
Analysis Report
Sample Information
Sample Name AK-3-91 Data File Path D:\Projects\FWPC\Data\Anger\2025-4-10_001_AK-3-91_ES+_.d
Sample ID Acq Time (Local) 4/10/2025 12:31:51 PM (UTC+02:00)
Instrument Revident Acq Method Path D:\Projects\FWPC\Methods\_SPECIAL METHODS\by_iso50_0-2flow_total_2min_centroid

only.m
MS Type QTOF Acq SW Version Revident LC/Q-TOF (12.0.611.0)
Inj Vol (ul) 1 IRM Status Success
Sample Position P1-A1 DA Method Path D:\Projects\FWPC\Methods\Evaluation_bypass.m
Plate Position Target Source Path
Acq Operator SYSTEM (SYSTEM) Result Summary

Sample Chromatograms
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Chromatogram Peaks
Peak Start RT End Height Area Area % SNR

1 0.074 0.092 0.114 46369 50631 0.01
2 0.114 0.143 0.161 28365 39016 0.00
3 0.214 0.285 0.601 95198047 907534862 100.00
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Analysis Report
Chromatogram Peaks
Peak Start RT End Height Area Area % SNR

1 0.074 0.092 0.114 46369 50631 0.01
2 0.114 0.143 0.161 28365 39016 0.00
3 0.214 0.285 0.601 95198047 907534862 100.00

Sample Spectra

+ Scan (rt: 0.091-0.109 min)  Sub Peak 1 from + TIC Scan
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+ESI Scan (rt: 0.091-0.109 min, 2 scans) Frag=200.0V 2025-4-10_001_AK-3-91_ES+_.d  Subtract
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Counts vs. Mass-to-Charge (m/z)
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Spectrum Peaks
m/z Z Abund Abund % m/z (Calc) Diff (ppm) Ion Species Formula Ion Type

100.9568 1142 44.20
103.9516 1294 50.09
105.9537 1718 66.51
107.0490 1036 40.10
110.9452 821 31.79
115.9303 1129 43.70
117.9402 763 29.54
122.9639 755 29.21
134.9020 1034 40.02
135.0442 991 38.36
152.9226 900 34.82
171.8739 774 29.98
182.9024 1428 55.28
195.1143 772 29.88
200.8573 771 29.83
250.0587 829 32.08
250.1768 868 33.58
261.1309 1143 44.22
321.1521 1115 43.16
449.3576 879 34.04
457.3416 1227 47.51
632.4185 849 32.85
830.9802 822 31.81
922.0098 1 2584 100.00
923.0125 1 1260 48.78

+ Scan (rt: 0.109-0.144 min)  Sub Peak 2 from + TIC Scan
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Counts vs. Mass-to-Charge (m/z)
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Spectrum Peaks
m/z Z Abund Abund % m/z (Calc) Diff (ppm) Ion Species Formula Ion Type

100.9249 912 55.31
110.9441 1070 64.93
117.9410 640 38.82
118.0862 1648 100.00
120.9533 759 46.04
121.0509 866 52.52
135.0442 750 45.49
152.9007 573 34.78
152.9226 885 53.69
188.9044 783 47.50
285.1340 606 36.78
310.1719 591 35.84
321.1519 593 35.95
329.2014 690 41.89
349.1857 709 43.00
429.2622 572 34.72
431.2581 602 36.52
457.3301 591 35.88
469.3587 578 35.04
529.4631 636 38.55
610.1885 916 55.58
944.9665 611 37.06
945.0098 699 42.38

1129.4281 899 54.53
1521.9520 784 47.58

+ Scan (rt: 0.214-0.513 min)  Sub Peak 3 from + TIC Scan

MassHunter Qualitative Analysis Page 3 of  4 Generated at 12:34 PM on 4/10/2025



Analysis Report
7x10

0
0.05
0.1

0.15
0.2

0.25
0.3

0.35
0.4

0.45
0.5

0.55
0.6

0.65
0.7

0.75
0.8

0.85
0.9

0.95
1

1.05
1.1

1.15
1.2

1.25
1.3

1.35
1.4

1.45
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Counts vs. Mass-to-Charge (m/z)

100 200 300 400 500 600 700 800 900 1000 1100 1200 1300 1400 1500 1600 1700 1800 1900 2000 2100 2200 2300 2400 2500 2600 2700 2800 2900 3000

Spectrum Peaks
m/z Z Abund Abund % m/z (Calc) Diff (ppm) Ion Species Formula Ion Type

117.0573 132650 0.89
119.0604 180903 1.21
165.0659 104618 0.70
176.0707 202984 1.36
274.2741 185400 1.24
284.0735 137488 0.92
432.0831 474257 3.18
529.1930 1 2816988 18.91
530.1963 1 738731 4.96
531.1987 1 144141 0.97
541.2657 136528 0.92
585.2555 1 3795052 25.48
586.2589 1 1141643 7.67
587.2615 1 240702 1.62
607.2376 97272 0.65
641.3196 14893634 100.00
642.3219 1 12288266 82.51
643.3242 1 4772182 32.04
644.3271 1 742496 4.99
645.3295 1 106710 0.72
663.2997 1 1557527 10.46
664.3032 1 543833 3.65
665.3058 1 123855 0.83
677.3179 1 477700 3.21
678.3212 1 197855 1.33

MassHunter Qual 12.0
(End of Report)
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