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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
237 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:
C: 20-20    H: 0-100    N: 0-10    O: 0-10    Na: 0-1    S: 2-2    Br: 1-1    

m/z
472.0 473.0 474.0 475.0 476.0 477.0 478.0 479.0 480.0 481.0 482.0 483.0 484.0 485.0 486.0 487.0 488.0 489.0

%

0

100

 
ES-ToF

 
09-Nov-2018

 
A.ZUBIARRE AZ 315 1 (VIAL 315 2)

 
MS49539 92 (2.819)

 
2: TOF MS ES- 

 
2.70e+003

479.9749477.9777

477.5384476.6925475.9533472.8378 473.3001 475.2236
478.9775 480.9767 481.9683 482.9720 483.9889 485.2921 489.2585487.5772486.3193 488.0727

Minimum:                                    -1.5
Maximum:                  5.0      15.0     100.0

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

477.9777   477.9782       -0.5     -1.0     12.5     51.8       0.0          C20  H17  N  O4  S2  Br 
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Openlynx Report - Page 1 
Sample: 2 Vial:1:11 ID:
File:MS49539 Date:09-Nov-2018 Time:2::2::5 
Description:A.ZUBIARRE AZ 315 1 (VIAL 315 2)

Printed: Fri Nov 09 15:33:36 2018

Sample Report:

Sample 2  Vial 1:11 ID  File MS49539 Date 09-Nov-2018 Time 2::2::5  Description A.ZUBIARRE AZ 315 1 (VIAL 315 2)

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

%

40

60

80

100

3.8e+0041: TOF MS ES+ :TIC Smooth (SG, 2x2) (24)
10%
3.87

(23)
27%
3.77

(14)
20%

480.0(28%)
2.93

(13)
12%
2.61

(8)
7%

2.00

(7)
14%
1.75

(11)
4%

2.31

(10)
3%

2.19

(16)
2%

3.10

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

%

40

60

80

100

 

Peak Number

 

Compound

 

Time

 

AreaAbs

 

Area %Total

 

Width

 

Height

 

Mass Found

 

7

 

1.75

 

1e+003

 

13.61

 

1

 

3e+003

 

8

 

2.00

 

6e+002

 

7.23

 

0

 

4e+003

 

10

 

2.19

 

3e+002

 

3.07

 

0

 

2e+003

 

11

 

2.31

 

3e+002

 

4.08

 

0

 

2e+003

 

13

 

2.61

 

1e+003

 

11.87

 

0

 

3e+003

 

14

 

Found

 

2.93

 

2e+003

 

20.24

 

0

 

1e+004

 

480.00

 

16

 

3.10

 

2e+002

 

2.33

 

0

 

2e+003

 

23

 

3.77

 

2e+003

 

27.24

 

0

 

1e+004

 

24

 

3.87

 

8e+002

 

10.35

 

0

 

1e+004



Openlynx Report - Page 2 
Sample: 2 Vial:1:11 ID:
File:MS49539 Date:09-Nov-2018 Time:2::2::5 
Description:A.ZUBIARRE AZ 315 1 (VIAL 315 2)

Printed: Fri Nov 09 15:33:36 2018

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

%

20

40

60

80

100

1.1e+0021: TOF MS ES+ :480+503+481 Smooth (SG, 2x2)

(14);19%;480.0(28%);2.93

(8)
27%
2.00(6)

2%
480.0(0%)

1.70

(4)
8%

1.161.08(2)
1%

0.72

(1)
1%

0.59

(12)
4%

2.49

(10)
5%

2.19

(19)
7%

3.37
(17)
4%

3.25
(16)
3%

3.10

(23)
9%

3.72(21)
1%

3.50

(24)
7%

3.87

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

%

20

40

60

80

100

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

%

40

60

80

100

4.4e+0042: TOF MS ES- :TIC Smooth (SG, 2x2)

(14)
75%

480.0(28%)
2.94

(24)
14%
3.853.06

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

%

40

60

80

100

 

Peak Number

 

Compound

 

Time

 

AreaAbs

 

Area %Total

 

Width

 

Height

 

Mass Found

 

6

 

Tentative

 

1.71

 

7e+001

 

1.67

 

0

 

6e+002

 

480.00

 

8

 

1.96

 

2e+002

 

5.95

 

0

 

1e+003

 

10

 

2.20

 

4e+001

 

0.99

 

0

 

4e+002

 

14

 

Found

 

2.94

 

3e+003

 

75.16

 

0

 

2e+004

 

480.00

 

16

 

3.06

 

4e+001

 

0.93

 

0

 

18

 

3.31

 

6e+000

 

0.16

 

0

 

