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[bookmark: _Toc30628298]Figure 21S. 1H NMR spectrum of 4 (600 MHz, CDCl3).
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[bookmark: _Toc30628299]Figure 22S. 13C NMR and DEPT spectra of 4 (150 MHz, CDCl3).
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[bookmark: _Toc30628301]Figure 24S. 1H-1H COSY spectrum of 4.
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[bookmark: _Toc30628303]Figure 26S. ROESY spectrum of 4.
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[bookmark: _Toc30628305]Figure 28S. 1H NMR spectrum of 5 (600 MHz, CDCl3).
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[bookmark: _Toc30628306]Figure 29S. 13C NMR and DEPT spectra of 5 (150 MHz, CDCl3).
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[bookmark: _Toc30628308]Figure 31S. 1H-1H COSY spectrum of 5.
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[bookmark: _Toc30628309]Figure 32S. HMBC spectrum of 5.
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[bookmark: _Toc30628310]Figure 33S. ROESY spectrum of 5.
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[bookmark: _Toc30628311]Figure 34S. (+)-HRESIMS report of 5.
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[bookmark: _Toc30628312]Figure 35S. 1H NMR spectrum of 6/7 (600 MHz, CDCl3).
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[bookmark: _Toc30628313]Figure 36S. 13C NMR and DEPT spectra of 6/7 (150 MHz, CDCl3).
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[bookmark: _Toc30628314]Figure 37S. HSQC spectrum of 6/7.
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[bookmark: _Toc30628315]Figure 38S. 1H-1H COSY spectrum of 6/7.
[image: ]
[bookmark: _Toc30628316]Figure 39S. HMBC spectrum of 6/7.
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[bookmark: _Toc30628317]Figure 40S. ROESY spectrum of 6/7.
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[bookmark: _Toc30628318]Figure 41S. (+)-HRESIMS report of 6/7.
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[bookmark: _Toc30628319]Figure 42S. 1H NMR spectrum of 8 (600 MHz, CDCl3).
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[bookmark: _Toc30628320]Figure 43S. 13C NMR and DEPT spectra of 8 (150 MHz, CDCl3).
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[bookmark: _Toc30628322]Figure 45S. HMBC spectrum of 8.
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[bookmark: _Toc30628323]Figure 46S. ROESY spectrum of 8.
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[bookmark: _Toc30628324]Figure 47S. (+)-HRESIMS report of 8.
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[bookmark: _Toc30628325]Figure 48S. 1H NMR spectrum of 9 (600 MHz, CDCl3).
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[bookmark: _Toc30628326]Figure 49S. 13C NMR and DEPT spectra of 9 (150 MHz, CDCl3).
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[bookmark: _Toc30628328]Figure 51S. 1H-1H COSY spectrum of 9.
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[bookmark: _Toc30628329]Figure 52S. HMBC spectrum of 9.
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[bookmark: _Toc30628330]Figure 53S. ROESY spectrum of 9.
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[bookmark: _Toc30628331]Figure 54S. (+)-HRESIMS report of 9.
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[bookmark: _Toc30628332]Figure 55S. 1H NMR spectrum of 10 (600 MHz, CDCl3).
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[bookmark: _Toc30628333]Figure 56S. 13C NMR spectrum of 10 (150 MHz, CDCl3).
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[bookmark: _Toc30628334]Figure 57S. HMBC spectrum of 10.
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[bookmark: _Toc30628335]Figure 58S. ROESY spectrum of 10.
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[bookmark: _Toc30628336]Figure 59S. (+)-HRESIMS report of 10.
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[bookmark: _Toc30628337]Figure 60S. 1H NMR spectrum of 11 (600 MHz, CDCl3).
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[bookmark: _Toc30628338]Figure 61S. 13C NMR and DEPT spectra of 11 (150 MHz, CDCl3).
[image: ]
[bookmark: _Toc30628339]Figure 62S. HSQC spectrum of 11.
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[bookmark: _Toc30628340]Figure 63S. 1H-1H COSY spectrum of 11.
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[bookmark: _Toc30628341]Figure 64S. HMBC spectrum of 11.
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[bookmark: _Toc30628342]Figure 65S. ROESY spectrum of 11.
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[bookmark: _Toc30628343]Figure 66S. (+)-HRESIMS report of 11.
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[bookmark: _Toc30628344]Figure 67S. 1H NMR spectrum of 12 (600 MHz, CDCl3).
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[bookmark: _Toc30628345]Figure 68S. 13C NMR and DEPT spectra of 12 (150 MHz, CDCl3).
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[bookmark: _Toc30628346]Figure 69S. HSQC spectrum of 12.
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[bookmark: _Toc30628347]Figure 70S. 1H-1H COSY spectrum of 12.
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[bookmark: _Toc30628348]Figure 71S. HMBC spectrum of 12.
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[bookmark: _Toc30628349]Figure 72S. ROESY spectrum of 12.
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[bookmark: _Toc30628350]Figure 73S. (+)-HRESIMS report of 12.
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[bookmark: _Toc30628351]Figure 74S. 1H NMR spectrum of 13 (600 MHz, CDCl3).
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[bookmark: _Toc30628352]Figure 75S. 13C NMR and DEPT spectra of 13 (150 MHz, CDCl3).
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[bookmark: _Toc30628353]Figure 76S. HSQC spectrum of 13.
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[bookmark: _Toc30628354]Figure 77S. 1H-1H COSY spectrum of 13.
[image: ]
[bookmark: _Toc30628355]Figure 78S. HMBC spectrum of 13.
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[bookmark: _Toc30628356]Figure 79S. ROESY spectrum of 13.
[image: ]
[bookmark: _Toc30628357]Figure 80S. (+)-HRESIMS report of 13.
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[bookmark: _Toc506044259][bookmark: _Toc30628358]Figure 84S. 1H NMR spectrum of 14 (600 MHz, CDCl3).
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[bookmark: _Toc506044260][bookmark: _Toc30628359]Figure 85S. 13C NMR and DEPT spectra of 14 (150 MHz, CDCl3).
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[bookmark: _Toc30628365]Figure 81S. 1H NMR spectrum of 15 (600 MHz, CDCl3).
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[bookmark: _Toc30628366]Figure 82S. 13C NMR spectrum of 15 (150 MHz, CDCl3).
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[bookmark: _Toc30628367]Figure 83S. HSQC spectrum of 15.
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[bookmark: _Toc30628368]Figure 84S. 1H-1H COSY spectrum of 15.
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[bookmark: _Toc30628369]Figure 85S. HMBC spectrum of 15.
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[bookmark: _Toc30628370]Figure 86S. ROESY spectrum of 15.
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[bookmark: _Toc30628371]Figure 87S. (+)-HRESIMS report of 15.
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Qualitative Analysis Report

