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Single Mass Analysis
Tolerance = 15.0 PPM   /   DBE: min = -1.5, max = 100.0
Element prediction: Off 
Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron Ions
446 formula(e) evaluated with 2 results within limits (all results (up to 1000) for each mass)
Elements Used:
C: 14-14    H: 0-100    N: 0-10    O: 0-10    Na: 0-1    S: 1-2    Br: 1-1    

m/z
386.0 388.0 390.0 392.0 394.0 396.0 398.0 400.0 402.0 404.0 406.0 408.0 410.0 412.0 414.0 416.0 418.0

%

0

100

 
ES-ToF

 
09-Nov-2018

 
A.ZUBIARRE AZ 319 2

 
MS49542 74 (2.277)

 
2: TOF MS ES- 

 
4.07e+003

403.9388401.9476

401.7137397.2343393.2331387.3892385.5354 388.7711 390.9174 395.4792
402.9392 404.9340 405.9462 407.9664 417.9325409.3008410.8544 416.0601412.6714 419.1306

Minimum:                                    -1.5
Maximum:                  5.0      15.0     100.0

Mass       Calc. Mass     mDa      PPM      DBE      i-FIT      i-FIT (Norm) Formula

401.9476   401.9469       0.7      1.7      8.5      95.7       0.5          C14  H13  N  O4  S2  Br 
           401.9524       -4.8     -11.9    10.5     96.2       1.0          C14  H10  N3  O3  Na  S  Br 
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Sample Report:

Sample 5  Vial 1:14 ID  File MS49542 Date 09-Nov-2018 Time 2::6::8  Description A.ZUBIARRE AZ 319 2
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8.0e+0011: TOF MS ES+ :404+427+405 Smooth (SG, 2x2)
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3.2e+0042: TOF MS ES- :TIC Smooth (SG, 2x2)

(8);100%;404.0(35%);2.28
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2.6e+0032: TOF MS ES- :404+449+403 Smooth (Mn, 2x3)
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