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Single Mass Analysis 
Tolerance = 10.0 PPM   /   DBE: min = -1.5, max = 50.0
Selected filters: None

Monoisotopic Mass, Even Electron Ions
148 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:
C: 15-15    H: 0-100    N: 0-10    O: 0-15    S: 2-2    Br: 1-1    

m/z
425.0 430.0 435.0 440.0 445.0 450.0 455.0 460.0 465.0 470.0 475.0

%

0

100

 X.HU S1 5T
 ms45349 74 (2.275)  2: TOF MS ES- 

 2.07e4433.9580431.9583

431.6317423.2275

434.9636

435.9593

478.0043

469.9663436.8333 467.9686463.9812
449.9695441.2838 451.9869 471.9695

Minimum:                                    -1.5
Maximum:                  5.0      10.0     50.0

Mass       Calc. Mass     mDa      PPM      DBE      i-FIT      Formula

431.9583   431.9575       0.8      1.9      8.5      69.6       C15  H15  N  O5  S2  Br 
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Openlynx Report - Page 1 
Sample: 5 Vial:1:11 ID:
File:ms45349 Date:11-Apr-2018 Time:10:30:34
Description:X.HU S1 5T

Printed: Wed Apr 11 13:43:18 2018

Sample Report:

Sample 5  Vial 1:11 ID  File ms45349 Date 11-Apr-2018 Time 10:30:34 Description X.HU S1 5T

Time
0.50 1.00 1.50 2.00 2.50 3.00

%

20

40

60

80

100

4.0e+0041: TOF MS ES+ :TIC 

(12);100%;433.0(38%);2.24

Time
0.50 1.00 1.50 2.00 2.50 3.00

%

20

40

60

80

100

 Peak Number  Compound  Time  AreaAbs  Area %Total  Width  Height  Mass Found
 12  Found  2.24  4e+003  100.00  1  2e+004  433.00

Time
0.50 1.00 1.50 2.00 2.50 3.00

%

0

25

50

75

100

2.7e+0021: TOF MS ES+ :433+456+434 

(11);90%;433.0(38%);2.16

(4)
3%

433.0(0%)
1.18

(17)
4%
2.88

Time
0.50 1.00 1.50 2.00 2.50 3.00

%

0

25

50

75

100

 Peak Number  Compound  Time  AreaAbs  Area %Total  Width  Height  Mass Found
 2  0.81  4e-001  0.65  0  5e+000
 3  Tentative  0.93  4e-001  0.53  0  5e+000  433.00
 4  Tentative  1.18  2e+000  2.81  0  2e+001  433.00
 6  1.45  3e-001  0.49  0  5e+000
 7  1.55  4e-001  0.58  0  6e+000
 8  1.67  2e-001  0.27  0  3e+000

 11  Found  2.16  6e+001  90.22  1  2e+002  433.00
 17  2.88  3e+000  4.45  0  2e+001

Time
0.50 1.00 1.50 2.00 2.50 3.00

%

0

25

50

75

100

1.1e+0052: TOF MS ES- :TIC 

(12)
72%

433.0(38%)
2.25

1.44

(4)
5%

433.0(0%)
1.17

(14)
15%
2.42

Time
0.50 1.00 1.50 2.00 2.50 3.00

%

0

25

50

75

100

 Peak Number  Compound  Time  AreaAbs  Area %Total  Width  Height  Mass Found
 3  Tentative  0.95  6e+002  1.91  0  4e+003  433.00
 4  Tentative  1.17  1e+003  4.81  0  5e+003  433.00
 5  1.44  7e+002  2.30  0  4e+003
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Sample: 5 Vial:1:11 ID:
File:ms45349 Date:11-Apr-2018 Time:10:30:34
Description:X.HU S1 5T

Printed: Wed Apr 11 13:43:18 2018

Sample Report (continued):

 9  1.76  1e+003  3.76  0  3e+003
 12  Found  2.25  2e+004  72.36  1  9e+004  433.00
 14  2.42  4e+003  14.87  1  1e+004

Time
0.50 1.00 1.50 2.00 2.50 3.00

%

0

25

50

75

100

2.1e+0042: TOF MS ES- :433+478+432 

(11);100%;433.0(38%);2.20

Time
0.50 1.00 1.50 2.00 2.50 3.00

%

0

25

50

75

100

 Peak Number  Compound  Time  AreaAbs  Area %Total  Width  Height  Mass Found
 11  Found  2.20  7e+003  100.00  1  2e+004  433.00

Time
0.50 1.00 1.50 2.00 2.50 3.00

A
U

0.0

5.0e+1

1.0e+2

1.5e+2

2.278e+2
Range: 2.278e+2

5: UV Detector: TIC 

(11)
80%

433.0(38%)
2.19

(10)
20%
2.07

(11)
80%

433.0(38%)
2.19

Time
0.50 1.00 1.50 2.00 2.50 3.00

A
U

0.0

5.0e+1

1.0e+2

1.5e+2

 Peak Number  Compound  Time  AreaAbs  Area %Total  Width  Height  Mass Found
 10  2.07  3e+006  20.10  0  4e+007
 11  Found  2.19  1e+007  79.90  0  2e+008  433.00

Time
0.50 1.00 1.50 2.00 2.50 3.00

A
U

0.0

2.0e+1

4.0e+1

5.023e+1
Range: 5.023e+1

5: UV Detector: 244_264 

(11)
99%

433.0(38%)
2.19

(11)
99%

433.0(38%)
2.19

Time
0.50 1.00 1.50 2.00 2.50 3.00

A
U

0.0

2.0e+1

4.0e+1

 Peak Number  Compound  Time  AreaAbs  Area %Total  Width  Height  Mass Found
 1  0.72  5e+003  0.24  0  8e+004
 3  Tentative  0.95  5e+002  0.02  0  9e+003  433.00
 8  1.64  5e+002  0.02  0  1e+004

