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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
675 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:
C: 14-14    H: 0-100    N: 0-10    O: 0-14    Na: 0-1    S: 1-3    Br: 1-1    F: 1-1    

m/z
370.0 375.0 380.0 385.0 390.0 395.0 400.0 405.0 410.0 415.0 420.0 425.0 430.0 435.0 440.0 445.0

%

0

100

 
ES-ToF

 
A.ZUBIARRE AZ 332 1

 
14-Dec-2018

 
MS50271 90 (2.767)

 
2: TOF MS ES- 

 
5.56e+003

403.9431

385.9615383.9644
375.9083371.2351 401.9790387.9661

397.2647

405.9374

406.9518
417.9896415.9936 419.9741 425.2726 431.9785 441.2972437.5669 447.1335

Minimum:                                    -1.5
Maximum:                  5.0      10.0     100.0

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

403.9431   403.9426       0.5      1.2      8.5      113.8      0.0          C14  H12  N  O3  S2  Br  F 
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File:MS50271 Date:14-Dec-2018 Time:9::4::9 
Description:A.ZUBIARRE AZ 332 1

Printed: Fri Dec 14 10:44:13 2018

Sample Report:

Sample 3  Vial 1:44 ID  File MS50271 Date 14-Dec-2018 Time 9::4::9  Description A.ZUBIARRE AZ 332 1

Time
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4.6e+0041: TOF MS ES+ :TIC Smooth (SG, 2x2) (17)
33%
3.86(15)

16%
3.76

(11)
20%
3.17

(9)
31%
2.73
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Peak Number

 

Compound

 

Time

 

AreaAbs

 

Area %Total

 

Width

 

Height

 

Mass Found

 

9

 

2.73

 

2e+003

 

31.20

 

1

 

5e+003

 

11

 

3.17

 

1e+003

 

19.75

 

0

 

7e+003

 

15

 

3.76

 

8e+002

 

15.58

 

0

 

8e+003

 

17

 

3.86

 

2e+003

 

33.48

 

0
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1.3e+0021: TOF MS ES+ :405+428+406 Smooth (SG, 2x2) (9)
30%
2.73

(7)
24%
2.56

(3)
8%

1.57
(1)
1%

405.0(0%)
1.06

(6)
1%

2.19

(5)
2%

2.02

(17)
10%
3.89

(14)
13%
3.62

(12)
3%

3.25

(10)
5%

3.00

(13)
0%

3.39
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Sample Report (continued):

Time
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6.8e+0042: TOF MS ES- :TIC Smooth (SG, 2x2)

(8);79%;405.0(29%);2.69

(16)
12%
3.80

(11)
6%

3.16

Time
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Peak Number

 

Compound

 

Time

 

AreaAbs

 

Area %Total

 

Width

 

Height

 

Mass Found

 

1

 

Tentative

 

1.07

 

3e+002

 

1.68

 

0

 

5e+002

 

405.00

 

2

 

Tentative

 

1.14

 

5e+001

 

0.34

 

0

 

5e+002

 

405.00

 

8

 

Found

 

2.69

 

1e+004

 

79.37

 

1

 

5e+004

 

405.00

 

10

 

3.04

 

2e+002

 

1.24

 

0

 

2e+003

 

11

 

3.16

 

9e+002

 

5.81

 

0

 

5e+003

 

16

 

3.80

 

2e+003

 

11.55
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9e+003

Time
0.50 0.75 1.00 1.25 1.50 1.75 2.00 2.25 2.50 2.75 3.00 3.25 3.50 3.75 4.00

%

0

20

40

60

80

100

9.8e+0032: TOF MS ES- :405+450+404 Smooth (Mn, 2x3)

(8);100%;405.0(29%);2.64
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Sample Report (continued):

Time
0.50 0.75 1.00 1.25 1.50 1.75 2.00 2.25 2.50 2.75 3.00 3.25 3.50 3.75 4.00

A
U

0.0

5.0e-1

1.0

1.5

1.854
Range: 1.854

5: UV Detector: 249_259 Smooth (Mn, 10x10) (9)
100%
2.76

Time
0.50 0.75 1.00 1.25 1.50 1.75 2.00 2.25 2.50 2.75 3.00 3.25 3.50 3.75 4.00

A
U

0.0

5.0e-1

1.0

1.5

 

