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FT-MS

Analysis Info

Analysis Name DAData\aZ2\WBO0723_000007 .d 5/31/20192:57-16 PM
Method broadband first signal
Sample Name WB-0-72-3 Instrument: FT-MS8 solariX
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S1. ESIMS spectrum of compound 1.
- Mass Spectrum SmartFormula Report
Analysis Info '
Analysis Name  D:\Data\a2\WB0723_000008.d 5/31/2019 2:56:06 PM
Method breadband first signal Operator: YU HSIAO-CHING
Sample Name  WB-0-72-3 Instrument: BRUKER FT-M$ solariX
Comment ESI Positive
Intens, | 48920971
x108
0.8
0.6
0.4
0.24
48914 | 489.16 489.18 489.20 48922 489.24 489.26 489.28 miz
[— WB0723_000008.d: +MS |
Meas. m/z # Formula Score miz err[mDa] err[ppm] mSigma rdb e Conf N-Rule
48920071 1 C24H34NaO9 10000 489.20950 -0.20 -0.42 265 7.5 even ok

S2. HRESIMS spectrum of compound 1.
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. IR spectrum of compound 1.
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S4. "H NMR spectrum (600 MHz) of compound 1 in CDCl.
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S5. BC NMR spectrum (150 MHz) of compound 1 in CDCI3.
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S6. HSQC spectrum of compound 1 in CDCls.
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S7. '"H-"H COSY spectrum of compound 1 in CDCls.

|
|
o = -
i
]
i
R : ey - : e . e : - : - e - Mmoo e
9en lgSo 1RG0 1600 1500 1400 1300 1200 100 1005 200 80 Top sG0 S00 400 00 200 10.0 ; o 201 b

S8. HMBC spectrum of compound 1 in CDCl;.
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S9. NOESY spectrum of compound 1 in CDCls.

Analysis Info
Analysis Name DADatava2\wb06105_000003.d 5/29/2019 2:22:24 PM
Method broadband first signal
Sample Name wb-06-10-5 Instrument: FT-MS solariX
Comment ESI Positive TU
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S10. ESIMS spectrum of compound 2.



Mass Spectrum SmartFormula Report

Analysis Info

Analysis Name  D:\Data\a2iwb06105_000005.d 6/12/2019 4:13:22 PM
Method broadband first signal Operator: YU HSIAO-CHING
Sample Name  wb-06-10-5 Instrument: BRUKER FT-M$ solariX
Comment ESI Positive
Intens. 547.17055
x108
3
2.
54916758
1
N P | N ——" : M i ot
i 547.0 547.5 548.0 548.5 549.0 m/z
[— wh06105_000005.d: +MS ]
Meas. m/iz # Formula Score m/z err[mDa] err[ppm] mSigma rdb e Conf N-Rule
54717055 1 C26H33CINaO9 10000 547.17053 -0.02 -0.03 221 95 even ok

S11. HRESIMS spectrum of compound 2.
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S12. IR spectrum of compound 2.
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S13. "H NMR spectrum (600 MHz) of compound 2 in CDCls.
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S14. >C NMR spectrum (150 MHz) of compound 2 in CDCl.
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S15. HSQC spectrum of compound 2 in CDCl;.
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S16. "H-'H COSY spectrum of compound 2 in CDCl;.
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S17. HMBC spectrum of compound 2 in CDCl;.
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S18. NOESY spectrum of compound 2 in CDCls.
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FT-MS

Analysis Info

Analysis Name D:\Data\a2\wb061011_000003.d
— 5/29/2019 2:53;
Method broadband first signal i AOENS
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S19. ESIMS spectrum of compound 3.

Mass Spectrum SmartFormula Report

Analysis Info

Analysis Name

D:\Data\a2\wb061011_000005.d

5/29/2019 2:52:59 PM

Method broadband first signal Operator: YU HSIAQ-CHING
Sample Name  wb-06-10-11 Instrument: BRUKER FT-MS solariX
Comment ESI Positive
Intens. 661.23866
x108]
1.259
1.00q
0.75
0.50 663.23497
0.251
EAspan tetll PP Ao WAL 8 g oo gt A M g0 st PN S il spn Pl e
661.00 661.25 661.50 661.75 662.00 662.25 662.50 662.75 663.00 663.25miz
[—— wb061011_000005.d: +MS ]
Meas. m/z # Formula Score m/z err[mDa] errfppm] mSigma rdb e Conf N-Rule
66123866 1 C32H43CINaO11 10000 661.23861 -0.05 -0.07 452 105 even ok

S20. HRESIMS spectrum of compound 3.
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S21. IR spectrum of compound 3.
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$22. '"H NMR spectrum (600 MHz) of compound 3 in CDCls.
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$23. *C NMR spectrum (150 MHz) of compound 3 in CDCl.
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S24. HSQC spectrum of compound 3 in CDCl;.
| |
|
: i
i il JL i R I ! JA
s{ule’\ldr‘soluku'ﬂuﬂcns\ - ) =
- -
- - =
- F

$25. '"H-"H COSY spectrum of compound 3 in CDCl.
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S26. HMBC spectrum of compound 3 in CDCl;.

3

el ‘L|, I L J\ILJFLM )

T
6.0 50 4.4 3.0

L

Lo
a2

Eed

=
40
v

5.0

6.0

i v 8 s —

S27. NOESY spectrum of compound 3 in CDCls.
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