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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
209 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:
C: 13-13    H: 0-200    N: 0-10    O: 0-10    Na: 0-1    S: 2-2    Br: 1-1    

m/z
350.0 360.0 370.0 380.0 390.0 400.0 410.0 420.0 430.0

%

0

100

 A.ZUBIARRE AZ 161 2
 MS42761 73 (2.252)  2: TOF MS ES- 

 9.06e3389.9334

387.9320

353.2251

354.2296
381.2608

369.9736

390.9401

391.9279

397.2631 425.2979
398.2689 422.2196405.9571 435.9773

Minimum:                                    -1.5
Maximum:                  5.0      10.0     50.0

Mass       Calc. Mass     mDa      PPM      DBE      i-FIT      Formula

387.9320   387.9313       0.7      1.8      8.5      59.6       C13  H11  N  O4  S2  Br 
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Openlynx Report - Page 1 
Sample: 15 Vial:2:11 ID:
File:MS42761 Date:09-Jan-2018 Time:10:57:57
Description:A.ZUBIARRE AZ 161 2

Printed: Tue Jan 09 11:45:47 2018

Sample Report:

Sample 15  Vial 2:11 ID  File MS42761 Date 09-Jan-2018 Time 10:57:57 Description A.ZUBIARRE AZ 161 2

Time
0.50 1.00 1.50 2.00 2.50 3.00

%

40

60

80

100

2.9e+0041: TOF MS ES+ :TIC (22)
28%
2.76

(15)
36%
2.19

2.12
(12)
6%
1.92

(1)
3%
0.71

(23)
5%
2.90

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  7e+001  2.80  0  5e+002
 4  1.06  4e+001  1.69  0  7e+002

 10  1.82  3e+002  12.70  0  4e+002
 12  1.92  1e+002  6.06  0  1e+003
 14  2.12  2e+002  7.20  0  1e+003
 15  2.19  9e+002  36.09  0  6e+003
 22  2.76  7e+002  28.09  0  3e+003
 23  2.90  1e+002  5.37  0  2e+003

Time
0.50 1.00 1.50 2.00 2.50 3.00

%

20

40

60

80

100

2.2e+0021: TOF MS ES+ :390+413+391 (23)
41%
2.88

(18)
18%
2.31

(15)
18%
2.16(13)

4%
1.99

(7)
5%
1.55

(5)
3%
1.28

(10)
3%
1.82

(19)
5%
2.49

(21)
1%
2.63

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
 2  0.84  5e-001  1.28  0  6e+000
 3  0.96  3e-001  0.70  0  4e+000
 5  1.28  1e+000  2.67  0  1e+001
 7  1.55  2e+000  4.77  0  2e+001
 9  1.70  4e-001  0.95  0  5e+000

 10  1.82  1e+000  2.65  0  1e+001
 13  1.99  1e+000  3.64  0  2e+001
 15  2.16  7e+000  18.21  0  6e+001
 18  2.31  7e+000  17.70  0  6e+001
 19  2.49  2e+000  5.11  0  2e+001
 21  2.63  6e-001  1.44  0  1e+001
 23  2.88  2e+001  40.89  0  1e+002



Openlynx Report - Page 2 
Sample: 15 Vial:2:11 ID:
File:MS42761 Date:09-Jan-2018 Time:10:57:57
Description:A.ZUBIARRE AZ 161 2

Printed: Tue Jan 09 11:45:47 2018

Sample Report (continued):

Time
0.50 1.00 1.50 2.00 2.50 3.00

%

20

40

60

80

100

6.3e+0042: TOF MS ES- :TIC 

(17);100%;390.0(27%);2.25

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
 17  Found  2.25  9e+003  100.00  1  3e+004  390.00

Time
0.50 1.00 1.50 2.00 2.50 3.00

%

0

25

50

75

100

4.9e+0032: TOF MS ES- :390+435+389 

(17);100%;390.0(27%);2.25

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
 17  Found  2.25  1e+003  100.00  1  5e+003  390.00

