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Mass Spectrum SmartFormula Report

Analysis Info

Analysis Name  D:\Data\a2\2012PINEAM030502081206_000002.d 12/9/2014 3:09:35 PM
Method broadband first signal
Sample Name  2012PinEA-M03-05-02-08-12-06 Instrument: FT-MS  solariX
Comment ESI Positive
Intens. 467.31308
x107
6.
5.
4.
3.
2.
1
%710 467.15 467.20 467.25 467.30 467.35 467.40 467.45 467.50 " miz
[+ 2012PINEAM030502081206_000002.d: +MS |
Meas. m/z # Formula Score m/z err[mDa)] err[ppm] mSigma rdb e Conf N-Rule
467.31308 1 C28H44NaO4 10000 467.31318 0.1 0.23 310 65 even ok
S1. HRESIMS spectrum of compound 1.
2012P*nEA -N03-P5-02-08-12-06
Saquncs seasi > ?m?

—1.261
/—6.997

S2. '"H NMR spectrum (400 MHz) of compound 1 in CDCls.
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S3. 3C NMR spectrum (100 MHz) of compound 1 in CDCls.
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S4. gHSQC spectrum (400 MHz) of compound 1 in CDCls.
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S5. '"H-'H COSY spectrum (400 MHz) of compound 1 in CDCl:.
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S6. gHMBC spectrum (400 MHz) of compound 1 in CDCls.



v Ohe

@c o0 @

.80 -

o=

]

F2 (ppm)

S7. NOESY spectrum (400 MHz) of compound 1 in CDCls.



Mass Spectrum SmartFormula Report

Analysis Info

Analysis Name

D:\Data\a2\2012pineam030502041204_000002.d 6/5/2014 3:22:02 PM

Method broadband first signal
Sample Name 2012PinEA-M03-05-02-04-12-04 Instrument: FT-MS  solariX
Comment ESI Positive
Intens. 497.36015
x109. |
1.5
1.0
0.5
0.0 : et O - -
497.2 497.3 497.5 497.6 m/z
| 2012pineam030502041204_000002.d: +MS |
Meas. m/z # Formula Score m/z err[mDa] err[ppm] mSigma rdb e Conf N-Rule
497.36015 1 C30H50NaO4 100.00 497.36013 -0.02 -0.03 13.5 5.5 even ok

2012P inEA-NO3-|
Sequence Name.

S8. HRESIMS spectrum of compound 2.
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S9. '"H NMR spectrum (400 MHz) of compound 2 in CDCls.




2012PinEA-H03-05-02-04-12-04
Sequence Name

.000
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S10. '3C NMR spectrum (100 MHz) of compound 2 in CDCIs.
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S11. gHSQC spectrum (400 MHz) of compound 2 in CDCls.
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S12. 'H-'H COSY spectrum (400 MHz) of compound 2 in CDCls.
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S13. gHMBC spectrum (400 MHz) of compound 2 in CDCls.
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S14. NOESY spectrum (400 MHz) of compound 2 in CDCls.
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