Peak ID

 

Compound

 

Time

 

Mass Found

 

1

 

1.06

m/z
200.0 400.0 600.0

%

0

25

50

75

100

1:TOF MS ES+ 
3.5e+003

1:(Time: 1.06) Combine (33:37-(28:29+41))

83.1

115.1143.1 214.0

388.2335.0259.1 476.3 520.4
605.9

636.1

 

Peak ID

 

Compound

 

Time

 

Mass Found

 

3

 

1.57

m/z
200.0 400.0 600.0

%

0

25

50

75

100

1:TOF MS ES+ 
2.4e+003

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

386.3
83.1

115.1 224.0143.2
276.1

319.1

387.3

388.2
488.1 588.3

632.3
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Compound

 
Time

 
Mass Found

 
4

 
1.77

m/z
200.0 400.0 600.0

%

0

25

50

75

100

1:TOF MS ES+ 
3.3e+003

4:(Time: 1.77) Combine (56:60-(52+64:65))

83.1

325.2

115.1 214.0
226.1

326.2
461.0

602.4558.3 646.4

 
Peak ID

 
Compound

 
Time

 
Mass Found

 
5

 
2.02

m/z
200.0 400.0 600.0

%

0

25

50

75

100

1:TOF MS ES+ 
3.7e+003

5:(Time: 2.02) Combine (64:68-(60+72:73))

83.1

214.084.1
325.2242.2 386.3 450.2 500.3

607.5 630.3

 

Peak ID

 

Compound

 

Time

 

Mass Found

 

6

 

2.19

m/z
200.0 400.0 600.0

%

0

25

50

75

100

1:TOF MS ES+ 
1.5e+003

6:(Time: 2.19) Combine (70:73-(65:66+78))

83.1

115.1
343.3

143.2
214.0 325.2 344.3 558.4517.2

472.1 578.3 638.4

 

Peak ID

 

Compound

 

Time

 

Mass Found

 

7

 

2.56

m/z
200.0 400.0 600.0

%

0

25

50

75

100

1:TOF MS ES+ 
1.6e+003

7:(Time: 2.56) Combine (82:85-(77:78+90))

83.1

388.0
160.1

84.1

372.0

282.0

224.0

228.0
581.1389.0

547.1513.0
582.1 640.2
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Peak ID

 
Compound

 
Time

 
Mass Found

 
9

 
2.73

m/z
200.0 400.0 600.0

%

0

25

50

75

100

1:TOF MS ES+ 
3.7e+003

9:(Time: 2.73) Combine (88:91-(83+95:96))

388.0

83.1

115.1 224.0
325.2

389.0

581.1549.1
470.3 628.5

 
Peak ID

 
Compound

 
Time

 
Mass Found

 
10

 
3.00

m/z
200.0 400.0 600.0

%

0

25

50

75

100

1:TOF MS ES+ 
3.5e+003

10:(Time: 3.00) Combine (96:100-(92+104:105))

83.1

326.4

325.2
115.1 152.2

226.0181.0

327.4 400.4

399.3 452.4 540.4593.2
642.4

 

Peak ID

 

Compound

 

Time

 

Mass Found

 

11

 

3.17

m/z
200.0 400.0 600.0

%

0

25

50

75

100

1:TOF MS ES+ 
8.7e+003

11:(Time: 3.17) Combine (102:105-(97:98+110))

569.0

83.1

325.284.1 152.0 279.1
549.0353.2

400.4

570.0

571.0
629.5

 

Peak ID

 

Compound

 

Time

 

Mass Found

 

12

 

3.25

m/z
200.0 400.0 600.0

%

0

25

50

75

100

1:TOF MS ES+ 
5.1e+003

12:(Time: 3.25) Combine (104:108-(100+112:113))

