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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
118 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
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 A.ZUBIAURRE AZ 126 1
 ms41733 80 (2.445)  2: TOF MS ES- 

 4.71e3412.0009

410.0055

409.5843
378.1066371.8893368.2412 397.2586394.1219381.2299 389.0945 400.5891

413.0147

414.0094

415.0239
422.2047 435.6489428.0560 433.5836 440.5645

Minimum:                                    -1.5
Maximum:                  5.0      10.0     50.0

Mass       Calc. Mass     mDa      PPM      DBE      i-FIT      Formula

410.0055   410.0062       -0.7     -1.7     9.5      9.0        C17  H17  N  O4  S  Br 
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Openlynx Report - Page 1 
Sample: 17 Vial:1:14 ID:
File:ms41733 Date:08-Nov-2017 Time:12:51:28
Description:A.ZUBIAURRE AZ 126 1

Printed: Wed Nov 08 14:04:35 2017

Sample Report:

Sample 17  Vial 1:14 ID  File ms41733 Date 08-Nov-2017 Time 12:51:28 Description A.ZUBIAURRE AZ 126 1
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1.5e+0041: TOF MS ES+ :TIC (8)
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 Peak Number  Compound  Time  AreaAbs  Area %Total  Width  Height  Mass Found
 3  1.67  3e+001  3.60  0  6e+002
 8  2.43  8e+002  89.09  1  4e+003

 12  2.75  7e+001  7.31  0  6e+002
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3.9e+0042: TOF MS ES- :TIC (8)
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 Peak Number  Compound  Time  AreaAbs  Area %Total  Width  Height  Mass Found
 8  2.44  4e+003  100.00  0  2e+004
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Range: 1.746e+1

5: UV Detector: TIC 

(1);53%;0.71
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 Peak Number  Compound  Time  AreaAbs  Area %Total  Width  Height  Mass Found
 1  0.71  6e+005  52.84  1  3e+006
 6  2.07  1e+005  10.85  0  2e+006
 9  2.51  4e+005  36.31  0  9e+006
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Sample Report (continued):

Time
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A
U

0.0

5.0e-2

1.0e-1

1.421e-1
Range: 1.421e-1

5: UV Detector: 244_264 (9)
63%
2.51

(6)
6%
2.07

(5)
5%
1.94
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7%
0.71
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1.0e-1

 Peak Number  Compound  Time  AreaAbs  Area %Total  Width  Height  Mass Found
 1  0.71  1e+003  7.39  0  9e+003
 2  0.81  3e+002  2.36  0  5e+003
 4  1.81  4e+002  3.18  0  7e+003
 5  1.94  7e+002  4.84  0  1e+004
 6  2.07  9e+002  6.41  0  1e+004
 7  2.14  3e+002  2.04  0  8e+003
 9  2.51  9e+003  63.46  0  1e+005

 10  2.58  6e+002  4.48  0  2e+004
 10  2.61  4e+002  3.19  0  9e+003
 11  2.68  4e+002  2.65  0  7e+003

 Peak ID  Compound  Time  Mass Found
 3  1.67

m/z
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1.2e+0033:(Time: 1.67) 

115.1

243.1214.0
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574.8 637.5

 Peak ID  Compound  Time  Mass Found
 8  2.43

m/z
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Sample Report (continued):

 Peak ID  Compound  Time  Mass Found
 12  2.75

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%
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1.3e+00312:(Time: 2.75) 

115.1

152.2

153.1

226.0

154.0 224.0
242.3 372.4

243.2 330.0 373.3 458.2 496.4 540.4 584.4 606.3 641.5

 Peak ID  Compound  Time  Mass Found
 8  2.43

m/z
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1.1e+0048:(Time: 2.44) 

412.0

236.9
116.9 218.9145.9 332.1

265.1 409.2

458.0

413.0
414.0 459.0

528.0 648.0560.0
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