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Single Mass Analysis 
Tolerance = 10.0 PPM   /   DBE: min = -1.5, max = 50.0
Selected filters: None

Monoisotopic Mass, Even Electron Ions
123 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:
C: 10-10    H: 0-200    N: 0-10    O: 0-10    Na: 0-1    S: 1-1    

m/z
170 180 190 200 210 220 230 240 250 260 270 280 290 300 310 320

%

0

100

 J.SHEN JSS3
 MS44128 35 (1.060)  1: TOF MS ES+ 

 1.67e3237.0125

196.0798

178.0694

194.0645

179.0741

218.1008

214.0052

197.0844 236.4290

284.1180

238.0085

252.1079

239.1135 266.1226

274.0934

285.1198

286.1172

301.9609 314.1253320.0360

Minimum:                                    -1.5
Maximum:                  5.0      10.0     50.0

Mass       Calc. Mass     mDa      PPM      DBE      i-FIT      Formula

196.0798   196.0796       0.2      1.0      4.5      3.1        C10  H14  N  O  S 
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Openlynx Report - Page 1 
Sample: 5 Vial:1:19 ID:
File:MS44128 Date:26-Feb-2018 Time:10:07:39
Description:J.SHEN JSS3

Printed: Mon Feb 26 11:10:17 2018

Sample Report:

Sample 5  Vial 1:19 ID  File MS44128 Date 26-Feb-2018 Time 10:07:39 Description J.SHEN JSS3

Time
0.50 1.00 1.50 2.00 2.50 3.00

%

40

60

80

100

4.1e+0041: TOF MS ES+ :TIC 

(4)
37%

195.0(3%)
360.0(1%)
195.0(1%)

0.91

(6)
25%

195.0(1%)
1.06

(22)
5%
2.81

(15)
8%
1.92

(12)
7%
1.67

(10)
18%
1.53

Time
0.50 1.00 1.50 2.00 2.50 3.00

%

40

60

80

100

 Peak Number  Compound  Time  AreaAbs  Area %Total  Width  Height  Mass Found
 4  Tentative  0.91  3e+003  37.19  0  2e+00400, 195.00, 360.00
 6  Tentative  1.06  2e+003  24.84  0  1e+004  195.00

 10  1.53  1e+003  17.77  0  6e+003
 12  1.67  6e+002  7.38  0  5e+003
 15  1.92  6e+002  8.20  0  4e+003
 22  2.81  4e+002  4.62  0  3e+003

Time
0.50 1.00 1.50 2.00 2.50 3.00

%

0

25

50

75

100

2.0e+0031: TOF MS ES+ :195+218+196 

(5)
74%

195.0(8%)
1.04

Time
0.50 1.00 1.50 2.00 2.50 3.00

%

0

25

50

75

100

 Peak Number  Compound  Time  AreaAbs  Area %Total  Width  Height  Mass Found
 4  Tentative  0.91  9e+001  23.43  0  1e+00300, 195.00, 360.00
 5  Tentative  1.04  3e+002  74.35  1  2e+003  195.00

 14  1.82  3e+000  0.66  0  3e+001
 19  2.49  6e+000  1.55  0  6e+001

Time
0.50 1.00 1.50 2.00 2.50 3.00

%

20

40

60

80

100

1.1e+0021: TOF MS ES+ :360+383+361 (21)
25%
2.73

(9)
30%
1.45

(4)
12%

195.0(3%)
360.0(1%)
195.0(1%)

0.96(1)
2%
0.64

(17)
3%
2.19

(10)
8%
1.55

(15)
7%
1.87

(19)
5%
2.49

(23)
5%
2.88

(25)
3%
3.10

Time
0.50 1.00 1.50 2.00 2.50 3.00

%

20

40

60

80

100

 Peak Number  Compound  Time  AreaAbs  Area %Total  Width  Height  Mass Found
 1  0.64  5e-001  1.63  0  6e+000
 4  Tentative  0.96  4e+000  11.88  0  2e+00100, 195.00, 360.00
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Sample: 5 Vial:1:19 ID:
File:MS44128 Date:26-Feb-2018 Time:10:07:39
Description:J.SHEN JSS3

Printed: Mon Feb 26 11:10:17 2018

Sample Report (continued):