2e+002

 

20

 

3.43

 

2e+001

 

0.59

 

0

 

2e+002

 

22

 

3.66

 

1e+001

 

0.28

 

0

 

3e+002

 

24

 

3.85

 

6e+002

 

14.26

 

0

 

4e+003



Openlynx Report - Page 3 
Sample: 2 Vial:1:11 ID:
File:MS49539 Date:09-Nov-2018 Time:2::2::5 
Description:A.ZUBIARRE AZ 315 1 (VIAL 315 2)

Printed: Fri Nov 09 15:33:36 2018

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

%

0

20

40

60

80

100

3.8e+0032: TOF MS ES- :480+525+479 Smooth (Mn, 2x3)

(14);100%;480.0(28%);2.92

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

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

2.0e-1

4.0e-1

6.0e-1

8.0e-1

1.008
Range: 1.008

5: UV Detector: 244_264 Smooth (SG, 5x5) (15)
60%
2.99

(9)
11%
2.11

(5)
6%

1.52

3.72
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

2.0e-1

4.0e-1

6.0e-1

8.0e-1



Openlynx Report - Page 4 
Sample: 2 Vial:1:11 ID:
File:MS49539 Date:09-Nov-2018 Time:2::2::5 
Description:A.ZUBIARRE AZ 315 1 (VIAL 315 2)

Printed: Fri Nov 09 15:33:36 2018

Sample Report (continued):

 
Peak ID

 
Compound

 
Time

 
Mass Found

 
1

 
0.59

m/z
200.0 400.0 600.0

%

0

25

50

75

100

1:TOF MS ES+ 
1.7e+003

1:(Time: 0.59) Combine (18:21-(13:14+26))

83.1

84.1
120.1

224.0
130.5 251.0 294.0

391.3 454.1 504.0
606.0

637.9

 
Peak ID

 
Compound

 
Time

 
Mass Found

 
2

 
0.72

m/z
200.0 400.0 600.0

%

0

25

50

75

100

1:TOF MS ES+ 
1.6e+003

2:(Time: 0.72) Combine (22:25-(17:18+30))

79.1

83.1

120.1

224.0143.2
242.1

391.3 436.1
553.0569.9

632.8

 

Peak ID

 

Compound

 

Time

 

Mass Found

 

3

 

1.08

m/z
200.0 400.0 600.0

%

0

25

50

75

100

1:TOF MS ES+ 
1.4e+003

3:(Time: 1.08) Combine (34:37-(29:30+42))

79.1

83.1

388.3

224.1143.2 344.2300.1

432.3
476.3

520.3 564.4 639.8

 

Peak ID

 

Compound

 

Time

 

Mass Found

 

4

 

1.16

m/z
200.0 400.0 600.0

%

0

25

50

75

100

1:TOF MS ES+ 
3.1e+003

4:(Time: 1.16) Combine (36:40-(32+44:45))

79.1

120.1

157.1
476.3224.0

432.3
261.0

388.3

520.4
564.4 639.8
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Sample: 2 Vial:1:11 ID:
File:MS49539 Date:09-Nov-2018 Time:2::2::5 
Description:A.ZUBIARRE AZ 315 1 (VIAL 315 2)

Printed: Fri Nov 09 15:33:36 2018

Sample Report (continued):

 
Peak ID

 
Compound

 
Time

 
Mass Found

 
6

 
1.70

m/z
200.0 400.0 600.0

%

0

25

50

75

100

1:TOF MS ES+ 
1.7e+003

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

79.1

120.1

558.4514.4
325.3

157.1
224.0 261.0 470.3

426.3391.3

602.4

646.5
647.5

 
Peak ID

 
Compound

 
Time

 
Mass Found

 
7

 
1.75

m/z
200.0 400.0 600.0

%

0

25

50

75

100

1:TOF MS ES+ 
1.7e+003

7:(Time: 1.75) Combine (56:59-(51+63:64))

79.1

120.1

325.3

157.1
224.1 261.0

602.4558.4

514.3
470.3326.2

391.2

646.5

647.5

648.5

 

Peak ID

 

Compound

 

Time

 

Mass Found

 

8

 

2.00

m/z
200.0 400.0 600.0

%

0

25

50

75

100

1:TOF MS ES+ 
1.8e+003

8:(Time: 2.00) Combine (64:67-(59+71:72))

242.3
79.1

120.1

191.2

280.2

281.1
630.4586.4

450.3345.2
542.3 648.6

 

Peak ID

 

Compound

 

Time

 

Mass Found

 

10

 

