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Single Mass Analysis
Tolerance = 10.0 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
228 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:
C: 16-16    H: 0-100    N: 0-10    O: 0-10    S: 1-2    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

%

0
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ES-ToF

 
A.ZUBIAURRE AZ322-1

 
MS49857 77 (2.376)

 
2: TOF MS ES- 

 
7.40e+003

395.9901

378.0103355.1898 375.1740366.9004362.1312 380.0071 395.7156386.2555

397.9862

398.9948
444.0204442.0233414.0072412.0006 426.0032424.0050 433.9724 446.0011453.0175

Minimum:                                    -1.5
Maximum:                  5.0      10.0     100.0

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

395.9901   395.9905       -0.4     -1.0     9.5      84.9       0.0          C16  H15  N  O4  S  Br 
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Sample: 1 Vial:2:17 ID:
File:MS49857 Date:27-Nov-2018 Time:3::1::4 
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Sample Report:

Sample 1  Vial 2:17 ID  File MS49857 Date 27-Nov-2018 Time 3::1::4  Description A.ZUBIAURRE AZ322-1
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4.1e+0042: TOF MS ES- :TIC Smooth (SG, 2x2)

(8);87%;397.0(32%);2.38
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Compound

 

Time

 

AreaAbs

 

Area %Total

 

Width

 

Height

 

Mass Found

 

1

 

0.58

 

6e+001

 

1.45

 

0

 

7e+002

 

2

 

Tentative

 

0.83

 

1e+002

 

2.92

 

0

 

8e+002

 

397.00

 

3

 

Tentative

 

1.15

 

3e+002

 

6.64

 

0

 

4e+002

 

397.00

 

8

 

Found

 

2.38

 

3e+003

 

86.83

 

1
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397.00
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3e+001
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3.8e+0032: TOF MS ES- :397+442+396 Smooth (Mn, 2x3)

(7);100%;397.0(31%);2.32
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Sample Report (continued):

Time
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1.5e-1

1.533e-1
Range: 1.533e-1

5: UV Detector: 267.5_282.5 Smooth (SG, 5x5) (9)
64%
2.43

(4)
6%

1.50 2.10

(5)
5%

2.02 2.33

Time
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1

 

0.58

m/z
200.0 400.0 600.0
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2:TOF MS ES- 
2.0e+002

1:(Time: 0.58) Combine (17:21-(12:13+25))

97.0

197.0107.0
240.9

411.9304.9
595.8437.8 532.8

613.8
649.2
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Compound

 

Time

 

Mass Found

 

2

 

Tentative

 

0.83

 

397.00,442.00,396.00
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2:TOF MS ES- 
1.8e+002

2:(Time: 0.83) Combine (25:29-(20:21+33))

91.1

97.0
189.0

224.1 266.9
458.9

312.9 440.8 503.9

585.6
646.1

648.3
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397.00,442.00,396.00
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2:TOF MS ES- 
1.4e+002

3:(Time: 1.15) Combine (36:39-(31+43:44))

91.1

159.9 408.6
186.0275.3 320.9 466.0492.5 552.9

600.8

 
Peak ID
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2.32

 
397.00,442.00,396.00
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2:TOF MS ES- 
1.3e+004

7:(Time: 2.32) Combine (74:77-(69:70+82))

398.0

378.0311.2236.9
117.0

399.0

444.0 496.0
542.9
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8

 

Found

 

2.38

 

397.00,442.00,396.00
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2:TOF MS ES- 
1.5e+004

8:(Time: 2.38) Combine (76:79-(71+83:84))

398.0

380.0
236.9218.9117.0

399.0

400.0
497.9 543.0
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2.57
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2:TOF MS ES- 
5.6e+002

10:(Time: 2.57) Combine (82:85-(77:78+90))

311.2

100.0

117.0

120.2
265.2

325.2

339.2

421.2 457.2
571.3 604.5

649.4
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2:TOF MS ES- 
1.5e+003

11:(Time: 2.82) Combine (90:93-(85:86+98))

309.2

297.2

293.2

117.0 280.0
130.0

311.2

416.4
397.2

417.4 473.3 577.7 616.1
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