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HR-ESIMS for compound 5a

Generic Display Report

Analysis Info

Analysis Name D:\Data\MS\data\201509\liwanshan_lws-42-2_pos_3_01_353.d

Method LC_Direct Infusion_pos_100-3000mz.m Operator SCSIO
Sample Name liwanshan_lws-42-2_pos Instrument maXis
Comment

Acquisition Date 9/8/2015 1:12:33 AM
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HR-ESIMS for compound 5a

Mass Spectrum SmartFormula Report

Analysis Info Acquisition Date 9/8/2015 1:12:33 AM
Analysis Name D:\Data\MS\data\201509\liwanshan_lws-42-2_pos_3_01_353.d
Method LC_Direct Infusion_pos_100-3000mz.m Operator SCSIO
Sample Name liwanshan_lws-42-2_pos Instrument / Ser# maXis 29
Comment
Acquisition Parameter
Source Type ES! lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Active Set Capillary 4500V Set Dry Heater 180 °C
Scan Begin 100 m/z Set End Plate Offset -500V Set Dry Gas 4.0 /min
Scan End 3500 m/iz Set Collision Cell RF 1800.0 Vpp Set Divert Valve Waste
intens. +MS, 0.4-0.5min #(26-28)
X104
6-
1333.5416
4_.
2-
0 e 13235511 1205008 | | ||| | . 13420271
a0 138 a0 a5 130 | 135 130 138 1340 "miz
Meas. m/z # Formula Score m/z err[ppm] err[mDa] mSigma rdb e Conf N-Rule
13115589 1 C70H87024 100.00 1311.5582 -0.5 -0.7 220 275 even ok
13335416 1 C70H86NaO24 4583 1333.5401 -1.1 -1.5 51.8 275 even ok
Bruker Compass DataAnalysis 4.0 printed: 9/8/2015 1:21:57 AM Page 1 of 1




UV spectrum for compound 5a in CH,CN



IR spectrum for compound 5a
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'H NMR (400 MHz) spectrum of compound 5a in CDCl,




'H NMR (400 MHz) spectrum of compound 5a in CDCl,
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'H NMR (400 MHz) spectrum of compound 5a in CDCl,
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'H NMR (400 MHz) spectrum of compound 5a in CDCl,
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13C NMR (100 MHz) spectrum of compound 5a in CDCl,
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13C NMR (100 MHz) spectrum of compound 5a in CDCl,
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13C NMR (100 MHz) spectrum of compound 5a in CDCl,
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13C NMR (100 MHz) spectrum of compound 5a in CDCl,
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13C NMR (100 MHz) spectrum of compound 5a in CDCl,
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DEPT135 (100 MHz) spectrum of compound 5a in CDCl,
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DEPT135 (100 MHz) spectrum of compound 5a in CDCl,
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DEPT135 (100 MHz) spectrum of compound 5a in CDCl,
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DEPT135 (100 MHz) spectrum of compound 5a in CDCl,
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DEPT135 (100 MHz) spectrum of compound 5a in CDCl,
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'H-1H COSY (400 MHz) spectrum of compound 5a in CDCl,
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'H-1H COSY (400 MHz) spectrum of compound 5a in CDCl,
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HSQC (400 MHz) spectrum of compound 5a in CDCl,
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HSQC (400 MHz) spectrum of compound 5a in CDCl,
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HSQC (400 MHz) spectrum of compound 5a in CDCl,
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HSQC (400 MHz) spectrum of compound 5a in CDCl,
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HSQC (400 MHz) spectrum of compound 5a in CDCl,
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HMBC (400 MHz) spectrum of compound 5a in CDCl,
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HMBC (400 MHz) spectrum of compound 5a in CDCl,
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HMBC (400 MHz) spectrum of compound 5a in CDCl,
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HMBC (400 MHz) spectrum of compound 5a in CDCl,
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HMBC (400 MHz) spectrum of compound 5a in CDCl,
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HMBC (400 MHz) spectrum of compound 5a in CDCl,
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HMBC (400 MHz) spectrum of compound 5a in CDCl,
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NOESY (400 MHz) spectrum of compound 5a in CDCl,
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NOESY (400 MHz) spectrum of compound 5a in CDCl,
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NOESY (400 MHz) spectrum of compound 5a in CDCI,
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NOESY (400 MHz) spectrum of compound 5a in CDCI,
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NOESY (400 MHz) spectrum of compound 5a in CDCl,
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HR-ESIMS for compound 5b

