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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
113 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:
C: 15-15    H: 0-200    N: 0-10    O: 0-10    S: 2-2    Br: 1-1    

m/z
355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440 445 450 455 460

%

0

100

 A.ZUBIAURRE AZ 135 1
 ms41735 82 (2.525)  2: TOF MS ES- 

 3.91e3399.9669

399.4312353.2019
381.2455379.1828368.0439365.6882

394.0342
386.3017

401.9486

402.9604

403.9672
447.9925445.9939

404.9935

437.9741435.9834425.3247415.9803409.2362
448.9984

459.0115

Minimum:                                    -1.5
Maximum:                  5.0      10.0     50.0

Mass       Calc. Mass     mDa      PPM      DBE      i-FIT      Formula

399.9669   399.9677       -0.8     -2.0     8.5      49.9       C15  H15  N  O3  S2  Br 
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Openlynx Report - Page 1 
Sample: 19 Vial:1:16 ID:
File:ms41735 Date:08-Nov-2017 Time:13:01:18
Description:A.ZUBIAURRE AZ 135 1

Printed: Wed Nov 08 14:10:32 2017

Sample Report:

Sample 19  Vial 1:16 ID  File ms41735 Date 08-Nov-2017 Time 13:01:18 Description A.ZUBIAURRE AZ 135 1

Time
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1.5e+0041: TOF MS ES+ :TIC (15)
84%
2.56

(12)
11%
1.92

(8)
5%
1.68
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 Peak Number  Compound  Time  AreaAbs  Area %Total  Width  Height  Mass Found
 8  1.68  3e+001  4.85  0  5e+002

 12  1.92  7e+001  10.96  0  6e+002
 15  2.56  5e+002  84.19  0  3e+003

Time
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4.1e+0042: TOF MS ES- :TIC (15)
75%
2.55

(13)
4%
2.031.931.69

Time
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%
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 Peak Number  Compound  Time  AreaAbs  Area %Total  Width  Height  Mass Found
 4  0.90  7e+001  1.33  0  5e+002
 5  0.98  1e+002  1.89  0  9e+002
 6  1.15  8e+001  1.50  0  7e+002
 7  1.30  7e+001  1.43  0  6e+002
 8  1.69  3e+002  5.63  0  2e+003

 10  1.84  2e+002  4.38  0  1e+003
 12  1.93  1e+002  2.42  0  1e+003
 13  2.03  2e+002  3.78  0  1e+003
 14  2.20  1e+002  2.16  0  7e+002
 15  2.55  4e+003  75.47  0  2e+004

Time
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Range: 1.752e+1

5: UV Detector: TIC 

(2);58%;0.71
(16)
36%
2.61(13)
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(2);58%;0.71
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Sample: 19 Vial:1:16 ID:
File:ms41735 Date:08-Nov-2017 Time:13:01:18
Description:A.ZUBIAURRE AZ 135 1

Printed: Wed Nov 08 14:10:32 2017

Sample Report (continued):

 Peak Number  Compound  Time  AreaAbs  Area %Total  Width  Height  Mass Found
 2  0.71  7e+005  57.65  1  2e+006

 13  2.06  7e+004  5.88  0  2e+006
 16  2.61  4e+005  36.47  0  9e+006

Time
0.50 1.00 1.50 2.00 2.50 3.00

A
U

0.0

5.0e-1

1.0

1.5

1.519
Range: 1.519

5: UV Detector: 244_264 (16)
96%
2.61

Time
0.50 1.00 1.50 2.00 2.50 3.00

A
U

0.0

5.0e-1

1.0

1.5

 Peak Number  Compound  Time  AreaAbs  Area %Total  Width  Height  Mass Found
 1  0.70  3e+002  0.46  0  8e+003
 2  0.71  5e+002  0.72  0  8e+003
 3  0.80  1e+002  0.18  0  3e+003
 8  1.72  3e+002  0.41  0  5e+003
 9  1.81  3e+002  0.42  0  7e+003