Data Filename wzx-56.d Sample Name  Iwzx-56

Sample Type Sample Position P1-D3

Instrument Name Instrument 1 User Name

Acq Method SIBU.M Acquired Time  6/22/2016 1:01:10 PM
IRM Calibration Status = oA Method ESI+.m

Comment

Sample Group Info.

6200 series TOF/6500 series
Q-TOF B.05.01 (B5125.2)

User Spectra

Fragmentor Voltage ion Energy Tonization Mode
135 o ESI
10 3 [+ES! Scan (0.218 min) Frag=135.0V Iwzx-56.d Subtract
319.1871
5 (M+Na)+
5.
4.
3
2
1 319.3033
318.4 3185 3186 3187 3188 3189 319 3151 3182 3103 3194 3155 3106 3107 3198 3189
Counts vs. Mass-to-Charge (miz)
Peak List
m/z z [Abund Formula Ton
102.128 1587.92
150.1124 2766.59
194.1389 1916.78
201.165 2176.15
274.275 2441.14
317.1725 1 [1758.57
319.1871 1 [5831.64 17 H28 04 (M+Na)+
335.165 1 [2007.81
Formula Calculator Element Limits
Element _ [Min__[Max
c 3] 60
H o] 120
o o] 30
N of 10
Formula Calculator Results
Formula CalculatedMass CalculatedMz Mz Df. {mba) Diff. (ppm) DBE
17 H28 04 296.1988| 319.1880]  319.1871 0.7} 23] 4.0000
-~ End Of Report ---
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Qualitative Analysis Report