Generic Display Report

Analysis Info

Analysis Name D:\Data\MS\data\201509\liwanshan_Iws-42-7_pos_8_01_357.d
Method LC_Direct Infusion_pos_100-3000mz.m

Sample Name liwanshan_lws-42-7_pos

Comment

Operator
Instrument

Acquisition Date

9/8/2015 1:39:55 AM

SCSIO
maXis

Intens.
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HR-ESIMS for compound 5b

Mass Spectrum SmartFormula Report

Analysis Info Acquisition Date 9/8/2015 1:39:55 AM
Analysis Name D:\Data\MS\data\201509\liwanshan_lws-42-7_pos_8_01_357.d

Method LC_Direct Infusion_pos_100-3000mz.m Operator SCSIO

Sample Name liwanshan_lws-42-7_pos Instrument / Ser# maXis 29
Comment

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Active Set Capillary 4500V Set Dry Heater 180 °C
Scan Begin 100 m/z Set End Plate Offset -500V Set Dry Gas 4.0 l/min
Scan End 3500 m/z Set Collision Cell RF 1800.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.4-0.4min #(25-26)|
x1
1.0
0.84 1333.5405
0.64
0.4
0.24
] 1311 5578 Ll
0.0 | 1 N 1328f584.3 | | |
Me 1300 1305 1310 1315 1320 IREET " T30 13 1340 me
35 33,
2 0 Me =0 = Meas. m/z # Formula Score m/z err[ppm] err{mDa] mSigma rdb e Conf N-Rule
MeO ~>0 13115578 1 C70HB7024 100.00 1311.5582 03 0.4 161 275 even ok
13335405 1 C70H86Na0O24 100.00 1333.5401 -0.3 -0.4 335 275 even ok
HO
. Rie
38
Me
*NOMe
31
Bruker Compass DataAnalysis 4.0 printed: 9/8/2015 2:47:56 AM Page 1 of 1
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UV spectrum for compound 5b in CH,CN
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IR spectrum for compound 5b
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'H NMR (400 MHz) spectrum of compound 5b in CDCl,
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'H NMR (400 MHz) spectrum of compound 5b in CDCl,
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'H NMR (400 MHz) spectrum of compound 5b in CDCl,
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'H NMR (400 MHz) spectrum of compound 5b in CDCl,
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13C NMR (100 MHz) spectrum of compound 5b in CDCI,
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13C NMR (100 MHz) spectrum of compound 5b in CDCI,
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13C NMR (100 MHz) spectrum of compound 5b in CDCI,
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13C NMR (100 MHz) spectrum of compound 5b in CDCI,
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13C NMR (100 MHz) spectrum of compound 5b in CDCI,
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DEPT135 (100 MHz) spectrum of compound 5b in CDCl,
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DEPT135 (100 MHz) spectrum of compound 5b in CDCl,
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DEPT135 (100 MHz) spectrum of compound 5b in CDCl,
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DEPT135 (100 MHz) spectrum of compound 5b in CDCl,
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IH-1H COSY (400 MHz) spectrum of compound 5b in CDCI,
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'H-1H COSY (400 MHz) spectrum of compound 5b in CDCI,
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IH-1H COSY (400 MHz) spectrum of compound 5b in CDCI,
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HSQC (400 MHz) spectrum of compound 5b in CDCl,
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HSQC (400 MHz) spectrum of compound 5b in CDCl,
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HSQC (400 MHz) spectrum of compound 5b in CDCl,
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HSQC (400 MHz) spectrum of compound 5b in CDCl,
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HSQC (400 MHz) spectrum of compound 5b in CDCl,
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HMBC (400 MHz) spectrum of compound 5b in CDCl,
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HMBC (400 MHz) spectrum of compound 5b in CDCl,
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HMBC (400 MHz) spectrum of compound 5b in CDCl,
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HMBC (400 MHz) spectrum of compound 5b in CDCl,
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HMBC (400 MHz) spectrum of compound 5b in CDCl,
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HMBC (400 MHz) spectrum of compound 5b in CDCl,
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HMBC (400 MHz) spectrum of compound 5b in CDCl,
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HMBC (400 MHz) spectrum of compound 5b in CDCl,
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NOESY (400 MHz) spectrum of compound 5b in CDCl,
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NOESY (400 MHz) spectrum of compound 5b in CDCl,
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NOESY (400 MHz) spectrum of compound 5b in CDCl,

75



NOESY (400 MHz) spectrum of compound 5b in CDCl,
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IR spectrum for compound 2a
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IR spectrum for compound 2b
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