569.0

83.1

325.284.1
152.1

226.0279.2
549.0

338.3391.3

570.1

571.1
630.4
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Peak ID

 
Compound

 
Time

 
Mass Found

 
13

 
3.39

m/z
200.0 400.0 600.0

%

0

25

50

75

100

1:TOF MS ES+ 
3.4e+003

13:(Time: 3.39) Combine (109:113-(104:105+117))

83.1

325.2

115.1 152.1 226.1

409.2

326.3 581.1
410.2

561.1 595.0
649.4

 
Peak ID

 
Compound

 
Time

 
Mass Found

 
14

 
3.62

m/z
200.0 400.0 600.0

%

0

25

50

75

100

1:TOF MS ES+ 
4.8e+003

14:(Time: 3.62) Combine (116:120-(112+124:125))

83.1

325.2

115.1

152.2 300.3182.1

638.6

326.3 627.3570.5
526.4424.4327.3

639.6

640.6

 

Peak ID

 

Compound

 

Time

 

Mass Found

 

15

 

3.76

m/z
200.0 400.0 600.0

%

0

25

50

75

100

1:TOF MS ES+ 
4.8e+003

15:(Time: 3.76) Combine (121:125-(116:117+129))

105.1 325.2

146.1

323.3147.1
226.0

394.4

391.3
353.2

607.3482.4 526.4 627.3
639.6

 

Peak ID

 

Compound

 

Time

 

Mass Found

 

17

 

3.86

m/z
200.0 400.0 600.0

%

0

25

50

75

100

1:TOF MS ES+ 
6.4e+003

17:(Time: 3.86) Combine (124:128-(120+1:-1))

83.1105.1

143.1

325.2
208.1

181.1

226.0

245.1

638.6

607.3522.6394.4 494.5 639.6

649.4
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Peak ID

 
Compound

 
Time

 
Mass Found

 
1

 
Tentative

 
1.06

 
405.00,450.00,404.00

m/z
200.0 400.0 600.0

%

0

25

50

75

100

2:TOF MS ES- 
2.2e+002

1:(Time: 1.07) Combine (33:37-(28:29+41))

90.9

105.9 175.0

189.0 270.1

370.8389.1 487.8 518.0

 
Peak ID

 
Compound

 
Time

 
Mass Found

 
2

 
Tentative

 
1.14

 
405.00,450.00,404.00

m/z
200.0 400.0 600.0

%

0

25

50

75

100

2:TOF MS ES- 
1.0e+002

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

96.9

175.1

253.8 321.0 357.0
555.6431.0

581.1 640.0

648.6
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Compound

 

Time

 

Mass Found

 

8

 

Found

 

2.69

 

405.00,450.00,404.00

m/z
200.0 400.0 600.0

%

0

25

50

75

100

2:TOF MS ES- 
4.3e+004

8:(Time: 2.64) Combine (84:88-(80+92:93))

405.9

384.0

324.0241.9224.9117.0

407.0

409.0
452.0

 

Peak ID

 

Compound

 

Time

 

Mass Found

 

10

 

3.00

m/z
200.0 400.0 600.0

%

0

25

50

75

100

2:TOF MS ES- 
1.6e+003

10:(Time: 3.04) Combine (97:101-(92:93+105))

311.2

117.0 293.2

146.0 265.1

339.2
567.0397.3

340.2
432.0

473.3490.5
568.0

611.8
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Mass Found

 
11

 
3.17

m/z
200.0 400.0 600.0

%

0

25

50

75

100

2:TOF MS ES- 
5.8e+003

11:(Time: 3.16) Combine (101:105-(96:97+109))

567.0

311.2293.2

100.0116.9
265.2233.4

312.2 547.0473.3

568.0

569.0 635.1

 
Peak ID

 
Compound

 
Time

 
Mass Found

 
16

 
3.80

m/z
200.0 400.0 600.0

%

0

25

50

75

100

2:TOF MS ES- 
1.9e+003

16:(Time: 3.80) Combine (122:125-(117:118+130))

106.1

117.0

131.1

157.1
280.0 473.3325.2

439.3
539.9 560.3 619.4
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