Data Filename Iwzx-18.d Sample Name  Iwzx-18
Sample Type Sample Position P1-B6
Instrument Name Instrument 1 User Name
Acq Method SIBU.M Acquired Time  6/22/2016 12:40:08 PM
IRM Calibration Status S oA Method ESI+.m
Comment
Sample Group Info.
Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.05.01 (B5125.2)
User Spectra
Fragmentor Voltage Collision Energy Tonization Mode
135 o ESI
x10 4 |+ESI Scan (0.202 min) Frag=135.0V lwzx-18.d Subtract (5)
e
2.
1.75-
15
1.25.
1
0.75
0.5-
0.25
b4 3206 3208 350 332 ab4 3306 3308 331
Counts vs. Mass-to-Charge (m/z)
Peak List
m/z 7 [Abund Formula Ton
150.1122 7935
194.1385 7899.08
274.2756 1 [38610.03
318.3017 1 [32093.1
330.1686 1 (2100044 [C17 H25N 04 (M+Na)+
346.1425 1 [10946.1
362.3282 1 (1101046
637.349 1 |15772.42
Formula Calculator Element Limits
Element __|[Min__ [Max
c 3] 60
H o] 120
o o] 30
N of 30
Formula Calculator Results
Formula CalculatedMass [CalculatedMz Mz Diff. (mba) Dift. (ppm) DBE
17 H25 NO4 307.1784) 330.1676] 3301686 -09 -28] 6.0000
-~ End Of Report -~
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Qualitative Analysis Report

Data Filename wzx-18.d Sample Name  Iwzx-18

Sample Type Sample Position P1-B6

Instrument Name Instrument 1 User Name

Acq Method SIBU.M Acquired Time  6/22/2016 12:40:08 PM
IRM Calibration Status = oA Method ESI+.m

Comment

Sample Group Info.

6200 series TOF/6500 series
Q-TOF B.05.01 (B5125.2)

User Spectra

Fragmentor Voltage Collision Energy Tonization Mode
135 o =
10 4 [+ESI Scan (0.202 min) Frag=135.0 lwzx-18.d Subiract (5)
330.1686
225 (M+Na)+
2
175
15
125
1
075
05
025
0 v v v T p p T T T
34 9206 a8 30 302 304 306 308 3
Counts vs. Mass-to-Charge (miz)
Peak List
m/z z [Abund Formula Ton
150.1122 7935
194.1385 7899.08
274.2756 1 138610.03
318.3017 1 132093.1
[330.1686 1 ]21000.44 [C17 H25 N 04 (M+Na)+
[346.1425 1 110946.1
362.3282 1 111010.46
637.349 1 15772.42
Formula Calculator Element Limits’
Element Min Max
C 3 60
H of 120
0 0 30
N 0 30
Formula Calculator Results
Formula CalculatedMass CalculatedMz Mz RLAGLD] D (ppm) DBE
[C17 H25 N 04 307.1784] 330.1676 330.1686 -0.9] -2.8] 6.0000
- End O Report —-
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Qualitative Analysis Report

Data Filename wzx-17.d Sample Name  lwzx-17
sample Type Sample Position PL-B5

Instrument Name Instrument 1 User Name

Acq Method SIBU.M Acquired Time  6/22/2016 12:38:37 PM
IRM Calibration Status = oA Method ESI+.m

Comment

Sample Group Info.

6200 series TOF/6500 series
Q-TOF B.05.01 (B5125.2)

User Spectra

Fragmentor Voltage Collision Energy Ionization Mode
135 o ESI
10 3 |+ESI Scan (0.158-0.175 min, 2 Scans) Frag=135.0V lwzx-17.d Subtract (2)
3 289.1774
(MNa)+
2.5
2
15
1
[
™ L T T T gy ! T T T T T
2884 2886 2888 289 2802 2854 2856 2808 230
Counts vs. Mass-to-Charge (miz)
Peak List
m/z z [Abund Formula Ton
235.1691 1252.33
274.2752 957.85
275.2776 1 |1029.56
289.1774 2661.57 C16 H26 03 (M+Na)+
318.3021 1 [4241.53
372.3487 895.15
437.1951 1985.28
453.1686 1 210157
Formula Calculator Element Limits
Element _ [Min__[Max
c 3] 60
H o] 120
o o] 30
N o] 30
Formula Calculator Results
Formula CalculatedMass CalculatedMz Mz Df. {mba) Diff. (ppm) DBE
16 H26 03 266.1882] 289.1774]  289.1774] 0.0} 0.1] 4.0000
-~ End Of Report ---
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Qualitative Analysis Report

Data Filename wzx-43.d Sample Name  Iwzx-43
Sample Type Sample Position P1-C8

Instrument Name Instrument 1 User Name

Acq Method SIBU.M Acquired Time  6/22/2016 12:55:39 PM
IRM Calibration Status = oA Method ESI+.m

Comment

Sample Group Info.

