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ESIMS(-) of Compound 1

W -Q1: 10 MCA scans from Sample 1 (MT-2-B4 Neg ) of MT-2-B4 Neg 2011Jur.wiff (Turbo Spray) Max. 1.1e7 cps.
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HRESIMS of Compound 1

Mass Spectrum SmartFormula Report

Analysis Info
Analysis Name

Acquisition Date

D:\Data\MS\data\201211\wangjing-MT-2-B4 pos.d

11/21/2012 11:20:44 AM

Method POS_100-2000_Dirrect Infusion.m Operator SCSIO
Sample Name Instrument / Ser# maXis 29
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 3500 V Set Dry Heater 180 °C
Scan Begin 100 m/z Set End Plate Offset -500 V Set Dry Gas 4.0 /min
Scan End 2000 m/z Set Collision Cell RF 2000.0 Vpp Set Divert Valve Waste
Intens. +MS, 2.4-3.1min #(145-183)
x1097
i
1.5
1 579.2926
1.0
0.5
5 473.3445 517.3709 605.4229 649.4492 775.4749 971.6574
41 429.3186 693.4754 737.5016 803.4699
. \ : 869.5797 913.6060 999.6523 10456866
0.0 Y v :
400 e 500 600 700 800 900 1000 m/z
Meas. m/z # Formula Score m/z err[mDa] err[ppm] mSigma rdb e Conf N-Rule
4973235 1 C29H46NaO5 100.00 497.3237 0.3 0.6 497.5 6.5 even ok
9716574 1 C58H92NaO10 100.00 971.6583 0.9 0.9 6.3 125 even ok
Bruker Compass DataAnalysis 4.0 printed: 11/21/2012 11:41:21 AM Page 1 of 1
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BBCNMR and DEPT spectra of compound 1
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HSQC spectrum of compound 1
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HMBC spectrum of compound 1

— ®o
= ° é
6 0
_=_7ﬁ % Ggq@ ) R é E b
—‘ o [}
1 o 1]
 —— o @0 @
k " 09 0
(<o) ] ®
00
) ) (=]
] (=]
— ®
— m
:
I T I T I T I T I T I T I T I T I T I T I T I T I T I T I T I T I T I T I T I T I T I T I T I T I
5.2 4.8 4.4 4.0 3.6 3.2 2.8 24 2.0 1.6 1.2 0.8 8

" f2 (ppm)

1 (ppm)



'H-'H COSY spectrum of compound 1
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NOESY spectrum of compound 1
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ESIMS(+) of Compound 2

W +Q1: 10 MCA scans from Sample 1 (MT-1-H2 Pos ) of MT-1-H2 Pos 2012Fet9.wiff (Turbo Spray)
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ESIMS(-) of Compound 2

W _Q1: 10 MCA scans from Sample 1 (MT-1-H2 Neg ) of MT-1-H2 Neg 2012Feb29.wiff (Turbo Spray) Max. 2.1e7 cps.
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HRESIMS of Compound 2

Mass Spectrum SmartFormula Report

Analysis Info Acquisition Date 11/21/2012 11:09:43 AM
Analysis Name D:\Data\MS\data\201211\wangjing-MT-1-H2 pos.d

Method POS_100-2000_Dirrect Infusion.m Operator SCSIO

Sample Name Instrument / Ser# maXis 29
Comment

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 3500V Set Dry Heater 180 °C
Scan Begin 100 m/z Set End Plate Offset -500 V Set Dry Gas 4.0 I/min
Scan End 2000 m/z Set Collision Cell RF 2000.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.1-0.7min #(4-42)
x1057
2.0
] 493.2922 963.5944
1.5
1.0 577.3437
430.9136
0.5
i 525.3182 771.4435 838.8382
| 702.8634
4 629.2667
] l | 922.8895 l L 1058.8642
0.0 % v k L ¥ " lkllv L 'l L iy LL e ¢ IL 2 ST . . L IL 3 : g v ' Tl o v i ; | ;
400 500 600 700 800 900 1000 m/z
Meas. m/z # Formula Score m/z err[mDa] err[ppm] mSigma rdb e Conf N-Rule
4932922 1 C29H42NaO5 100.00 493.2924 0.2 0.5 32 85 even ok
963.5944 1 C58H84NaO10 100.00 963.5957 13 14 126 16.5 even ok
Bruker Compass DataAnalysis 4.0 printed: 11/21/2012 11:29:08 AM Page 1 of 1
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'HNMR spectrum of compound 2
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BBCNMR and DEPT spectra of compound 2
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HSQC spectrum of compound 2
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HMBC spectrum of compound, 2
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NOESY spectrum of compound 2
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