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Mass Spectrum SmartFormula Report

Analysis Info

Analysis Name
Method

D:\Data\a2\BV124107_000004.d
broadband first signal

7/12/2017 11:33:57 AM
Operator: YU HSIAO-CHING

Sample Name BV12-4-10-7 Instrument: BRUKER FT-MS solariX
Comment ESI Positive
Intens. 617.25684
x109
1.504
1.254
1.00
0.75
0.50-
0.254
0.00 T 7
616.9 617.0 617.1 617.2 617.3 617.4 617.5 617.8 m/z
[——BV124107_000004.d: +MS ]
Meas. m/z # Formula Score m/z err[mDa] err[ppm] mSigma rdb e Conf N-Rule
617256684 1 C30H42NaO 12 100.00 617.25685 0.01 0.0: 72 95 even ok

S1. HR-ESI-MS spectrum of compound 1.
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S2. IR spectrum of compound 1.
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S4. 13C NMR spectrum (100 MHz) of compound 1 in CDCI3.
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S6. gHSQC spectrum of compound 1 in CDCls.



abundance

Y : parts per Million : Proton

4.0

7.0

8.0

“ B.\,‘_lz-lT()-T proton-3-18 jdf ‘ H‘ ‘ | |
1 @t
] | - e
| H L | J
| . 1 | i it 1
i O N L
B.V.12-4-10-7_cosy-1-3.jdf 1L Z
] =
£ iy
= :
= ‘== — =T
a k=l
2 T L -
- o —_— 3
- - F_ ;
F g
- am = ema ——
N ne = .
E - - = m e r—
= - am e
- as - L
B ; -
] - |
I
T T T T T T T T T
7.0 6.0 5.0 4.0 3.0 20 1.0 0 0.1 0.2 0.3
X : parts per Million : Proton abundance
1 1 i
S7. *H—"H gCOSY spectrum of compound 1 in CDCls.
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S8. gHMBC spectrum of compound 1 in CDCls.
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S9. NOESY spectrum of compound 1 in CDCls.
Mass Spectrum SmartFormula Report
Analysis Info

Analysis Name

D:\Data\a2\BV124728_000008.d

9/22/2017 11:25:10 AM

Method broadband first signal Operator: YU HSIAO-CHING
Sample Name BV 12-4-7-2-8 Instrument: BRUKER FT-MS solariX
Comment ESI Positive
Intens. 617.25670
x107
s-
4
24
617.0 617.1 617.2 617.3 617.4 6175 617.6 miz
[——BV124728_000008.d: +MS ]
Meas. m/z # Formula Score m/z err[m rdb e Conf N-Rule

617.25670 1

C30H42Na 012

100.00 617.25685

0

Da] err [ppm] mSigma
.15 4

0.2 222 95 even

S10. HR-ESI-MS spectrum of compound 2.
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S11. IR spectrum of compound 2.
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S13. 13C NMR spectrum (100 MHz) of compound 2 in CDCls.
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S14. DEPT spectrum of compound 2 in CDCls.
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S15. gHSQC spectrum of compound 2 in CDCls.
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S16. *H-H gCOSY spectrum of compound 2 in CDCls.
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S17. gHMBC spectrum of compound 2 in CDCls.
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S18. NOESY spectrum of compound 2 in CDCls.
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Mass Spectrum SmartFormula Report

Analysis Info
Analysis Name

Method

D:\Data\a2\BV1247211_000004.d
broadband first signal

9/22/2017 11:10:01 AM
Operator: YU HSIAO-CHING

Wavenumbers (cm-1)

Sample Name BV 12-4-7-2-11 Instrument: BRUKER FT-MS solariX
Comment ESI Positive
Intens | 659.26733
x1
5
44
3
2
1
658.8 659.0 659.2 659.4 659.6 659.8 miz
[—— BV1247211_000004.d: +MS ]
Meas. m/z # Formula Score m/z err[mDa] err[ppm] mSigma rdb e Conf N-Rule
659.26733 1 C32H44NaO13 100.00 659.26741 0.09 13 36 105 even ok
S19. HR-ESI-MS spectrum of compound 3.
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S20. IR spectrum of compound 3.
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S21. 'H NMR spectrum (500 MHz) of compound 3 in CDCls.
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S22. 13C NMR spectrum (125 MHz) of compound 3 in CDCls.
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CH/CHY up , CHZ down
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S23. DEPT spectrum (500 MHz) of compound 3 in CDCls.
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S24. gHSQC spectrum of compound 3 in CDCls.
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S25. *H-H gCOSY spectrum of compound 3 in CDCls.
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S26. gHMBC spectrum of compound 3 in CDCls.
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S27. NOESY spectrum of compound 3 in CDCls.

Mass Spectrum SmartFormula Report

Analysis Info

Analysis Name  D:\Data\a2\BV12474_000007.d 10/25/2017 3:41:53 PM
Method broadband first signal Operator: YU HSIAO-CHING
Sample Name BV 12-4-7-4 Instrument: BRUKER FT-MS solariX
Comment ESI Positive
Intens. 429.18819
x107
8<
64
4
21
0 Y T T T ¥ T Y f
429.05 429.10 429.15 429.20 429.25 429.30 429.35 m/z
—— BVA2474_000007.d: *MS i
Meas. m/z # Formula Score m/z err[mDa] err[ppm] mSigma rdb e Conf N-Rule
42018819 1 C22H30NaO7 100.00 429.18837 0.19 0.44 240 75 even ok

S28. HR-ESI-MS spectrum of compound 4.
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S29. IR spectrum of compound 4.
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IH NMR spectrum (400 MHz) of compound 4 in CDCla.
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S31. 13C NMR spectrum (400 MHz) of compound 4 in CDCls.
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S32. DEPT spectrum (400 MHz) of compound 4 in CDCls.

18



abundance
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S33. gHSQC spectrum of compound 4 in CDCls.
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S34. IH-H gCOSY spectrum of compound 4 in CDCls.
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S36. NOESY spectrum of compound 4 in CDCls.
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