2.19

m/z
200.0 400.0 600.0

%

0

25

50

75

100

1:TOF MS ES+ 
1.5e+003

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

79.1
120.1

356.4

157.1
301.3224.0 357.3

640.4416.2
564.3460.2



Openlynx Report - Page 6 
Sample: 2 Vial:1:11 ID:
File:MS49539 Date:09-Nov-2018 Time:2::2::5 
Description:A.ZUBIARRE AZ 315 1 (VIAL 315 2)

Printed: Fri Nov 09 15:33:36 2018

Sample Report (continued):

 
Peak ID

 
Compound

 
Time

 
Mass Found

 
11

 
2.31

m/z
200.0 400.0 600.0

%

0

25

50

75

100

1:TOF MS ES+ 
1.8e+003

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

79.1
120.1

157.1 224.1 325.3 356.4
558.5432.3

575.3640.4

 
Peak ID

 
Compound

 
Time

 
Mass Found

 
12

 
2.49

m/z
200.0 400.0 600.0

%

0

25

50

75

100

1:TOF MS ES+ 
1.9e+003

12:(Time: 2.49) Combine (80:83-(75+87:88))

79.1

120.1 340.4

157.1

224.0 325.2
341.4

343.4 460.3 616.5576.3
636.5

 

Peak ID

 

Compound

 

Time

 

Mass Found

 

13

 

2.61

m/z
200.0 400.0 600.0

%

0

25

50

75

100

1:TOF MS ES+ 
2.2e+003

13:(Time: 2.61) Combine (84:87-(79+91:92))

79.1

120.1

340.4
157.1

304.3

258.3
159.2

446.2

341.4 447.2 509.3

546.3 597.3
646.4

 

Peak ID

 

Compound

 

Time

 

Mass Found

 

14

 

2.93

m/z
200.0 400.0 600.0

%

0

25

50

75

100

1:TOF MS ES+ 
1.7e+004

14:(Time: 2.93) Combine (94:97-(89:90+102))

326.4

120.1 325.3
143.1

327.4

372.4 462.0
374.3 584.5 628.5



Openlynx Report - Page 7 
Sample: 2 Vial:1:11 ID:
File:MS49539 Date:09-Nov-2018 Time:2::2::5 
Description:A.ZUBIARRE AZ 315 1 (VIAL 315 2)

Printed: Fri Nov 09 15:33:36 2018

Sample Report (continued):

 
Peak ID

 
Compound

 
Time

 
Mass Found

 
16

 
3.10

m/z
200.0 400.0 600.0

%

0

25

50

75

100

1:TOF MS ES+ 
1.6e+003

16:(Time: 3.10) Combine (100:103-(95+107:108))

83.1 120.1

400.4

325.3143.2

226.1

452.4 496.4

636.7540.5

 
Peak ID

 
Compound

 
Time

 
Mass Found

 
17

 
3.25

m/z
200.0 400.0 600.0

%

0

25

50

75

100

1:TOF MS ES+ 
2.8e+003

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

83.1 120.1

326.3

226.1152.1 279.2
327.3

556.5512.4
468.4

600.5
644.5

 

Peak ID

 

Compound

 

Time

 

Mass Found

 

19

 

3.37

m/z
200.0 400.0 600.0

%

0

25

50

75

100

1:TOF MS ES+ 
3.2e+003

19:(Time: 3.37) Combine (108:112-(104+116:117))

83.1 120.1

325.3

121.0
226.0 324.3327.3 546.4502.4

458.4
590.5

634.5

 

Peak ID

 

Compound

 

Time

 

Mass Found

 

21

 

3.50

m/z
200.0 400.0 600.0

%

0

25

50

75

100

1:TOF MS ES+ 
3.1e+003

21:(Time: 3.50) Combine (112:116-(108+120:121))

83.1 120.1

325.3

121.0
226.0

287.2

468.4424.4 512.5
556.5 644.5

645.5



Openlynx Report - Page 8 
Sample: 2 Vial:1:11 ID:
File:MS49539 Date:09-Nov-2018 Time:2::2::5 
Description:A.ZUBIARRE AZ 315 1 (VIAL 315 2)

Printed: Fri Nov 09 15:33:36 2018

Sample Report (continued):

 
Peak ID

 
Compound

 
Time

 
Mass Found

 
23

 
3.77

m/z
200.0 400.0 600.0

%

0

25

50

75

100

1:TOF MS ES+ 
4.3e+003

23:(Time: 3.77) Combine (121:125-(116:117+129))

105.1

325.3

130.1

147.1
297.2252.1

391.3

326.3 570.5394.4 526.5
626.7

639.7

640.6

 
Peak ID

 
Compound

 
Time

 
Mass Found

 
24

 
3.87

m/z
200.0 400.0 600.0

%

0

25

50

75

100

1:TOF MS ES+ 
6.2e+003

24:(Time: 3.87) Combine (124:128-(120+1:-1))