 11  Found  2.19  2e+006  99.00  0  5e+007  433.00
 13  2.37  6e+002  0.03  0  2e+004
 15  2.55  1e+004  0.46  0  2e+005
 16  2.70  2e+003  0.08  0  5e+004
 17  2.84  1e+003  0.06  0  3e+004
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Description:X.HU S1 5T
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Sample Report (continued):

 18  3.10  5e+002  0.02  0  2e+004
 19  3.14  2e+003  0.07  0  5e+004

 Peak ID  Compound  Time  Mass Found
 2  0.81

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

1.5e+0032:(Time: 0.81) 

157.1
120.1

214.0159.2

161.7 251.0 279.1
391.2319.0

427.2 454.1
505.2 609.9522.0 645.0

 Peak ID  Compound  Time  Mass Found
 3  0.93

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

2.2e+0033:(Time: 0.93) 

120.1

157.1

214.0159.2 245.0
282.0

391.3312.9 404.9 447.8
545.9493.0

621.1
570.8

637.0

 Peak ID  Compound  Time  Mass Found
 4  1.18

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

2.6e+0034:(Time: 1.18) 

120.1

157.1

208.1
251.0 437.2393.2305.1 349.2 481.2 497.2 541.2

569.2 611.0 643.3
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Description:X.HU S1 5T
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Sample Report (continued):

 Peak ID  Compound  Time  Mass Found
 6  1.45

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

1.6e+0036:(Time: 1.45) 

120.1

157.1

208.1
251.0269.0 318.1

391.2409.2 509.3458.1
579.2 603.4

 Peak ID  Compound  Time  Mass Found
 7  1.55

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

2.7e+0037:(Time: 1.55) 

120.1

143.2 157.1
214.0

180.1
251.0 282.0

332.2 365.1
481.2393.1 509.2

569.2 590.2 636.2

 Peak ID  Compound  Time  Mass Found
 8  1.67

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

3.0e+0038:(Time: 1.67) 

120.1

157.0

214.0161.5 245.0
389.2302.0 332.1

432.2 476.3 569.2520.2 615.6 648.2

 Peak ID  Compound  Time  Mass Found
 11  2.16

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

5.9e+00311:(Time: 2.16) 

417.9

413.9
120.0

157.0 343.3228.1175.1
301.2 386.0

458.9

459.9 504.0 548.0
575.8 646.8
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Sample: 5 Vial:1:11 ID:
File:ms45349 Date:11-Apr-2018 Time:10:30:34
Description:X.HU S1 5T
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Sample Report (continued):

 Peak ID  Compound  Time  Mass Found
 12  2.24

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

5.9e+00312:(Time: 2.24) 

415.9

413.9

343.3
120.0

132.3 175.1 228.2240.1 338.1 344.3

459.0

419.9
460.0 504.1

558.8577.0 641.6

 Peak ID  Compound  Time  Mass Found
 17  2.88

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

3.7e+00317:(Time: 2.88) 

120.1

372.4157.1
208.1

226.0
326.3279.2

398.4
542.3503.3459.2 607.3 649.4

 Peak ID  Compound  Time  Mass Found
 3  Tentative  0.93  433.00

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

2.6e+0023:(Time: 0.95) 

91.0

174.997.0

112.9
202.9

219.0 256.8 309.0
379.2 403.1

467.5 517.9 558.0

 Peak ID  Compound  Time  Mass Found
 4  Tentative  1.18  433.00

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

2.0e+0024:(Time: 1.17) 

91.1
175.0

96.9

146.9
273.1240.3

387.1304.8 359.1 479.7410.5
499.6 540.3

594.0 608.1 645.9
648.5
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Sample: 5 Vial:1:11 ID:
File:ms45349 Date:11-Apr-2018 Time:10:30:34
Description:X.HU S1 5T

Printed: Wed Apr 11 13:43:18 2018

Sample Report (continued):

 Peak ID  Compound  Time  Mass Found
 5  1.44

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

3.5e+0025:(Time: 1.44) 

91.1

96.9 128.2 175.0 213.0
272.0 318.8 367.0 429.1 506.8470.9 529.8

 Peak ID  Compound  Time  Mass Found
 9  1.76

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

1.7e+0029:(Time: 1.76) 

175.090.9
117.0
140.7 218.9

267.8
279.6

475.3447.8
315.5 405.1 489.4

560.3 645.1625.6

646.7

 Peak ID  Compound  Time  Mass Found
 11  Found  2.16  433.00

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

7.4e+00411:(Time: 2.20) 

434.0

241.9224.9
117.0 160.0

431.2
352.0308.0

435.0
480.0

436.9 513.9
564.0

 Peak ID  Compound  Time  Mass Found
 12  Found  2.24  433.00

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

7.6e+00412:(Time: 2.25) 

434.0

431.2
241.9224.9

160.0116.9 352.1308.0

435.0
480.0

478.0 513.9
564.0
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Sample: 5 Vial:1:11 ID:
File:ms45349 Date:11-Apr-2018 Time:10:30:34
Description:X.HU S1 5T

Printed: Wed Apr 11 13:43:18 2018

Sample Report (continued):

 Peak ID  Compound  Time  Mass Found
 14  2.42

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

1.0e+00414:(Time: 2.42) 

309.2

265.2

117.0 146.0
236.2175.0

266.1

311.2

312.2
397.3 597.3510.0

425.3
557.5 641.4



���������������������������������������������������������������������������
���������������������������������������������������������������������������������
�����������������������������������������������������


