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Sample: 20 Vial:1:17 ID:
File:ms41736 Date:08-Nov-2017 Time:13:06:11
Description:A.ZUBIAURRE AZ 136 1

Printed: Wed Nov 08 14:09:22 2017

Sample Report:

Sample 20  Vial 1:17 ID  File ms41736 Date 08-Nov-2017 Time 13:06:11 Description A.ZUBIAURRE AZ 136 1
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 Peak Number  Compound  Time  AreaAbs  Area %Total  Width  Height  Mass Found
 3  1.67  4e+001  5.20  0  7e+002

 10  2.53  7e+002  94.80  1  4e+003
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4.1e+0042: TOF MS ES- :TIC (10)
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 Peak Number  Compound  Time  AreaAbs  Area %Total  Width  Height  Mass Found
 8  2.20  9e+002  18.52  1  6e+002

 10  2.54  4e+003  81.48  0  2e+004
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Sample Report (continued):

Time
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Range: 1.757e+1

5: UV Detector: TIC (1)
55%
0.71 (11)

37%
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2.06

Time
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 Peak Number  Compound  Time  AreaAbs  Area %Total  Width  Height  Mass Found
 1  0.71  7e+005  54.52  1  3e+006
 7  2.06  1e+005  8.37  0  2e+006

 11  2.60  5e+005  37.12  0  1e+007

Time
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Range: 1.811e-1

5: UV Detector: 244_264 (11)
74%
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8%
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4%
1.94
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(7)
4%
2.06

Time
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 Peak Number  Compound  Time  AreaAbs  Area %Total  Width  Height  Mass Found
 1  0.70  1e+003  8.01  0  9e+003
 2  0.80  2e+002  1.56  0  5e+003
 2  0.84  2e+002  1.33  0  4e+003
 3  1.72  2e+002  1.58  0  4e+003
 4  1.80  4e+002  3.33  0  6e+003
 5  1.87  1e+002  0.95  0  4e+003
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Sample Report (continued):

 6  1.94  5e+002  3.79  0  9e+003
 7  2.06  5e+002  3.82  0  9e+003
 9  2.26  2e+002  1.55  0  6e+003

 11  2.60  9e+003  74.09  0  2e+005

 Peak ID  Compound  Time  Mass Found
 3  1.67

m/z
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 Peak ID  Compound  Time  Mass Found
 10  2.53

m/z
100.0 150.0 200.0 250.0 300.0 350.0 400.0 450.0 500.0 550.0 600.0 650.0
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1.7e+00310:(Time: 2.53) 

115.1
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158.1 307.7

241.2200.1 288.2

419.1
310.7

378.0341.2 415.1
465.2
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623.7

468.1 621.7
486.6 597.3

536.1
625.7

644.8
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 Peak ID  Compound  Time  Mass Found
 8  2.20

m/z
100.0 150.0 200.0 250.0 300.0 350.0 400.0 450.0 500.0 550.0 600.0 650.0

%
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4.6e+0028:(Time: 2.20) 

116.9

100.0

146.0

133.9

353.2293.3
162.0 189.9 279.9

257.8217.9
325.3 387.3 433.8 487.1458.6

508.1
555.5 595.1 605.5 636.9

 Peak ID  Compound  Time  Mass Found
 10  2.53

m/z
100.0 150.0 200.0 250.0 300.0 350.0 400.0 450.0 500.0 550.0 600.0 650.0

%
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1.6e+00410:(Time: 2.54) 

394.0

236.9
117.0 233.9146.0 157.0 265.2 393.2

316.1280.0 337.2

396.0

442.0397.0

432.0
443.0

514.0476.0
632.0544.0 568.0
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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
117 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:
C: 17-17    H: 0-200    N: 0-10    O: 0-10    S: 1-1    Br: 1-1    

m/z
345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485

%

0

100

 A.ZUBIAURRE AZ 136 1
 ms41736 83 (2.543)  2: TOF MS ES- 

 4.90e3394.0120

393.7910
353.2289 362.1118 378.0989374.8460

442.0491

397.0036

398.0190

432.0186408.0143 412.0184 428.0447

443.0543

475.9808444.0477
462.0584 470.0075 478.9565

Minimum:                                    -1.5
Maximum:                  5.0      10.0     50.0

Mass       Calc. Mass     mDa      PPM      DBE      i-FIT      Formula

394.0120   394.0113       0.7      1.8      9.5      36.0       C17  H17  N  O3  S  Br 
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