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FT-MS

Analysis Info
Analysis Name D:\Datala2\BP 3265348 000014 d 10/15/2020 3:24:25 PM
Method broadband first signal
Sample Name BP3-2-6-5-3-4-8 Instrument: FT-MS solarix
Comment ESI Positive
Intens.
x108 440
E.
a7
4-
39
425
413
338
2 343 461
334 4149
458
368 430
ars 307 422
360
329
379
J I \ |
0 " il L- | ’ "
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[——Ms J
Bruker Compass Datafnalysis 4.0 printed:  10/15/2020 3:24:25 PM Page 1 of 1

S1. ESIMS spectrum of compound 1




Mass Spectrum SmartFormula Report

Analysis Info

Analysis Name  D:\Data\a2\BP3265348_000013.d

10/15/2020 3:22:54 PM
Method broadband first signal Operator: YU HSIAO-CHING
Sample Name BP3-2-6-5-3-4-8 Instrument: BRUKER  FT-MS solariX
Comment ESI Positive
Intens. 461.13377
%108
1.5
1.0
463.13085
0.5
0.0 " IMJLJLAJ\“ o ' oy Aﬂl s oty s Sty i
I 461.00 461.25 461.50 461.75 462.00 462.25 462.50 462.75 463.00 miz
|— BP3265348_000013.d: +M3

Meas. m/z # Formula Score miz err[mDa] err[ppm] mSigma rdb e Conf N-Rule
46113377 1 C22H27CINaO7 100.00 461.13375

-0.02 -0.03 234 8.5 even ok

S2. HRESIMS spectrum of compound 1
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S3. IR spectrum of compound 1
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S4. '"H NMR spectrum (600 MHz) of compound 1 in CDCl3
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S5. Zoomed-in region of Figure S4 from 2.0-3.4 ppm
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S6. Zoomed-in region of Figure S4 from 4.4-7.0 ppm
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S7. 3C NMR spectrum (150 MHz) of compound 1 in CDCls
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S8. HSQC spectrum of compound 1 in CDCl;3
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S10. '"H-'H COSY spectrum of compound 1 in CDCl3
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Analysis Info

Analysis Mama DoDataa2i\bp326511114_000002.d B0 3
Method broadband first signal 020 23040 PM
Sample Name  BP3-2-6-5-1-11-14 Instrument: FT-M3  solariX
Comment ESI Pasitive
— B — S S S _
o8 547 551
210
15
1.04 542
=53
Q54
533
28
485
| «a el 51T
O 0 W M 3 O 11
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[— s |
Bruker Compass DataAnalysis 4.0 printed:  6/30/2020 2:30:40 PM age 1of1

S12. ESIMS spectrum of compound 2

13



Mass Spectrum SmartFormula Report

Analysis Info
Analysis Name  DA\Data\a2\bp326511114_000009.d A6/ 3K2020 4:09:20 PM
Method broadband first signal Operator: YU HSIAD-CHING
Sample Mame  BP3-2-6-5-1-11-14 Instrument: BRUKER FT-MS solariX
Comment ESI Positive
Intens. 551 20198
u'lﬂa'
B_.
n
55319853
2.
I, SO BN ST S
8510 2515 5520 5625 5530 5535 miz
[— bp326511114_000008.d: +MS o ]
Meas. miz # Formula Scarg miz er[mDa] errfppm] mSigma rdb e Conf  M-Rule
55120198 1 C2EHITCINGQS 10000 551.20183 0185 -0.27 266 TH even ok

S13. HRESIMS spectrum of compound 2
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S15. 'TH NMR spectrum (600 MHz) of compound 2 in CDCls
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S16. Zoomed-in region of Figure S15 from 0.8-3.2 ppm
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S17. Zoomed-in region of Figure S15 from 3.4-6.0 ppm
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S18. 3C NMR spectrum (150 MHz) of compound 2 in CDCl;
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S19. HSQC spectrum of compound 2 in CDCl3
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S20. HMBC spectrum of compound 2 in CDCl3
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S21. '"H-'H COSY spectrum of compound 2 in CDCls
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FT-MS

Analysis Info
Analysis Hame DAData\a2\bp3266346_000004.d $20/2020 3.47.51 PM
Method broadband first signal
Sample Name  bp3-2-6-5-3-4-8 Instrument. FT-MS  solariX
Comment ESI Positive
Intens. [
®108 565
523
ﬁ.
558
4_
551
543
495
. 413
429 47T
538
533
“ 540 560 miz
[— +ms N
Bruker Compass DataAnalysis 4.0 printed:  8/20/2020 3:47:51 PM Page 1 of 1

S23. ESIMS spectrum of compound 3
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Mass Spectrum SmartFormula Report

Analysis Info
Analysis Mame  Di\Data\a2\bp3265346_000003.d 8/20/2020 3:46:31 PM
Method broadband first signal Operator: YU HSIAQ-CHING
Sample Name  bp3-2-6-5-3-4-6 Instrument: BRUKER FT-MS salariX
Comment ESI Positive
Intens. SE5.18106
%108
ﬁ_
4
56717800
24 566.18433
A — . . .
565.0 5855 566.0 566.5 567.0 5675 miz
[—— bp3265346_000003 . +MS |
Meas. miz # Formula Score miz err[mDa] err[ppm] mSigma rdb e Conf N-Rule
56518106 1 C26H35CINa0O10 10000 56518110 0.04 0.07 347 B85 even ok

S24. HRESIMS spectrum of compound 3
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S25. IR spectrum of compound 3
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S26. 'H NMR spectrum (600 MHz) of compound 3 in CDCl;
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S27. Zoomed-in region of Figure S26 from 0.8-2.5 ppm
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S28. Zoomed-in region of Figure S26 from 3.0-6.1 ppm
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S29. 3C NMR spectrum (150 MHz) of compound 3 in CDCls
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S30. HSQC spectrum of compound 3 in CDCl3
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S31. HMBC spectrum of compound 3 in CDCl3
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S33. NOESY spectrum of compound 3 in CDCl;
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FT-MS

Analysis Info
Analysis Name D:\Data\aZ2\BP3265345_000041.d 10/15/2020 3:05:05 PM
Method broadband first signal
Sample Name BP32-6-5-3-4-5 Instrument: FT-M3 solariX
Comment ES| Positive
Intens.
%108, 565
L}
51 543
507
d_
3.
523
21
447
1 551 560
485 501
Ly 4395
539
4a0
455 453 475 528 -
oo doce o Ll b il
0 1 alod JIJ.IJ. |Luﬁu. nunn |1 J.a wiL ll.;l.I l.l L ll.lJI.lhlul L Lk I JIJ_J. lu
450 450 500 520 540 560 miz
[—ms J
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S35. HRESIMS spectrum of compound 4
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S36. IR spectrum of compound 4
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S37. '"H NMR spectrum (600 MHz) of compound 4 in CDCl;
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S38. Zoomed-in region of Figure S37 from 0.9-2.5 ppm
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S39. Zoomed-in region of Figure S37 from 2.7-5.9 ppm
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S40. 3C NMR spectrum (150 MHz) of compound 4 in CDCl;
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S41. HSQC spectrum of compound 4 in CDCI3
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S42. HMBC spectrum of compound 4 in CDCl3
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S43. '"H-"H COSY spectrum of compound 4 in CDCl3
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S44. NOESY spectrum of compound 4 in CDCl;
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