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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
108 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:
C: 14-14    H: 0-200    N: 0-10    O: 0-10    S: 3-3    Br: 1-1    

m/z
380 390 400 410 420 430 440 450 460 470 480 490 500 510 520 530 540 550 560

%

0

100

 J.SHEN JSS 5R
 MS44577 78 (2.399)  2: TOF MS ES- 

 2.05e3419.9236

417.9250

381.2327 417.5548

420.9269

421.9182

465.9261
433.9200441.2667 485.8925

549.8492513.3391 521.8432 555.4296

Minimum:                                    -1.5
Maximum:                  5.0      10.0     50.0

Mass       Calc. Mass     mDa      PPM      DBE      i-FIT      Formula

417.9250   417.9241       0.9      2.2      8.5      2.2        C14  H13  N  O3  S3  Br 
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Openlynx Report - Page 1 
Sample: 18 Vial:1:6 ID:
File:MS44577 Date:12-Mar-2018 Time:10:23:21
Description:J.SHEN JSS 5R

Printed: Mon Mar 12 13:36:24 2018

Sample Report:

Sample 18  Vial 1:6 ID  File MS44577 Date 12-Mar-2018 Time 10:23:21 Description J.SHEN JSS 5R

Time
0.50 1.00 1.50 2.00 2.50 3.00

%

40

60

80

100

2.5e+0041: TOF MS ES+ :TIC (15)
58%
2.56(13)

11%
2.29

(17)
30%
2.76

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
 13  2.29  2e+002  11.21  0  2e+003
 15  2.56  8e+002  58.46  0  5e+003
 17  2.75  4e+002  30.32  0  3e+003

Time
0.50 1.00 1.50 2.00 2.50 3.00

%

40

60

80

100

6.4e+0011: TOF MS ES+ :419+442+420 (16)
10%
2.68(14);9%;419.0(27%);2.49

(6)
21%
1.57

(4)
28%
1.13

(3)
9%
0.91

(1)
8%
0.71

(7)
6%
1.82

(9)
2%
1.94

(21)
2%
3.10

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
 1  0.71  1e+000  7.85  0  1e+001
 3  0.91  1e+000  8.71  0  1e+001
 4  1.13  4e+000  27.95  0  2e+001
 6  1.57  3e+000  20.56  0  2e+001
 7  1.82  8e-001  5.90  0  1e+001
 9  1.94  3e-001  2.17  0  5e+000

 13  2.29  8e-001  6.12  0  8e+000
 14  Found  2.49  1e+000  8.89  0  1e+001  419.00
 16  2.68  1e+000  9.60  0  9e+000
 21  3.10  3e-001  2.25  0  5e+000

Time
0.50 1.00 1.50 2.00 2.50 3.00

%

40

60

80

100

4.1e+0042: TOF MS ES- :TIC (15)
85%
2.57

Time
0.50 1.00 1.50 2.00 2.50 3.00

%

40

60

80

100



Openlynx Report - Page 2 
Sample: 18 Vial:1:6 ID:
File:MS44577 Date:12-Mar-2018 Time:10:23:21
Description:J.SHEN JSS 5R

Printed: Mon Mar 12 13:36:24 2018

Sample Report (continued):

 Peak Number  Compound  Time  AreaAbs  Area %Total  Width  Height  Mass Found
 4  1.09  6e+002  13.91  1  2e+003
 5  1.44  3e+001  0.56  0  4e+002
 8  1.88  4e+001  0.97  0  5e+002

 15  2.57  4e+003  84.56  1  2e+004

Time
0.50 1.00 1.50 2.00 2.50 3.00

%

0

25

50

75

100

4.1e+0032: TOF MS ES- :419+464+418 

(14);100%;419.0(27%);2.52

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
 14  Found  2.52  1e+003  100.00  1  4e+003  419.00

Time
0.50 1.00 1.50 2.00 2.50 3.00

A
U

0.0

1.0e+1

2.0e+1

3.0e+1

3.401e+1
Range: 3.401e+1

5: UV Detector: TIC 
(2)
48%
0.81

(14)
52%

419.0(27%)
2.52

0.650.65

Time
0.50 1.00 1.50 2.00 2.50 3.00

A
U

0.0

1.0e+1

2.0e+1

3.0e+1

 Peak Number  Compound  Time  AreaAbs  Area %Total  Width  Height  Mass Found
 2  0.81  9e+004  47.88  0  1e+006

 14  Found  2.52  1e+005  52.12  0  4e+006  419.00

Time
0.50 1.00 1.50 2.00 2.50 3.00

A
U

0.0

5.0e-1

1.0

1.279
Range: 1.279

5: UV Detector: 244_264 

(14)
95%

419.0(27%)
2.52

Time
0.50 1.00 1.50 2.00 2.50 3.00

A
U

0.0

5.0e-1

1.0

 Peak Number  Compound  Time  AreaAbs  Area %Total  Width  Height  Mass Found
 2  0.81  3e+002  0.66  0  5e+003
 3  0.89  1e+002  0.25  0  4e+003

 10  2.11  4e+002  0.80  0  6e+003
 11  2.14  1e+002  0.29  0  5e+003
 12  2.19  7e+002  1.43  0  2e+004
 14  Found  2.52  5e+004  95.30  0  1e+006  419.00
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Sample: 18 Vial:1:6 ID:
File:MS44577 Date:12-Mar-2018 Time:10:23:21
Description:J.SHEN JSS 5R

Printed: Mon Mar 12 13:36:24 2018

Sample Report (continued):

