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Mass Spectrum SmartFormula Report

Analysis Info

Analysis Name  D:\Data\a2\bp32652131_000008.d 2/17/2020 4:13:22 PM
Method broadband first signal Operator: YU HSIAO-CHING
Sample Name bp3-2-6-5-2-1-3-1 Instrument: BRUKER FT-MS solarix
Comment ESI Positive
Intens. 505.15993
x108
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0.64
0.4 507.15703
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|[— bp32652131_000008.d: +MS

Meas. m/z # Formula Score m/z err[mDa] err[ppm] mSigma rdb e Conf N-Rule

50515993 1 C24H31CINaO8 100.00 505.15997 0.04 0.07 226 85 even ak

S1. HRESIMS spectrum of compound 1
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S2. IR spectrum of compound 1
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S3. 'H NMR spectrum (600 MHz) of compound 1 in CDCl3
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S4. 3C NMR spectrum (150 MHz) of compound 1 in CDCls
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S5. HSQC spectrum of compound 1 in CDCl;3
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S6. HMBC spectrum of compound 1 in CDCl;3
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S7. 'H-'H COSY spectrum of compound 1 in CDCls
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S8. NOESY spectrum of compound 1 in CDCI3




Mass Spectrum SmartFormula Report

Analysis Info

Analysis Name

D:\Data\a2\bp32652154_000003.d

2/17/2020 4:22:33 PM

Operator: YU HSIAO-CHING

Methad broadband first signal
Sample Name bp3-2-6-5-2-1-5-4 Instrument: BRUKER FT-MS solariX
Comment ESI Positive
Intens. 607.19172
x108
1.0+
0.8+
0.6+
0.4+ 609.18840

[—— bp32652154_000003.d: +MS

Meas. m/z # Formula Score m/z err[mDa] err[ppm] mSigma rdb e Conf N-Rule
60719172 1 C28H37CINaO11 10000 607.19166 -0.05 -0.09 410 95 even ok
S9. HRESIMS spectrum of compound 2
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S10. IR spectrum of compound 2
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S11. 'H NMR spectrum (600 MHz) of compound 2 in CDCls
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S12. 3C NMR spectrum (150 MHz) of compound 2 in CDCl;
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S13. HSQC spectrum of compound 2 in CDCI3

37.395
35957

121,134

38132

— 84033
61470

01 02 03

it

{bp3-2-6-5-2-1-54_gHMBC-1-4 jdr’

I L l,’

il

e " T T T T T T T T
2100 2000 1900 180.0 1700 1600 1500 1400 1300 1200 1100 1000 S00  BOD

S14. HMBC spectrum of compound 2 in CDCl3
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S15. '"H-'H COSY spectrum of compound 2 in CDCl3
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S16. NOESY spectrum of compound 2 in CDCl;