Time
0.50 1.00 1.50 2.00 2.50 3.00

A
U

0.0

1.0e+1

2.0e+1

2.92e+1
Range: 2.92e+1

5: UV Detector: TIC 

(17)
51%

390.0(27%)
2.29

(1)
32%
0.70

(16);17%;2.23

(17)
51%

390.0(27%)
2.29

Time
0.50 1.00 1.50 2.00 2.50 3.00

A
U

0.0

1.0e+1

2.0e+1

 Peak Number  Compound  Time  AreaAbs  Area %Total  Width  Height  Mass Found
 1  0.70  4e+005  32.33  0  5e+006

 16  2.23  2e+005  17.15  0  4e+006
 17  Found  2.29  7e+005  50.52  0  2e+007  390.00



Openlynx Report - Page 3 
Sample: 15 Vial:2:11 ID:
File:MS42761 Date:09-Jan-2018 Time:10:57:57
Description:A.ZUBIARRE AZ 161 2

Printed: Tue Jan 09 11:45:47 2018

Sample Report (continued):

Time
0.50 1.00 1.50 2.00 2.50 3.00

A
U

0.0

1.0

2.0

3.0

3.953
Range: 3.953

5: UV Detector: 244_264 

(17)
72%

390.0(27%)
2.29

(16)
24%
2.23

Time
0.50 1.00 1.50 2.00 2.50 3.00

A
U

0.0

1.0

2.0

3.0

 Peak Number  Compound  Time  AreaAbs  Area %Total  Width  Height  Mass Found
 1  0.70  2e+003  1.05  0  3e+004
 1  0.73  1e+003  0.69  0  2e+004
 6  1.50  3e+002  0.20  0  6e+003
 8  1.63  9e+002  0.63  0  1e+004

 10  1.80  5e+002  0.33  0  1e+004
 11  1.84  4e+002  0.24  0  7e+003
 16  2.23  3e+004  23.99  0  6e+005
 17  Found  2.29  1e+005  72.12  0  4e+006  390.00
 19  2.51  6e+002  0.41  0  1e+004
 20  2.56  5e+002  0.33  0  1e+004

 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

2.8e+0031:(Time: 0.71) 

102.1

143.1

105.0 242.1
208.1152.2

260.0272.0312.1 345.0
387.0 424.0

510.9 617.8

 Peak ID  Compound  Time  Mass Found
 2  0.84

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

1.2e+0032:(Time: 0.84) 

102.1

143.1

224.0151.0

196.0

242.0

251.0
345.9302.0 391.2 427.2 446.9 635.8516.2

603.2
646.5
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Sample: 15 Vial:2:11 ID:
File:MS42761 Date:09-Jan-2018 Time:10:57:57
Description:A.ZUBIARRE AZ 161 2

Printed: Tue Jan 09 11:45:47 2018

Sample Report (continued):

 Peak ID  Compound  Time  Mass Found
 3  0.96

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

6.7e+0023:(Time: 0.96) 

214.0

143.1
130.4

208.1

224.0

300.2
261.1

344.2
388.2 409.1

467.0 634.0507.5 590.6546.0 646.9

 Peak ID  Compound  Time  Mass Found
 4  1.06

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

1.3e+0034:(Time: 1.06) 

214.0

102.1
143.1

151.1

152.1

224.0

432.3388.2225.0
344.2261.0 476.3 520.3 541.2 587.8622.9

649.8

 Peak ID  Compound  Time  Mass Found
 5  1.28

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

1.3e+0035:(Time: 1.28) 

102.1
214.0

143.1

151.0

208.1

152.8

224.0

225.0 261.0
608.4325.1 564.3346.0

520.2
380.0

430.1 446.0 625.2

 Peak ID  Compound  Time  Mass Found
 7  1.55

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

1.4e+0037:(Time: 1.55) 

214.0

105.1

143.1

208.1

153.1

224.0

242.2

370.3243.1
273.2346.0 432.2 475.1 564.3490.1 595.1 630.2
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Sample: 15 Vial:2:11 ID:
File:MS42761 Date:09-Jan-2018 Time:10:57:57
Description:A.ZUBIARRE AZ 161 2