 18  2.82  2e+002  0.29  0  4e+003
 19  2.88  2e+002  0.37  0  6e+003
 20  3.02  2e+002  0.34  0  6e+003
 20  3.03  1e+002  0.28  0  5e+003

 Peak ID  Compound  Time  Mass Found
 1  0.71

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

9.2e+0021:(Time: 0.71) 

105.1

115.1

143.2
214.0

146.1 224.0
254.1311.0 326.9 391.2 405.0 442.0 528.9 542.7 643.9

 Peak ID  Compound  Time  Mass Found
 3  0.91

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

2.4e+0033:(Time: 0.91) 

105.1

115.1
143.2

208.1
146.1 224.0

305.1 349.2 365.0
407.9

457.9 527.6468.9 607.0
545.8 640.0

 Peak ID  Compound  Time  Mass Found
 4  1.13

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

1.6e+0034:(Time: 1.13) 

105.1

143.1

208.1152.1 481.3224.0 437.2393.2304.2 349.2
525.3 569.3 608.4643.0
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Sample: 18 Vial:1:6 ID:
File:MS44577 Date:12-Mar-2018 Time:10:23:21
Description:J.SHEN JSS 5R

Printed: Mon Mar 12 13:36:24 2018

Sample Report (continued):

 Peak ID  Compound  Time  Mass Found
 6  1.57

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

1.4e+0036:(Time: 1.57) 

105.1

115.1
143.1

208.1146.1
224.0

344.2330.0 393.1 457.9 495.1 531.0 583.5 633.6

 Peak ID  Compound  Time  Mass Found
 7  1.82

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

1.4e+0037:(Time: 1.82) 

105.1

115.1
143.2

242.3208.1146.1

199.1 244.2
447.2350.1279.1 388.2

467.1
520.2 579.5 610.3 645.6

 Peak ID  Compound  Time  Mass Found
 9  1.94

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

1.2e+0039:(Time: 1.94) 

105.1

143.1 242.3

146.1
208.1

153.1 274.3
290.2330.0 373.1

457.8 491.0
557.2 570.2 608.5

 Peak ID  Compound  Time  Mass Found
 13  2.29

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

3.3e+00313:(Time: 2.29) 

105.1

143.2

208.1146.1

199.1
302.3226.0

258.2 338.1 437.2414.2 621.4457.2
525.3 589.3

634.2
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Sample: 18 Vial:1:6 ID:
File:MS44577 Date:12-Mar-2018 Time:10:23:21
Description:J.SHEN JSS 5R

Printed: Mon Mar 12 13:36:24 2018

Sample Report (continued):

 Peak ID  Compound  Time  Mass Found
 14  2.49

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

1.9e+00314:(Time: 2.49) 

105.1

115.1

143.1 312.6
208.1

152.0
226.0

256.2 322.8 445.0371.3
501.2 620.4

588.1 647.3

 Peak ID  Compound  Time  Mass Found
 15  2.56

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

1.7e+00315:(Time: 2.56) 

105.1

115.1

312.4120.1
152.2 208.1

181.0 286.3

330.3
357.3 445.0 501.1

647.4588.1556.2

 Peak ID  Compound  Time  Mass Found
 16  2.68

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

2.7e+00316:(Time: 2.68) 

372.4

105.1

143.2

208.1153.1 226.0
332.3284.3

373.3

402.3
559.2457.3 472.1 628.5 648.4

 Peak ID  Compound  Time  Mass Found
 17  2.75

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

3.3e+00317:(Time: 2.75) 

105.1 372.4

143.2 326.4

208.1153.1 226.0

284.3
369.4

373.3

628.5542.3403.3
475.2 586.5 646.5
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Sample: 18 Vial:1:6 ID:
File:MS44577 Date:12-Mar-2018 Time:10:23:21
Description:J.SHEN JSS 5R

Printed: Mon Mar 12 13:36:24 2018

Sample Report (continued):

 Peak ID  Compound  Time  Mass Found
 21  3.10

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

1.6e+00321:(Time: 3.10) 

105.1

115.1
143.1

226.0153.1
181.0

413.3
369.3228.0 340.2

313.1
457.4

496.4 517.3 554.4
630.5642.2

 Peak ID  Compound  Time  Mass Found
 4  1.13

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

3.2e+0024:(Time: 1.09) 

174.9
113.0

146.9 304.9249.0229.0
317.0 446.9387.7 577.1507.0 566.1 590.4630.9

 Peak ID  Compound  Time  Mass Found
 5  1.44

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

5.6e+0025:(Time: 1.44) 

175.0

91.1
113.1

146.9 181.0
209.1249.0

311.0 378.9 510.8447.0 566.9 590.0
644.7

 Peak ID  Compound  Time  Mass Found
 8  1.88

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

3.3e+0028:(Time: 1.88) 

242.2

91.0

175.0116.9
180.9

262.9
310.2

384.9 431.2 505.8442.9 613.7574.7 627.3
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Sample: 18 Vial:1:6 ID:
File:MS44577 Date:12-Mar-2018 Time:10:23:21
Description:J.SHEN JSS 5R

Printed: Mon Mar 12 13:36:24 2018

Sample Report (continued):

 Peak ID  Compound  Time  Mass Found
 14  Found  2.49  419.00

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

2.2e+00414:(Time: 2.52) 

419.9

239.9117.0 226.9175.0 417.1
338.0293.2

420.9
465.9

422.9 555.9537.8
601.3 624.0
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