83.1

143.2

208.1

152.0 325.3226.1

297.0
626.7391.3 438.4

519.6
598.7

644.5

 

Peak ID

 

Compound

 

Time

 

Mass Found

 

6

 

Tentative

 

1.70

 

480.00,525.00,479.00

m/z
200.0 400.0 600.0

%

0

25

50

75

100

2:TOF MS ES- 
1.8e+002

6:(Time: 1.71) Combine (54:57-(49:50+62))

60.9

78.9 139.3

495.2
193.3

451.2247.8
297.1

422.9389.1

539.3 583.3
627.3

636.8

649.0

 

Peak ID

 

Compound

 

Time

 

Mass Found

 

8

 

2.00

m/z
200.0 400.0 600.0

%

0

25

50

75

100

2:TOF MS ES- 
2.6e+003

8:(Time: 1.96) Combine (62:65-(57:58+70))

265.2

242.2
97.0 117.1

266.2

318.1 431.2 554.2453.4 573.6 631.0



Openlynx Report - Page 9 
Sample: 2 Vial:1:11 ID:
File:MS49539 Date:09-Nov-2018 Time:2::2::5 
Description:A.ZUBIARRE AZ 315 1 (VIAL 315 2)

Printed: Fri Nov 09 15:33:36 2018

Sample Report (continued):

 
Peak ID

 
Compound

 
Time

 
Mass Found

 
10

 
2.19

m/z
200.0 400.0 600.0

%

0

25

50

75

100

2:TOF MS ES- 
6.8e+002

10:(Time: 2.20) Combine (70:73-(65:66+78))

297.2

61.8106.2
185.9 285.3

325.2 397.2
327.2

584.1399.2
498.1 635.4

 
Peak ID

 
Compound

 
Time

 
Mass Found

 
14

 
Found

 
2.93

 
480.00,525.00,479.00

m/z
200.0 400.0 600.0

%

0

25

50

75

100

2:TOF MS ES- 
2.0e+004

14:(Time: 2.92) Combine (93:97-(88:89+101))

480.0

309.2

117.0 239.9146.0 310.2400.0

481.0

481.9
546.0 608.0

 

Peak ID

 

Compound

 

Time

 

Mass Found

 

16

 

3.10

m/z
200.0 400.0 600.0

%

0

25

50

75

100

2:TOF MS ES- 
1.1e+003

16:(Time: 3.06) Combine (98:101-(93:94+106))

311.2

99.9
117.0

221.1 251.3 312.2
425.3 520.0

633.0649.8

 

Peak ID

 

Compound

 

Time

 

Mass Found

 

18

 

3.31

m/z
200.0 400.0 600.0

%

0

25

50

75

100

2:TOF MS ES- 
3.5e+002

18:(Time: 3.31) Combine (106:109-(101:102+114))

99.9 325.2
117.0

299.3

145.9
265.2

149.2

339.2

425.2
481.3 596.1542.5 649.0



Openlynx Report - Page 10 
Sample: 2 Vial:1:11 ID:
File:MS49539 Date:09-Nov-2018 Time:2::2::5 
Description:A.ZUBIARRE AZ 315 1 (VIAL 315 2)

Printed: Fri Nov 09 15:33:36 2018

Sample Report (continued):

 
Peak ID

 
Compound

 
Time

 
Mass Found

 
20

 
3.43

m/z
200.0 400.0 600.0

%

0

25

50

75

100

2:TOF MS ES- 
3.2e+002

20:(Time: 3.43) Combine (110:113-(105:106+118))

117.0
325.2

297.2

145.9
265.2149.0

339.2

469.3
341.2

397.3 471.4
535.2587.6

634.1

 
Peak ID

 
Compound

 
Time

 
Mass Found

 
22

 
3.66

m/z
200.0 400.0 600.0

%

0

25

50

75

100

2:TOF MS ES- 
2.1e+003

22:(Time: 3.66) Combine (117:121-(112:113+125))

353.2

100.0
117.0

199.9 281.3

354.2

355.2 453.1 499.3
626.6644.3

 

Peak ID

 

Compound

 

Time

 

Mass Found

 

24

 

3.87

m/z
200.0 400.0 600.0

%

0

25

50

75

100

2:TOF MS ES- 
2.3e+003

24:(Time: 3.85) Combine (124:127-(119+1:-1))

325.2

99.9

117.0 297.2

265.2175.0
199.9

353.2

381.3434.9 455.1 513.2 579.4 629.7
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