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'H-NMR (500 MHz, CDCls) spectrum of compound 1
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13C-NMR (125 MHz, CDCls) spectrum of compound 1
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S3: HSQC (500 MHz) spectrum of compound 1
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S4: HMBC (500 MHz) spectrum of compound 1
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S5: 'H-'H COSY (500 MHz) spectrum of compound 1
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S6: NOESY spectrum of compound 1
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S7: HRESIMS spectrum of compound 1

Mass Spectrum SmartFormula Report

Analysis Info Acquisition Date 9/19/2016 4:36:57 PM
Analysis Name
Method Operator SCSIO
Sample Name Instrument / Ser# maXis 29
Comment
Acquisition Parameter
Source Type ES| lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Active Set Capillary 4500 V Set Dry Heater 180 °C
Scan Begin 100 m/z Set End Plate Offset -500V Set Dry Gas 4.0 Umin
Scan End 2000 m/z Set Collision Cell RF 800.0 Vpp Set Divert Valve Waste
Intens.. +MS, 0.6min #34]
xii
4
34 295.1524
2]
11
0 T T T L T
270 275 280 285 290 295 300 305 miz
Meas.m/z # Formula Score m/z err[ppm] err[mDa] mSigma rdb e Conf N-Rule
2951524 1 C14H24NaO5 100.00 2951516 28 -0.8 44 25 even ok
567.3144 1 C28H48NaO10 83.84 567.3140 -0.7 -0.4 288 45 even ok

Bruker Compass DataAnalysis 4.0 printed: 9/19/2016 4:41:44 PM Page 10f 1



'H-NMR (500 MHz, CD30D) spectrum of compound 2
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13C-NMR (125 MHz, CD30D) spectrum of compound 2
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S10: HSQC (500 MHz) spectrum of compound 2
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S11: HMBC (500 MHz) spectrum of compound 2
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S12: *H-'H COSY (500 MHz) spectrum of compound 2
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Mass Spectrum SmartFormula Report
Analysis Info Acquisition Date 9/19/2016 4:27:03 PM
Analysis Name
Method Operator SCsIo
Sample Name Instrument / Ser# maXis 29
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Sel Nebulizer 0.4 Bar
Focus Active Set Capillary 4500 V Set Dry Heater 180°C
Scan Begin 100 m/z Set End Plate Offset -500 V/ Set Dry Gas 4.0 Umin
Scan End 2000 m/z Set Collision Cell RF 800.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.2min #14|
x104
64
n 239.1259
221.1153
24
217.1013
225.1269 228.1291 237.1094
. : B e o 233.0590 2350058 | 5
7 215 220 225 230 235 240 25 miz
Meas. m/z # Formula Score m/z err[ppm) err[mDa] mSigma rdb e Conf N-Rule
2391259 1 C11H20NaO4 100.00 239.1254 <21 0.5 1171 15 even ok

Bruker Compass DataAnalysis 4.0 printed: 9/19/2016 4:34:10 PM Page 1of 1
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Circular Dichroism (mdeg)

S14: CD spectrum of compound 1
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