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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
444 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    Na: 0-1    S: 1-2    Br: 1-1    

m/z
392.0 393.0 394.0 395.0 396.0 397.0 398.0 399.0 400.0 401.0 402.0 403.0 404.0 405.0 406.0 407.0

%

0

100

 
ES-ToF

 
09-Nov-2018

 
A.ZUBIARRE AZ 320 1

 
MS49543 76 (2.322)

 
2: TOF MS ES- 

 
6.25e+003

397.9893395.9910

395.5101394.7726394.0417393.6248392.7977 396.9792 398.9808 399.9701 401.0175 402.0049 402.7809 403.6102 404.0966 406.3110404.9579 407.2124

Minimum:                                    -1.5
Maximum:                  5.0      15.0     100.0

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

395.9910   395.9905       0.5      1.3      9.5      92.0       0.0          C16  H15  N  O4  S  Br 
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Sample Report:

Sample 6  Vial 1:15 ID  File MS49543 Date 09-Nov-2018 Time 2::1::2  Description A.ZUBIARRE AZ 320 1 
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2.5e+0041: TOF MS ES+ :TIC Smooth (SG, 2x2)
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9.0e+0011: TOF MS ES+ :398+421+399 Smooth (SG, 2x2)
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3.9e+0042: TOF MS ES- :TIC Smooth (SG, 2x2)
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3.2e+0032: TOF MS ES- :398+443+397 Smooth (Mn, 2x3)
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5: UV Detector: 265_285 Smooth (SG, 5x5) (15)
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1:TOF MS ES+ 
2.4e+003

1:(Time: 0.69) Combine (21:25-(16:17+29))

83.1
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224.0
143.1 242.1

391.3335.1 445.9 497.9 559.9
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1:TOF MS ES+ 
1.2e+003

3:(Time: 0.89) Combine (28:31-(23+35:36))

79.1

83.1

120.1

224.1
143.1 242.1

391.3300.2 411.0 505.0 567.9 631.8649.2
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1:TOF MS ES+ 
2.4e+003

4:(Time: 1.18) Combine (37:41-(32:33+45))
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1:TOF MS ES+ 
1.3e+003

5:(Time: 1.33) Combine (42:45-(37:38+50))

83.1

120.1

224.1143.1
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1:TOF MS ES+ 
2.4e+003

6:(Time: 1.40) Combine (44:48-(40+52:53))

83.1

120.1

143.2
224.1

242.1
391.3335.0 486.3 530.3

574.4 648.5

 

Peak ID

 

Compound

 

Time

 

Mass Found

 

8

 

1.57

m/z
200.0 400.0 600.0

%

0

25

50

75

100

1:TOF MS ES+ 
1.4e+003

8:(Time: 1.57) Combine (50:53-(45:46+58))

83.1

120.1

588.4544.4
224.1183.1

500.3
242.1 426.3382.2

632.4

644.5
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1:TOF MS ES+ 
1.5e+003

9:(Time: 1.70) Combine (54:57-(49:50+62))

83.1

120.1

558.4514.3

470.3325.2
224.0143.1

242.1
426.3384.3

602.4

646.5
647.4
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1:TOF MS ES+ 
2.4e+003

11:(Time: 1.89) Combine (60:64-(56+68:69))

83.1

120.1

224.0143.2 244.2 325.3

261.0 586.4542.4
498.4326.2

630.5
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%

0

25

50

75

100

1:TOF MS ES+ 
3.1e+003

12:(Time: 2.04) Combine (65:69-(60:61+73))

83.1

120.1
242.3

224.0 243.3
325.3 612.4

368.0 568.4500.3 642.3
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1:TOF MS ES+ 
1.3e+003

14:(Time: 2.31) Combine (74:77-(69:70+82))

83.1 120.1

145.1
230.3

157.1
356.4300.3 417.1 558.4535.0 610.3
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1:TOF MS ES+ 
1.6e+003

16:(Time: 2.48) Combine (80:83-(75+87:88))

83.1 340.4

120.1

143.1
224.1 325.3

341.4

460.3343.4
616.5544.2 636.3
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0.85

 
398.00,443.00,397.00
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2:TOF MS ES- 
1.3e+002

2:(Time: 0.85) Combine (26:29-(21:22+34))

65.3
110.9

141.6 287.2

505.7430.0411.9
570.3 605.9

646.8
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398.00,443.00,397.00

m/z
200.0 400.0 600.0

%

0
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2:TOF MS ES- 
2.6e+002

4:(Time: 1.19) Combine (37:41-(32:33+45))

66.1

175.075.3
147.0 185.0

269.5 301.3
473.1415.9

354.4
508.2

610.9629.4
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2:TOF MS ES- 
3.8e+002

10:(Time: 1.78) Combine (56:60-(52+64:65))

265.2

175.066.1

106.0 181.1
583.3270.7

376.6
539.3

435.8

627.3

628.5
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2:TOF MS ES- 
1.7e+004

14:(Time: 2.30) Combine (73:77-(68:69+81))

396.0

121.1 234.9174.9 293.2 318.1

398.0

444.0

445.0497.9
543.9
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