 9  1.45  9e+000  29.70  0  4e+001
 10  1.55  2e+000  7.52  0  3e+001
 15  1.87  2e+000  7.29  0  9e+000
 17  2.19  1e+000  3.22  0  1e+001
 18  2.39  5e-001  1.67  0  7e+000
 19  2.49  2e+000  5.40  0  2e+001
 21  2.73  7e+000  24.51  0  5e+001
 23  2.88  1e+000  4.68  0  2e+001
 25  3.10  8e-001  2.51  0  7e+000

Time
0.50 1.00 1.50 2.00 2.50 3.00

%

40

60

80

100

3.1e+0042: TOF MS ES- :TIC 

2.94
2.67

1.47

(4)
23%

195.0(3%)
360.0(1%)
195.0(1%)

0.93

0.80

1.29

Time
0.50 1.00 1.50 2.00 2.50 3.00

%

40

60

80

100

 Peak Number  Compound  Time  AreaAbs  Area %Total  Width  Height  Mass Found
 2  Tentative  0.80  2e+002  6.23  0  2e+003  195.00, 360.00
 4  Tentative  0.92  8e+002  22.65  0  5e+00300, 195.00, 360.00
 6  Tentative  1.07  7e+002  21.06  0  4e+003  195.00
 9  1.47  4e+002  10.44  0  2e+003

 13  1.81  4e+002  10.50  0  3e+002
 16  1.93  7e+001  2.12  0  5e+002
 18  2.40  2e+002  4.64  0  2e+002
 20  2.67  2e+002  5.25  0  1e+003
 24  2.94  4e+002  10.58  0  1e+003
 25  3.06  2e+002  6.52  0  1e+003

Time
0.50 1.00 1.50 2.00 2.50 3.00

%

60

80

100

1.8e+0022: TOF MS ES- :195+240+194 

2.55

0.97
0.48 1.69

2.55

0.97
0.48 1.69

Time
0.50 1.00 1.50 2.00 2.50 3.00

%

60

80

100

 Peak Number  Compound  Time  AreaAbs  Area %Total  Width  Height  Mass Found
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Sample: 5 Vial:1:19 ID:
File:MS44128 Date:26-Feb-2018 Time:10:07:39
Description:J.SHEN JSS3

Printed: Mon Feb 26 11:10:17 2018

Sample Report (continued):

Time
0.50 1.00 1.50 2.00 2.50 3.00

%

40

60

80

100

1.6e+0022: TOF MS ES- :360+405+359 

0.930.53 1.810.930.53 1.81

Time
0.50 1.00 1.50 2.00 2.50 3.00

%

40

60

80

100

 Peak Number  Compound  Time  AreaAbs  Area %Total  Width  Height  Mass Found

Time
0.50 1.00 1.50 2.00 2.50 3.00

A
U

0.0

2.0e+1

4.0e+1

5.454e+1
Range: 5.454e+1

5: UV Detector: TIC (3)
89%
0.86

(16)
11%
1.96

(3)
89%
0.86

Time
0.50 1.00 1.50 2.00 2.50 3.00

A
U

0.0

2.0e+1

4.0e+1

 Peak Number  Compound  Time  AreaAbs  Area %Total  Width  Height  Mass Found
 3  0.86  9e+005  89.16  0  4e+007

 16  1.96  1e+005  10.84  0  4e+006

Time
0.50 1.00 1.50 2.00 2.50 3.00

A
U

0.0

2.5

5.0

7.5

1.0e+1

1.062e+1
Range: 1.062e+1

5: UV Detector: 244_264 

(3)
89%
0.86

(5)
8%

195.0(8%)
0.99

Time
0.50 1.00 1.50 2.00 2.50 3.00

A
U

0.0

2.5

5.0

7.5

1.0e+1

 Peak Number  Compound  Time  AreaAbs  Area %Total  Width  Height  Mass Found
 3  0.86  2e+005  89.39  0  1e+007
 5  Tentative  0.99  2e+004  7.72  0  7e+005  195.00
 7  1.12  1e+003  0.43  0  5e+004
 8  1.39  8e+002  0.34  0  4e+004
 9  1.48  1e+003  0.58  0  5e+004