6200 series TOF/6500 series
Q-TOF B.05.01 (B5125.2)

User Spectra

Fragmentor Voltage ion Energy Tonization Mode
135 o ESI
10 4 [+ES! Scan (0.167 min) Frag=135.0V Iwzx-43.d Subtract
275.1624
(MNa)+
2.5
2.
15
1
05
2752785
|
" 2744 2745 274.6 274.7 274.8 274.9 275 2754 2752 2753 275.4 2755 275.6 275.7 2758 2759 276
Counts vs. Mass-to-Charge (m/z)
Peak List
m/z z [Abund Formula Ton
230.2487 2473.77
235.1691 1 [3456.69
274.2754 1 15013.61
275.1624 1 |26483.34  |C15 H24 03 (M+Na)+
276.1656 1 [4362.97 C15 H24 03 (M+Na)+
291.1416 1 [4933.76
318.3019 1 [o106.1
527.3356 1 [5997.25
Formula Calculator Element Limits
Element _ [Min__[Max
c 3] 60
H o] 120
o o] 30
N of 10
Formula Calculator Results
Formula CalculatedMass CalculatedMz Mz Df. {mba) Diff. (ppm) DBE
c15 H24 03 252.1725| 275.1618]  275.1624] -0.6] -2.4] 4.0000
-~ End Of Report ---
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Qualitative Analysis Report

Data Filename wzx-44.d Sample Name  Iwzx-44

Sample Type Sample Position P1-C9

Instrument Name Instrument 1 User Name

Acq Method SIBU.M Acquired Time  6/22/2016 12:57:03 PM
IRM Calibration Status = oA Method ESI+.m

Comment

Sample Group Info.

Acquisition SW 6200 series TOF/6500 series

Version Q-TOF B.05.01 (B5125.2)

User Spectra

Fragmentor Voltage Collision Energy Ionization Mode
135 0 ESI
%10 4 |+ESI Scan (0.184-0.200 min, 2 Scans) Frag=135.0V Iwzx-44.d
225 275.1621
(M+Na)+
2
1.75
15
1.25.
1
0.75.
05 275.2780
0.25.

274.4 2745 274.6 2747 274.8 2749 275 2751 2752 2753 275.4 2755 275.6 275.7 2758 2759 276
Counts vs. Mass-to-Charge (m/z)

Peak List
m/z Z [Abund Formula Ton

121.0509 1 [10368.71

230.2485 1 [847034

274.2749 1 [24800.26

275.1621 1 2064522 [c15 H24 03 (M+Na)+

291.1381 1 [6456.58

302.3068 1 [4589.34

3183014 1 [12456.23

922.0099 1 [6887.79

Formula Calculator Element Limits

Element __|Min___[Max

c 3] 60

H o] 120

o o] 30

N o 10

Formula Calculator Results

Formula CalculatedMass CalculatedMz Mz Diff._(mDa) Diff._(ppm) DBE
c15 H24 03 252.1725] 275.1618] _ 275.1621 03 -1.3]4.0000
- End Of Report —-
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Qualitative Analysis Report

Data Filename Iwzx-42.d Sample Name w42
Sample Type Sample Position P1-C7
Instrument Name Instrument 1 User Name
Acq Method SIBU.M Acquired Time  6/22/2016 12:54:15 PM
IRM Calibration Status = oA Method ESI+.m
Comment
Sample Group Info.
Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.05.01 (B5125.2)
User Spectra

Fragmentor Voltage Collision Energy Tonization Mode

135 o ESI
10 4 [+ES! Scan (0.203 min) Frag=135.0V lwzx-42.d Subtract (3)
273.1468
14 (M+Na)+
12
1

08

06

0.4

02

272 2560
' 2724 2726 2728 273 2732 2734 2736 2738 274
Counts vs. Mass-to-Charge (m/z)

