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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
159 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:
C: 17-17    H: 0-100    N: 0-10    O: 0-15    S: 1-1    Br: 1-1    

m/z
390 400 410 420 430 440 450 460 470 480 490

%

0

100

 X.HU S1 5B
 ms45348 73 (2.253)  2: TOF MS ES- 

 1.10e4426.0015

425.3068
397.2451387.3051 408.0230

474.0136428.9956

430.0195

464.0064431.0071
460.0224446.0305

475.0363
494.0246

Minimum:                                    -1.5
Maximum:                  5.0      10.0     50.0

Mass       Calc. Mass     mDa      PPM      DBE      i-FIT      Formula

426.0015   426.0011       0.4      0.9      9.5      15.3       C17  H17  N  O5  S  Br 
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Openlynx Report - Page 1 
Sample: 4 Vial:1:10 ID:
File:ms45348 Date:11-Apr-2018 Time:10:25:35
Description:X.HU S1 5B

Printed: Wed Apr 11 13:39:39 2018

Sample Report:

Sample 4  Vial 1:10 ID  File ms45348 Date 11-Apr-2018 Time 10:25:35 Description X.HU S1 5B

Time
0.50 1.00 1.50 2.00 2.50 3.00

%

40

60

80

100

2.9e+0041: TOF MS ES+ :TIC 

(9);100%;427.0(36%);2.24

Time
0.50 1.00 1.50 2.00 2.50 3.00

%

40

60

80

100

 Peak Number  Compound  Time  AreaAbs  Area %Total  Width  Height  Mass Found
 9  Found  2.24  2e+003  100.00  0  9e+003  427.00

Time
0.50 1.00 1.50 2.00 2.50 3.00

%

0

25

50

75

100

2.3e+0021: TOF MS ES+ :427+450+428 

(9)
71%

427.0(36%)
2.24

(5)
5%
1.80

(3)
2%
1.67

(15)
2%
3.05

(11)
14%
2.54

(13)
7%
2.78

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  1.67  1e+000  2.16  0  1e+001
 5  1.80  2e+000  4.74  0  2e+001
 9  Found  2.24  4e+001  71.02  0  2e+002  427.00

 11  2.54  7e+000  13.80  0  3e+001
 13  2.78  3e+000  6.75  0  2e+001
 15  3.05  8e-001  1.53  0  1e+001

Time
0.50 1.00 1.50 2.00 2.50 3.00

%

20

40

60

80

100

6.5e+0042: TOF MS ES- :TIC 

(9)
57%

427.0(36%)
2.25

1.81

(10);24%;2.42

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
 5  1.81  3e+003  19.59  1  2e+003
 9  Found  2.25  9e+003  56.81  1  4e+004  427.00

 10  2.42  4e+003  23.60  1  1e+004
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Sample: 4 Vial:1:10 ID:
File:ms45348 Date:11-Apr-2018 Time:10:25:35
Description:X.HU S1 5B

Printed: Wed Apr 11 13:39:39 2018

Sample Report (continued):

Time
0.50 1.00 1.50 2.00 2.50 3.00

%

0

25

50

75

100

9.5e+0032: TOF MS ES- :427+472+426 

(8);100%;427.0(35%);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
 8  Found  2.20  3e+003  100.00  1  9e+003  427.00

Time
0.50 1.00 1.50 2.00 2.50 3.00

A
U

0.0

2.0e+1

4.0e+1

6.0e+1

6.891e+1
Range: 6.891e+1

5: UV Detector: TIC 

(8)
48%

427.0(35%)
2.18

(1)
23%
0.73

(8)
48%

427.0(35%)
2.18

Time
0.50 1.00 1.50 2.00 2.50 3.00

A
U

0.0

2.0e+1

4.0e+1

6.0e+1

 Peak Number  Compound  Time  AreaAbs  Area %Total  Width  Height  Mass Found
 1  0.72  1e+006  22.60  0  1e+007
 7  2.07  1e+006  29.87  0  2e+007
 8  Found  2.18  2e+006  47.52  0  5e+007  427.00