Printed: Tue Jan 09 11:45:47 2018

Sample Report (continued):

 Peak ID  Compound  Time  Mass Found
 9  1.70

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

7.7e+0029:(Time: 1.70) 

105.1

214.0

143.1

151.0

152.0

196.0

232.1 273.2
343.2

274.2
406.2

476.3494.2521.2 625.3585.3 638.6

 Peak ID  Compound  Time  Mass Found
 10  1.82

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

6.3e+00210:(Time: 1.82) 

242.3

143.1105.1 214.0

152.2

153.2

370.3

243.2
343.2315.2

442.3371.3
493.2 520.3

579.2 636.4 649.2

 Peak ID  Compound  Time  Mass Found
 12  1.92

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

3.7e+00312:(Time: 1.92) 

301.3

105.1
143.1 214.0

152.9
271.3

302.3

303.2
370.2 475.2433.2 491.1 601.5557.2 616.4

 Peak ID  Compound  Time  Mass Found
 13  1.99

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

3.7e+00313:(Time: 1.99) 

301.3

214.0143.1105.1 196.0
285.3

302.3

303.2 475.2388.2 437.2
500.4

601.5578.3 621.5
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Sample: 15 Vial:2:11 ID:
File:MS42761 Date:09-Jan-2018 Time:10:57:57
Description:A.ZUBIARRE AZ 161 2

Printed: Tue Jan 09 11:45:47 2018

Sample Report (continued):

 Peak ID  Compound  Time  Mass Found
 14  2.12

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

1.6e+00314:(Time: 2.12) 

343.3

105.1 228.2
214.0151.1
208.0

301.3260.2
344.3

406.2365.2 469.3 491.2 530.0 575.2
626.0 648.3

 Peak ID  Compound  Time  Mass Found
 15  2.19

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

5.6e+00315:(Time: 2.19) 

343.3

105.1 260.2120.1 228.2 329.3

344.3

444.2345.2
406.2 532.1469.3

626.0553.1
637.2

 Peak ID  Compound  Time  Mass Found
 18  2.31

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

9.1e+00218:(Time: 2.31) 

329.3
105.1

120.1

299.3151.9
226.0156.1 270.3

444.2343.3

353.2 397.3
446.2

490.2 532.2
635.2592.3 649.4

 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

8.4e+00219:(Time: 2.49) 

105.1

371.3
143.1 357.3

151.9 214.0

173.1

327.3
224.1

281.2

416.3

412.1
628.5427.2 490.2

550.3 620.4 641.3
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Sample: 15 Vial:2:11 ID:
File:MS42761 Date:09-Jan-2018 Time:10:57:57
Description:A.ZUBIARRE AZ 161 2

Printed: Tue Jan 09 11:45:47 2018

Sample Report (continued):

 Peak ID  Compound  Time  Mass Found
 21  2.63

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

3.5e+00321:(Time: 2.63) 

372.4
288.3

244.2

105.1

120.1

153.2 224.0

245.3

371.3
289.2

332.3

373.3
416.3

584.5540.5496.3 605.4 647.3

 Peak ID  Compound  Time  Mass Found
 22  2.76

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

5.9e+00322:(Time: 2.76) 

369.4

105.1 244.2
120.1

226.0208.1 288.3 326.4

372.4

398.4
496.4416.3 452.4 540.5 584.5 620.4 647.3

 Peak ID  Compound  Time  Mass Found
 23  2.90

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

4.7e+00323:(Time: 2.88) 

400.4

369.4
105.1

115.1 152.1 364.4
312.4226.0 288.3

401.4

408.4 452.4 496.4
526.4 640.5620.4

 Peak ID  Compound  Time  Mass Found
 17  Found  2.25  390.00

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

2.2e+00417:(Time: 2.25) 

389.9

265.2

241.9117.0 226.9160.0

266.1
353.2

391.0

436.0 507.9
453.0

607.5553.3
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