Peak List
m/z Z [Abund Formula Ton
194.1391 2975.15
233.1537 1 [5359.67
273.1468 13149.86  |C15 H22 03 (M+Na)+
274.1522 7052.57
289.1208 1 4596.66
290.27 2337.01
334.2956 1 [2264.34
5233046 2620.37
Formula Calculator Element Li
Element _ [Min__[Max
c 3] 60
H o] 120
o o] 30
N of 10
Formula Calculator Results
Formula CalculatedMass CalculatedMz Mz Df. {mba) Diff. (ppm) DBE
c15 H22 03 250.1569) 273.1461]  273.1468| -0.7] -2.7]5.0000
-~ End Of Report ---
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Qualitative Analysis Report

Data Filename wzx-33.d Sample Name  lwzx-33
sample Type Sample Position PI-CL

Instrument Name Instrument 1 User Name

Acq Method SIBU.M Acquired Time  6/22/2016 12:45:47 PM
IRM Calibration Status = oA Method ESI+.m

Comment

Sample Group Info.

6200 series TOF/6500 series
Q-TOF B.05.01 (B5125.2)

User Spectra

Fragmentor Voltage lision Energy Ionization Mode
135 0 ESI
x10 4 |+ESI Scan (0.211 min) Frag=135.0V Iwzx-33.d Subtract
273.1465

6 (M+Na)+

5.

4

3

2

1

ol ; > > - : : : : -

2724 2726 272.8 273 2732 2734 2736 2738 274
Counts vs. Mass-to-Charge (m/z)

Peak List
m/z Z [Abund Formula Ton
241.1263 1 [15413.86
251.1639 1 [27877.5
263.1088 1 [15651.37
273.1465 1 [57760.05 _ [c15 H22 03 (M+Na)+
274.2749 1 [17736.94
289.1211 1 [26596.42
523.3044. 1 [27679.93
524.3086. 1 [13596.44
Formula Calculator Element Li
Element __|Min___[Max
c 3] 60
H o] 120
o o] 30
N o] 30
Formula Calculator Results
Formula CalculatedMass CalculatedMz Mz Diff._(mDa) Diff._(ppm) DBE
c15 H22 03 250.1569) 273.1461] __ 273.1465 -0.7] 2.6 5.0000
- End Of Report —-
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Qualitative Analysis Report

Data Filename wzx-50.d Sample Name  Iwzx-50

Sample Type Sample Position P1-D1

Instrument Name Instrument 1 User Name

Acq Method SIBU.M Acquired Time  6/22/2016 12:58:26 PM
IRM Calibration Status = oA Method ESI+.m

Comment

Sample Group Info.

Acquisition SW 6200 series TOF/6500 series

Version Q-TOF B.05.01 (B5125.2)

User Spectra

Fragmentor Voltage Collision Energy Tonization Mode
135 0 ESI
x10 3 |+ESI Scan (0.188-0.222 min, 3 Scans) Frag=135.0V lwzx-50.d
315.1560
4.5 (M+Na)+
4
35
3
25
2
1.5
1
0.5
T T 7 T 7 T L T T T . T T T T T
3145 3146 3147 3148 3140 315 3151 3162 3163 3164 3155 3166 3167 3168
Counts vs. Mass-to-Charge (m/z)
Peak List
m/z Z [Abund
150.1123 10234.65
194.1386 1 [9466.17
230.2489 1 [19226.06
274.2752 1 [67248.52
275.2786 1 [11517.02
3023074 1 [9684.67
3183016 1 [41581.22
3623283 1 [10491.59
Formula Calculator Element Limits
Element __|Min___[Max
c 3] 60
H o] 120
o o] 30
N o 10
Formula Calculator Results
Formula CalculatedMass CalculatedMz Mz Diff._(mDa) Diff._(ppm) DBE
c17 H24 04 292.1675] 315.1567]  315.1560] 0.3 1.0] 6.0000]
- End Of Report —-
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Qualitative Analysis Report

Data Filename wzx-82.d Sample Name  lwzx-82
sample Type Sample Position P1-D7

Instrument Name Instrument 1 User Name

Acq Method SIBU.M Acquired Time  6/22/2016 1:06:45 PM
IRM Calibration Status = oA Method ESI+.m

Comment

Sample Group Info.