 11  1.64  9e+002  0.40  0  5e+004
 14  1.86  8e+002  0.36  0  2e+004
 15  1.89  7e+002  0.32  0  3e+004
 16  1.96  5e+002  0.22  0  1e+004
 23  2.86  6e+002  0.24  0  2e+004



Openlynx Report - Page 4 
Sample: 5 Vial:1:19 ID:
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Sample Report (continued):

 Peak ID  Compound  Time  Mass Found
 1  0.64

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

1.7e+0031:(Time: 0.64) 

157.1

120.1

138.1
214.0158.0

251.0
302.0 339.9 499.7392.1

482.0411.0
570.8 635.8

 Peak ID  Compound  Time  Mass Found
 4  Tentative  0.91  195.00

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

1.3e+0044:(Time: 0.91) 

237.1

197.0178.1

161.0
120.1

197.9

274.1

238.1

240.1
275.1

407.1391.1337.0 491.1418.1 522.1
639.1

 Peak ID  Compound  Time  Mass Found
 5  Tentative  1.04  195.00

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

1.0e+0045:(Time: 1.04) 

237.1

236.1

178.1157.1120.1

121.0

196.1

218.1

238.0
284.1

274.1
285.1 487.2325.1 362.1 407.1 519.2

 Peak ID  Compound  Time  Mass Found
 9  1.45

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

2.2e+0039:(Time: 1.45) 

120.1

157.1

121.1

254.2

220.1159.2

401.1

255.1
322.2 387.1

402.1

500.1433.1 577.2588.0622.1
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Sample: 5 Vial:1:19 ID:
File:MS44128 Date:26-Feb-2018 Time:10:07:39
Description:J.SHEN JSS3

Printed: Mon Feb 26 11:10:17 2018

Sample Report (continued):

 Peak ID  Compound  Time  Mass Found
 10  1.53

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

5.0e+00310:(Time: 1.53) 

401.1

120.1

157.1

122.1 251.0159.2
214.0 322.2288.0 388.1

402.1

403.1
459.2 479.1 632.6531.1

600.1
644.0

 Peak ID  Compound  Time  Mass Found
 12  1.67

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

4.2e+00312:(Time: 1.67) 

120.1

157.1
268.1178.1

179.0 214.0
309.1

310.2 443.2430.1346.1 457.2 499.1 551.1 634.2564.1 647.6

 Peak ID  Compound  Time  Mass Found
 14  1.82

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

2.4e+00314:(Time: 1.82) 

120.1

242.3
157.1

122.1
159.2226.0

243.3
455.2

356.1288.0 442.2 469.1 522.1
572.2 636.4 649.3

 Peak ID  Compound  Time  Mass Found
 15  1.92

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

3.9e+00315:(Time: 1.92) 

264.1120.1

157.0

161.6
242.3

455.2
305.1

265.1306.1 453.2342.1
372.1

456.2

457.2 622.1527.2 577.2 633.2
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Sample: 5 Vial:1:19 ID:
File:MS44128 Date:26-Feb-2018 Time:10:07:39
Description:J.SHEN JSS3

Printed: Mon Feb 26 11:10:17 2018

Sample Report (continued):

 Peak ID  Compound  Time  Mass Found
 17  2.19

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

2.6e+00317:(Time: 2.19) 

120.1

343.3157.1

278.1226.0161.7
261.0 319.1

344.3
638.7413.2 540.4460.2 484.2 558.4

649.4

 Peak ID  Compound  Time  Mass Found
 18  2.39

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

4.3e+00318:(Time: 2.39) 

120.1

157.0

441.2

226.0161.7
304.3245.0

344.3 357.2
442.2

620.4496.4 542.3592.4
638.6

 Peak ID  Compound  Time  Mass Found
 19  2.49

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

1.9e+00319:(Time: 2.49) 

120.1

157.1 371.3
357.3

226.0196.1 283.3 396.3 620.4408.3 455.2 496.4
559.2

638.6

 Peak ID  Compound  Time  Mass Found
 21  2.73

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

2.2e+00321:(Time: 2.73) 

