
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S7. HMBC spectrum of compound 1 in CDCl3
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S8. 'H-'H COSY spectrum of compound 1 in CDCls

° ’ ;
0 °
o 0 ) ;
L) ° 0, ¢
[+ —
)
° (<]
0
] ———
-] @
—
| ]
° o o |=
o L
o e
|
! ° —_—
6‘0 5‘() 40 3‘0 20 1.0 100 20‘\7 Jdﬂ 400 500

S9. NOESY spectrum of compound 1 in CDCl3



FT-MS

Analysis Info

Analysis Name D\Data\a2\BP3265231_000004.d 5152020 12:25:33 PM
Method broadband first signal
Sample Name bp3-2-6-5-2-3-1 Instrument: FT-MS  solarix
Comment ES| Positive
Inters.

%108 514

1.50

1,25

1.00

075

5N
0.50
514
497
&1
4o0 | S04 J
50?- l_1 2
wttd b e e L Il.u._...
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S10. ESIMS spectrum of compound 2



Analysis Info

Mass Spectrum SmartFormula Report

Analysis Name
Method
Sample Name
Comment

D:\Data\a2\BP3265231_000003.d
broadband first signal

5/15/2020 12:24:21 PM
bp3-2-6-5-2-3-1

Operator: YU HSIAO-CHING
Instrument: BRUKER FT-MS solariX
ESI Positive
Intens 519.13912
w108
2.04
1.54
1.04
521.13596
520.14243
0.54
0.0 pelir P Y Aﬂr\l‘hJL\nMJln..w..M\- [ i e N W VPO, W, T U O SO
' 5185 519.0 5195 520.0 5205 521.0 5215 mfz
|—— BP3265231_000003.¢; +MS |
Meas m/z # Formula Score miz err[mDa] err[ppm] mSigma rdb e Conf N-Rule
51913912 1 C24H29CINaO9 10000 51913823 01 022 274 95 even ok
S11. HRESIMS spectrum of compound 2
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S12. IR spectrum of compound 2
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S14.

13C NMR spectrum (150 MHz) of compound 2 in CDCls
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S16. HMBC spectrum of compound 2 in CDCl3
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S17. 'H-'H COSY spectrum of compound 2 in CDCl3
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S18. NOESY spectrum of compound 2 in CDCl3
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FT-MS

Analysis Info

Analysis Name D-\Data\a\bp32673211_000002.d 5/25/2020 2-22-12 PM

Method broadband first signal
Sample Name bp3-2-6-7-3-2-1-1 Instrument: FT-MS  solarix
Comment ESI Positive
Inters.
w107 521
5
503
4
516
3
523
2
4685
436 458
518
1
461
450
475
429 432 443 485
44n 44 455 ss 3| g 434 40405 508 5q3 \
.
420 440 450 4E0 470 450 450 500 510 520 miz
[— +ms ]
Bruker Compass DataAnalysis 4.0 printed: 5/25/2020 2:2212 PM Page 1 of 1

S19. ESIMS spectrum of compound 3
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Mass Spectrum SmartFormula Report

Analysis Info

Analysis Name
Method
Sample Name

D:\Data\a2\bp32673211_000002.d
broadband first signal
bp3-2-6-7-3-2-1-1

5/25/2020 2:23:53 PM
Operator: YU HSIAO-CHING

Instrument: BRUKER FT-MS solariX
Comment ESI Positive
‘";%9’7 52115499
5_
4
3_
52315231
2]
14
T
5205 521.0 5215 5220 5225 5230 5235 miz
[— bp32673211_000002.d: +MS ]
Meas. m/z # Formula Score m/z err[mDa] err[ppm] mSigma rdb e Conf N-Rule
52115499 1 C24H31CINaOg 10000 521.15488 0.1 -0.21 422 85 even ok
S20. HRESIMS spectrum of compound 3
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S21. IR spectrum of compound 3
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S23. 13C NMR spectrum (150 MHz) of compound 3 in CDCls3
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S25. HMBC spectrum of compound 3 in CDCl3
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S27. NOESY spectrum of compound 3 in CDCl3
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FT-MS

Analysis Info
Analysis Name C-\Datala2\bp3265232_000001.d

5/13/2020 4:45:37 PM
Method broadband first signal
Sample Name bp3-2-6-5-2-3-2 Instrument: FT-MS  solarix
Comment ESI Positive
Inters.
%108
1.0 471
08
06
04
465
331
0.2
407 414 99 420 4o;

320 340 360 380 400 420 440 450 miz
[— +ms ]
Bruker Compass DatafAnalysis 4.0 printed: SM3/2020 4:45237 PM

Page 1of 1

S28. ESIMS spectrum of compound 4
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Mass Spectrum SmartFormula Report

Analysis Info

Analysis Name

Dr\Data\a2\bp3265232_000002.d

5/13/2020 4:42:47 PM

Method broadband first signal Operator: YU HSIAQO-CHING
Sample Name bp3-2-6-5-2-3-2 Instrument: BRUKER FT-MS solariX
Comment ESI Positive
Intens
X107 471.19879
3,
6_
4
2
471.05 471.10 47115 471.20 471.25 471.30 47135 mfz
[—— bp3265232_000002.d; +MS ]
Meas. m/z # Formula Score m/z err[mDa] err[ppm] mSigma rdb e Conf N-Rule
47119879 1 C24H32Na0O8 100.00 471.19894 015 0.31 250 B85 even ok

S29. HRESIMS spectrum of compound 4
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S30. IR spectrum of compound 4
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S31. 'H NMR spectrum (600 MHz) of compound 4 in CDCl3
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S32. 3C NMR spectrum (150 MHz) of compound 4 in CDCl3
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S33. HSQC spectrum of compound 4 in CDCI3
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S34. HMBC spectrum of compound 4 in CDCl3
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S35. 'H-'H COSY spectrum of compound 4 in CDCl3
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S36. NOESY spectrum of compound 4 in CDCl3
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S37. Western blotting of 14
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