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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
388.0 389.0 390.0 391.0 392.0 393.0 394.0 395.0 396.0 397.0 398.0 399.0 400.0 401.0 402.0 403.0 404.0 405.0 406.0

%

0

100

 
ES-ToF

 
09-Nov-2018

 
A.ZUBIARRE AZ 320 2

 
MS49544 74 (2.275)

 
2: TOF MS ES- 

 
3.61e+003

397.9896395.9907

395.6474
394.3962393.9716392.0095389.0088 389.7091 391.4081 396.9925 398.9968 399.9929 400.9784 401.6862 402.5923 403.5359 405.3048405.7029

Minimum:                                    -1.5
Maximum:                  5.0      15.0     100.0

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

395.9907   395.9905       0.2      0.5      9.5      75.8       0.0          C16  H15  N  O4  S  Br 
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Sample Report:

Sample 7  Vial 1:16 ID  File MS49544 Date 09-Nov-2018 Time 2::6::5  Description A.ZUBIARRE AZ 320 2
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2.5e+0041: TOF MS ES+ :TIC Smooth (SG, 2x2)

(15);100%;398.0(29%);2.24

Time
0.60 0.80 1.00 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80

%

50

60

70

80

90

100

 

Peak Number

 

Compound

 

Time

 

AreaAbs

 

Area %Total

 

Width

 

Height

 

Mass Found

 

15

 

Found

 

2.24

 

3e+002

 

100.00

 

0

 

2e+003

 

398.00

Time
0.60 0.80 1.00 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80

%

40

60

80

100

8.1e+0011: TOF MS ES+ :398+421+399 Smooth (SG, 2x2)

(15);22%;398.0(29%);2.24(6)
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3.3e+0042: TOF MS ES- :TIC Smooth (SG, 2x2)

(15);53%;398.0(29%);2.25
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2.3e+0032: TOF MS ES- :398+443+397 Smooth (Mn, 2x3)
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5: UV Detector: 265_285 Smooth (SG, 5x5) (16)
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1:TOF MS ES+ 
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143.2
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490.9 571.0
615.0
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1:TOF MS ES+ 
2.6e+003

4:(Time: 1.06) Combine (33:37-(28:29+41))
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1:TOF MS ES+ 
1.2e+003

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

83.1
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143.1
224.1

242.1
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1:TOF MS ES+ 
8.4e+002

8:(Time: 1.62) Combine (52:55-(47+59:60))
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1:TOF MS ES+ 
1.5e+003

10:(Time: 1.87) Combine (60:63-(55+67:68))

83.1

120.1

244.2
224.0 325.2

245.1 586.4542.4
498.3326.2

442.3
630.5
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1:TOF MS ES+ 
1.6e+003

11:(Time: 1.99) Combine (64:67-(59+71:72))

242.3

83.1

120.1
143.2

243.3

630.5586.4
244.2 370.1 542.3388.2
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1:TOF MS ES+ 
1.2e+003

15:(Time: 2.24) Combine (72:75-(67+79:80))

83.1 120.1

356.4

301.4224.0145.1

157.1 300.4
357.4

535.0417.1 558.5 638.2
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1:TOF MS ES+ 
3.3e+003

17:(Time: 2.41) Combine (77:81-(72:73+85))

83.1
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340.4143.2
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325.3
616.5354.2
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1:TOF MS ES+ 
2.3e+003

18:(Time: 2.56) Combine (82:85-(77:78+90))
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2:TOF MS ES- 
1.4e+002

3:(Time: 0.97) Combine (30:33-(25:26+38))
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147.0

184.9 258.3

396.5363.4 448.6
546.3 581.1

623.7

648.0
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398.00,443.00,397.00
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2:TOF MS ES- 
1.6e+002

5:(Time: 1.14) Combine (36:39-(31+43:44))

91.1

109.2

176.1 261.1
412.2330.4 431.8

527.6 592.3 636.3
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2:TOF MS ES- 
2.5e+002

7:(Time: 1.44) Combine (45:49-(40:41+53))

91.0
106.1 174.9

187.1 265.2
188.9

287.1
437.5381.8 511.2 555.2

616.9
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2:TOF MS ES- 
2.7e+002

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

97.0 265.2
116.7 175.0

192.4 627.3583.3
451.4287.3

388.9
628.3

643.5
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2:TOF MS ES- 
2.4e+002

10:(Time: 1.83) Combine (58:61-(53:54+66))

242.2

97.1

116.1

174.9

265.2

417.3
397.2277.0 627.3

454.9 489.2
583.3 634.0
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2:TOF MS ES- 
1.0e+004

15:(Time: 2.25) Combine (72:75-(67+79:80))

398.0

121.1 293.2234.9149.0 318.1
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2:TOF MS ES- 
1.6e+003

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

311.2

99.9 133.8 194.1

325.2

485.3326.2 454.1
571.3 615.3
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