6200 series TOF/6500 series
Q-TOF B.05.01 (B5125.2)

User Spectra

Fragmentor Voltage ion Energy Ionization Mode
135 0 ESI
x10 4 |+ESI Scan (0.163-0.196 min, 3 Scans) Frag=135.0V Iwzx-82.d Subtract (4)
273.1467
14 (M+Na)+
1.2,
1
08
06
0.4
0.2
ol ; > > - - : : : -
2724 2726 272.8 273 2732 2734 2736 2738 274
Counts vs. Mass-to-Charge (m/z)
Peak List
m/z Z [Abund Formula Ton
194.1381 1 [2535.77
251.165 1 [8406.48
273.1467 1 [13877.87  ci5 H22 03 (M+Na)+
274.1498 1 [2605.85 c15 H22 03 (M+Na)+
289.1227 1 [4167.37
290.2694 2805.95
3183015 1 [5028.86
523.3061 1 [2384.59
Formula Calculator Element Li
Element __|Min___[Max
c 3] 60
H o] 120
o o] 30
N o 10
Formula Calculator Results
Formula CalculatedMass CalculatedMz Mz Diff._(mDa) Diff._(ppm) DBE
c15 H22 03 250.1569) 273.1461] __ 273.1467 -0.6} 2.3 5.0000
- End Of Report —-
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Qualitative Analysis Report

Data Filename wzx-23.d Sample Name  Iwzx-23

Sample Type Sample Position PL-B7

Instrument Name Instrument 1 User Name

Acq Method SIBU.M Acquired Time  6/24/2016 3:46:27 PM
IRM Calibration Status = oA Method ESI+.m

Comment

Sample Group Info.

6200 series TOF/6500 series
Q-TOF B.05.01 (B5125.2)

User Spectra

Fragmentor Voltage Collision Energy Tonization Mode
135 0 ESI
x10 3 |+ESI Scan (0.175-0.209 min, 3 Scans) Frag=135.0V Iwzx-23.d Subtract
277.1781
4 (M+Na)+
35
3
2.5
2
1.5
1
0.5
P — . . . — : - - .
276.4 276.6 276.8 277 2772 2774 2776 2778 278
Counts vs. Mass-to-Charge (m/z)
Peak List
m/z Z [Abund Formula Ton
155.9741 1 (705534
201.1642 1 [4688.71
230.2486 1 [13739.6
274.2754 1 [23192.94
275.2783 1 [3902.07
277.1781 1 [3914.29 C15 H26 03 (M+Na)+
318302 1 [11210.42
340.2837 1 [3787.59
Formula Calculator Element Limits
Element __|Min___[Max
c 3] 60
H o] 120
o o] 30
Formula Calculator Results
Formula CalculatedMass CalculatedMz Mz Diff._(mDa) Diff._(ppm) DBE
c15 H26 03 254.1882) 2771774 277.1781 -0.7] 2.7 3.0000
- End Of Report —-

Agilent Technologies Page 1 of 1 Printed at: 3:50 PM on: 6/24/2016




image74.emf
0.5 1.0 1.5 2.0 2.5 3.0 3.5 4.0 4.5 5.0 5.5 6.0 6.5 7.0 7.5 8.0

lwzx4.41.1.1r — h CDCl3 av600 6

.

3

0

0

.

7

0

3

.

1

3

1

.

3

0

4

.

2

6

3

.

3

6

2

.

3

5

2

.

1

8

3

.

0

4

1

.

0

4

1

.

0

1

0

.

9

8

1

.

4

3

1

.

0

0

1

.

0

2

1

.

0

5

1

.

0

0

0

.

8

1

0

.

8

2

0

.

8

3

1

.

0

6

1

.

3

6

1

.

3

8

1

.

4

0

1

.

5

1

1

.

6

3

1

.

6

6

1

.

7

8

1

.

8

2

1

.

9

0

1

.

9

2

2

.

0

6

2

.

2

3

2

.

2

5

2

.

7

4

3

.

0

2

3

.

0

4

3

.

0

5

3

.

4

9

3

.

5

0

4

.

0

0

4

.

0

0

4

.

0

2

4

.

0

2

4

.

0

9

4

.

1

0

4

.

1

1

4

.

1

2

4

.

2

2

4

.

2

3

4

.

2

4

4

.

2

5

4

.

2

8

4

.

2

9

4

.

2

9

4

.

3

1

7

.

2

6


image75.emf
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180

lwzx4.44.1.1r — c13 CDCl3 av600

1

1

.

6

2

1

.

1

2

1

.

5

2

6

.

8

2

8

.

5

3

1

.

4

3

1

.

9

3

7

.

1

4

0

.

7

4

5

.

3

4

6

.