120.1

400.4

152.1 398.4326.4
226.1161.7 245.0

299.2
369.4

584.5
540.5401.4

474.3 520.2 542.5
628.5

639.6
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File:MS44128 Date:26-Feb-2018 Time:10:07:39
Description:J.SHEN JSS3
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Sample Report (continued):

 Peak ID  Compound  Time  Mass Found
 22  2.81

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

6.2e+00322:(Time: 2.81) 

400.4

120.1

152.1 226.0165.1
386.4245.0

299.2 312.3

401.4

540.5496.4402.3
452.4 584.5 638.6

 Peak ID  Compound  Time  Mass Found
 23  2.88

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

5.7e+00323:(Time: 2.88) 

400.4

120.1

152.1
226.0

161.6
399.4364.3245.0279.1

401.4
496.4

452.4 540.5
638.6584.5

 Peak ID  Compound  Time  Mass Found
 25  3.10

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

1.8e+00325:(Time: 3.10) 

120.1

152.1
386.3226.0153.1

182.0
244.2

316.3 340.2 387.3 425.3 464.4 554.5 612.5623.3

 Peak ID  Compound  Time  Mass Found
 2  Tentative  0.80  195.00, 360.00

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

2.4e+0022:(Time: 0.80) 

91.0

97.0
149.0 229.0215.3 241.0 295.0

392.4340.3 423.5
450.4 498.7532.6
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Description:J.SHEN JSS3
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Sample Report (continued):

 Peak ID  Compound  Time  Mass Found
 4  Found  0.91  195.00, 360.00

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

3.6e+0024:(Time: 0.92) 

91.0
113.0

164.9 194.0
450.9

200.8 238.0 292.0
385.0

349.5337.5
404.9 486.9 552.7 581.5

611.0
649.1

 Peak ID  Compound  Time  Mass Found
 6  Tentative  1.06  195.00

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

4.4e+0026:(Time: 1.07) 

91.0
116.9

212.9118.0
174.9

279.7235.8
454.1

296.9
414.5325.1 475.8

562.8 598.1 648.1

 Peak ID  Compound  Time  Mass Found
 9  1.45

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

4.1e+0029:(Time: 1.47) 

116.9

99.9

444.9117.8
174.9187.1 282.0

229.0
399.0

342.9 362.4 415.9 482.9
549.8 600.9612.8

646.8

 Peak ID  Compound  Time  Mass Found
 13  1.81

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

9.9e+00213:(Time: 1.81) 

116.9

99.9
118.0

145.9
293.1265.0

146.9 183.0
325.1

417.1397.1
450.8485.0 535.9553.3 623.8 643.0
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Sample: 5 Vial:1:19 ID:
File:MS44128 Date:26-Feb-2018 Time:10:07:39
Description:J.SHEN JSS3
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Sample Report (continued):

 Peak ID  Compound  Time  Mass Found
 16  1.93

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

1.2e+00316:(Time: 1.93) 

116.9

99.9

325.1145.9 309.1265.1
160.8 431.1

339.1 397.1 437.0 495.1 543.2 585.1 613.7

 Peak ID  Compound  Time  Mass Found
 18  2.39

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

1.4e+00318:(Time: 2.40) 

116.9

99.9

293.1

145.9
216.8199.7 235.9

309.1

339.1
601.1

397.1 425.1
469.1

573.1529.1 602.1 639.0

 Peak ID  Compound  Time  Mass Found
 20  2.67

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

4.2e+00320:(Time: 2.67) 

265.1

116.9
99.9 117.9

145.9 216.8

293.1

325.1
339.1 462.3397.1 488.2

585.2534.1 621.2632.2

 Peak ID  Compound  Time  Mass Found
 24  2.94

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

2.1e+00324:(Time: 2.94) 

265.1

116.9

145.9 199.8 221.1

293.1 325.1

353.1 443.2 457.1 515.1 531.2
579.0

629.0 644.9
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Sample: 5 Vial:1:19 ID:
File:MS44128 Date:26-Feb-2018 Time:10:07:39
Description:J.SHEN JSS3
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Sample Report (continued):

 Peak ID  Compound  Time  Mass Found
 25  3.10

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

4.4e+00325:(Time: 3.06) 

265.1

116.9 145.9 263.4216.8

266.0
293.1

353.1 381.1 425.1 469.1
637.2541.0553.1
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