 11  1.84  2e+002  0.27  0  5e+003
 12  1.94  2e+002  0.32  0  9e+003
 12  1.96  4e+002  0.63  0  1e+004
 13  2.06  3e+002  0.47  0  7e+003
 16  2.61  7e+004  96.12  0  2e+006

 Peak ID  Compound  Time  Mass Found
 8  1.68

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0
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100

1.1e+0038:(Time: 1.68) 

115.1

120.1
214.0

152.1

153.2

243.1

244.1
279.1

311.0 391.3 427.3 460.3
576.2524.0

594.0
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Sample: 19 Vial:1:16 ID:
File:ms41735 Date:08-Nov-2017 Time:13:01:18
Description:A.ZUBIAURRE AZ 135 1

Printed: Wed Nov 08 14:10:32 2017

Sample Report (continued):

 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

1.4e+00312:(Time: 1.92) 

115.1

120.1

152.1 214.0
153.1 226.0

391.3253.0
370.3325.9

442.3 463.1
535.0 585.3 621.0 633.5

 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

7.9e+00215:(Time: 2.56) 

115.1
472.1427.0120.1

312.4

311.4

121.1 302.4158.1
241.2185.0

313.3

314.2
371.3421.0

471.1

428.0

632.6

474.1 630.6

493.6 597.2542.0
495.3

633.6

634.6

636.5

 Peak ID  Compound  Time  Mass Found
 4  0.90

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

1.3e+0024:(Time: 0.90) 

279.9

107.2 149.0 236.0
160.1

390.2361.1282.9
448.8 532.1464.9 644.6571.2

646.4

 Peak ID  Compound  Time  Mass Found
 5  0.98

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

1.4e+0025:(Time: 0.98) 

279.9

107.2 235.9118.9
212.7161.1 450.2

350.4280.9
433.6 562.9488.9 509.9 578.6

642.5
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Sample: 19 Vial:1:16 ID:
File:ms41735 Date:08-Nov-2017 Time:13:01:18
Description:A.ZUBIAURRE AZ 135 1
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Sample Report (continued):

 Peak ID  Compound  Time  Mass Found
 6  1.15

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

1.6e+0026:(Time: 1.15) 

91.0
116.9

128.8
190.9

229.0 268.9 283.9 378.9328.3 401.1
514.8434.8

573.7
611.9 627.6

 Peak ID  Compound  Time  Mass Found
 7  1.30

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

2.7e+0027:(Time: 1.30) 

91.0

116.9
184.9145.9

279.9222.0 309.0
339.5 390.2

554.1419.3 510.0 567.8607.6641.5

 Peak ID  Compound  Time  Mass Found
 8  1.68

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

6.0e+0028:(Time: 1.69) 

116.9

99.9
117.9

279.9185.9145.9 208.1
310.2

421.9386.1 465.0477.0 588.7
516.7

649.1

 Peak ID  Compound  Time  Mass Found
 10  1.84

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

2.4e+00210:(Time: 1.84) 

117.0

99.9
128.8

279.9
265.2162.0 285.6

535.1483.0
340.7

410.7 446.4
553.9

645.4583.6
649.5
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Sample: 19 Vial:1:16 ID:
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Description:A.ZUBIAURRE AZ 135 1
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Sample Report (continued):

 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

6.3e+00212:(Time: 1.93) 

116.9

99.9
146.0 279.9

161.0195.7 238.7 280.9 325.3
455.9395.5 485.3 533.3 570.9

621.0 643.4

 Peak ID  Compound  Time  Mass Found
 13  2.03

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

7.2e+00213:(Time: 2.03) 

116.9

99.9
279.9117.9

145.9 197.7
253.4 357.1329.3 375.4

463.6444.5
500.0 547.1 578.1 618.8

649.4

 Peak ID  Compound  Time  Mass Found
 14  2.20

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

4.1e+00214:(Time: 2.20) 

117.0

99.9
293.2146.0

200.9 236.2 311.2 337.2
412.9 459.6 515.8527.9 646.2602.1

 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

1.9e+00415:(Time: 2.55) 

402.0

116.9 265.2240.9145.9 399.2
311.2322.1

402.9

448.0 519.9470.0 549.9
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