2

4

7

.

8

6

3

.

7

6

6

.

3

1

3

1

.

4

1

4

6

.

1

1

7

1

.

1


image76.emf
0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8 5.0

5

10

15

20

25

30

35

40

45

50

55

60

65

70

75

80

lwzx4.86.1.2rr — hsqc CDCl3 D:\\ nmr 2


image77.emf
0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6

0.5

1.0

1.5

2.0

2.5

3.0

3.5

4.0

4.5

lwzx4.84.1.2rr — cosy CDCl3 av600


image78.emf
0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 4.4 4.6 4.8

0

10

20

30

40

50

60

70

80

90

100

110

120

130

140

150

160

170

180

190

lwzx4.85.1.2rr — hmbc CDCl3 av600


image79.png
lwzxd. 3. 1. Zrr — roesy (DC13 =vB00

AN U
© Ce@ETo0-

g}
0
@
a - ~ 7.5

7.5 7.0 6.5 6.0 5.5 50 4.5 4.0 35 3.0 25 20 1.5 1.0 0.5





image80.png
Qualitative Analysis Report

Data Filename wzx-4.d Sample Name  Iwzx-4

Sample Type Sample Position PL-B4

Instrument Name Instrument 1 User Name

Acq Method SIBU.M Acquired Time  6/22/2016 12:37:15 PM
IRM Calibration Status = oA Method ESI+.m

Comment

Sample Group Info.

6200 series TOF/6500 series
Q-TOF B.05.01 (B5125.2)

User Spectra

Fragmentor Voltage Collision Energy Tonization Mode
135 o ESI
x10 5 |+ESI Scan (0.199-0.232 min, 3 Scans) Frag=135.0V lwzx-4.d Subtract (2)
12 303.1941
(M+Na)+
1
0.8
0.6
0.4
0.2
' 3024 3026 3028 303 3032 3034 3036 3038 304
Counts vs. Mass-to-Charge (m/z)
Peak List
m/z Z [Abund Formula Ton
203.1798 1 [31237.35
274.275 1 [11182.59
303.1941 1 [106809.77 |c17 H2g 03 (M+Na)+
304.1973 1 195525 17 H28 03 (M+Na)+
319.1674 1 [13782.06
342.2055 1 [20063.53
583.3992 1 [19685.4
584.4028 1 6963.46
Formula Calculator Element Limits
Element _ [Min__[Max
c 3] 60
H o] 120
o o] 30
N o] 30
Formula Calculator Results
Formula CalculatedMass CalculatedMz Mz Df. {mba) Diff. (ppm) DBE
c17 H28 03 280.2038| 303.1931]  303.1941 -1.0) -3.6] 4.0000
- End Of Report -
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Qualitative Analysis Report

Data Filename wzx-38.d Sample Name  Iwzx-38
Sample Type Sample Position P1-C4

Instrument Name Instrument 1 User Name

Acq Method SIBU. Acquired Time  6/22/2016 12:50:02 PM
IRM Calibration Status = oA Method ESI+.m

Comment

Sample Group Info.

6200 series TOF/6500 series
Q-TOF B.05.01 (B5125.2)

User Spectra

Fragmentor Voltage ion Energy Tonization Mode
135 o ESI
«10 4 |+ES| Scan (0.164-0.180 min, 2 Scans) Frag=135.0V lwzx-38.d Subtract

1.8 2771778

16 (MNa)+

1.4

12

1

0.8

06

0.4

024 276 ‘2509

o 276.4 2766 276.8 277 B 2776 2778 278
Counts vs. Mass-to-Charge (miz)

Peak List
m/z z [Abund Formula Ton
274.2749 1 1943037
275.2782 1 [3078.25
277.1778 1 |16103.54  |c15 H26 03 (M+Na)+
278.1819 1 [3164.54 C15 H26 03 (M+Na)+
302.3063 1 [3858.18
318.3013 1 [14235.99
319.3047 1 [2989.96
362.3273 1 [4078.95
Formula Calculator Element Li
Element _ [Min__[Max
c 3] 60
H o] 120
o o] 30
N o] 30
Formula Calculator Results
Formula CalculatedMass CalculatedMz Mz Df. {mba) Diff. (ppm) DBE
c15 H26 03 254.1882] 277.1774] _ 277.1778] -0.4] -1.7] 3.0000
-~ End Of Report ---
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