Time
0.50 1.00 1.50 2.00 2.50 3.00

A
U

0.0

2.0e-1

4.0e-1

6.0e-1

9.09e-1
Range: 9.089e-1

5: UV Detector: 244_264 

(8)
68%

427.0(35%)
2.18

(1)
12%
0.72 2.08

Time
0.50 1.00 1.50 2.00 2.50 3.00

A
U

0.0

2.0e-1

4.0e-1

6.0e-1

 Peak Number  Compound  Time  AreaAbs  Area %Total  Width  Height  Mass Found
 1  0.72  5e+003  11.58  0  7e+004
 2  0.95  6e+002  1.38  0  9e+003
 4  1.74  7e+002  1.48  0  1e+004
 5  1.82  3e+002  0.74  0  1e+004
 6  1.93  8e+002  1.65  0  1e+004
 7  2.08  6e+003  11.87  0  8e+004
 8  Found  2.18  3e+004  68.39  0  9e+005  427.00

 11  2.52  6e+002  1.31  0  1e+004
 12  2.56  5e+002  1.16  0  2e+004
 14  2.95  2e+002  0.45  0  8e+003
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Sample: 4 Vial:1:10 ID:
File:ms45348 Date:11-Apr-2018 Time:10:25:35
Description:X.HU S1 5B

Printed: Wed Apr 11 13:39:39 2018

Sample Report (continued):

 Peak ID  Compound  Time  Mass Found
 3  1.67

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

3.9e+0033:(Time: 1.67) 

120.1

157.1

159.3 208.1 251.0
282.0 389.2353.1 453.2 476.3

526.2 595.1
613.3

 Peak ID  Compound  Time  Mass Found
 5  1.80

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

3.6e+0035:(Time: 1.80) 

120.1

157.0

161.6 208.1 251.0
389.2288.0

349.2 409.1
537.2469.1 585.2 634.2 646.4

 Peak ID  Compound  Time  Mass Found
 9  2.24

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

2.9e+0039:(Time: 2.24) 

343.3

120.1

157.1
316.3228.2184.3

296.1

410.0

344.3

348.1
453.0

468.7 518.7 563.3 607.0
636.2

 Peak ID  Compound  Time  Mass Found
 11  2.54

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

4.6e+00311:(Time: 2.54) 

120.1

157.1

121.0
304.3

161.7 208.1 245.1
371.3305.3

628.2372.3 446.2 469.2
502.2 547.3 649.1
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Sample: 4 Vial:1:10 ID:
File:ms45348 Date:11-Apr-2018 Time:10:25:35
Description:X.HU S1 5B

Printed: Wed Apr 11 13:39:39 2018

Sample Report (continued):

 Peak ID  Compound  Time  Mass Found
 13  2.78

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

4.8e+00313:(Time: 2.78) 

120.1

157.1 372.3

161.7
226.0244.2 332.3

373.3
628.2611.2

497.2447.2 525.3
649.2

 Peak ID  Compound  Time  Mass Found
 15  3.05

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

3.1e+00315:(Time: 3.05) 

120.1
400.4

157.1

121.0
399.4159.2

226.0 312.3245.1 365.2

628.2401.4

526.4402.4
484.4 611.2584.5

649.2

 Peak ID  Compound  Time  Mass Found
 5  1.80

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

3.5e+0025:(Time: 1.81) 

91.0

353.2293.2175.097.0

157.3
265.2

212.9 311.1
381.1 454.6416.6 516.3 546.7 582.3 628.0

 Peak ID  Compound  Time  Mass Found
 8  Found  2.20  427.00

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

3.2e+0048:(Time: 2.20) 

428.0

236.9220.9116.9
425.2

293.2 353.2

472.0

430.0 475.0
508.0 546.0
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Sample: 4 Vial:1:10 ID:
File:ms45348 Date:11-Apr-2018 Time:10:25:35
Description:X.HU S1 5B

Printed: Wed Apr 11 13:39:39 2018

Sample Report (continued):

 Peak ID  Compound  Time  Mass Found
 9  Found  2.24  427.00

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

2.9e+0049:(Time: 2.25) 

428.0

234.9218.9116.9128.3
425.2387.3353.2315.3

474.0

430.0 475.0
508.0 574.0

 Peak ID  Compound  Time  Mass Found
 10  2.42

m/z
100.0 200.0 300.0 400.0 500.0 600.0

%

0

50

100

1.9e+00410:(Time: 2.42) 

265.2

264.2
116.9 145.9

175.9

266.1 309.2

397.3325.2 553.3441.3 531.3 597.4
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