ZAC-MS HRMS Analysis Report JGlu

Sample Information

Sample_Name PCC-474 Data File 1048463.d
Sample_ID Acg. Time 25/09/2025 13:50:23 (UTC+02:00)
Client_Name Chien, Opatz Acg. Method APCI_pos_ACN_below1000_CD.m

Ver. Acq. SW 6200 series TOF/6500 series Q-TOF (11.0.221.1)
Inj. Vol. (ul) 2 Ver. Anal. SW 10.0
MS Spectra
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Spectrum Peaks
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Spectrum Peaks

m/z m/z (Calc) Diff (ppm) Ion Species z Formula Abund Abund %
391.2836 391.2843 -1.71 1 3791 1.83
412.0440 1 28605 13.83
413.0474 1 6415 3.10
414.0404 1 13829 6.69
415.0424 1 3794 1.83
416.0378 1 3180 1.54
419.3152 419.3156 -0.80 1 20572 9.95
420.3184 420.3190 -1.53 1 6382 3.09
433.3307 433.3312 -1.33 1 18543 8.97
434.3343 434.3346 -0.70 1 5927 2.87
447.3468 447.3469 -0.26 1 200416 96.92
448.3498 448.3503 -1.19 1 65815 31.83
449.3526 449.3533 -1.69 1 11239 5.44
461.3618 461.3625 -1.61 1 30369 14.69
462.3650 462.3659 -2.14 1 9442 4.57
663.4526 663.4536 -1.50 1 16707 8.08
664.4559 664.4570 -1.67 1 7627 3.69
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Molecular Formula Generation Results

Best m/z Diff Species Formula Score
(ppm) (MFG)

No 126.0912 -2.16 (M+NH4)+ C7 H8 O 96.11
No 141.1635 -2.79 (M+H)+ C10 H20 85.35
No 141.1635 -2.77 M+ C10 H21 85.35
No 144.1016 -2.41 (M+NH4)+ C7 H10 02 99.28
No 173.0415 -1.57 (M+H)+ C11H8S 88.92
No 173.0415 -1.56 M+ C11H9S 88.92
No 177.0364 -2.26 (M+H)+ ClI0H80S 83.56
No 177.0364 -2.25 M+ ClI0H90S 83.56
No 196.1116 -3.59 (M+NH4)+ C14 H10 83.11
No 198.1273 -2.32 (M+NH4)+ C14 H12 99.08
No 222.9878 -1.44 (M+H)+ C10 H6 02 S2 88.35
No 222.9878 -1.43 M+ C10 H7 02 S2 88.35
No 226.1222 -4.74 (M+H)+ C9H21045S 78.28
No 226.1222 -2.59 (M+NH4)+ C15H120 97.67
No 228.2316 -1.99 (M+NH4)+ C14 H26 O 82.54
No 245.0993 -0.72 (M+H)+ Ci15H160S 98.07
No 245.0993 -4.54 (M+Na)+ C10 H22 0 S2 82.02
No 245.0993 -0.71 M+ Ci15H170S 98.07
No 256.2626 -3.77 (M+NH4)+ C16 H30 0 93.76
No 274.0710 -3.03 (M+NH4)+ C15 H12 S2 96.45
No 276.2320 -2.45 (M+NH4)+ C18 H26 O 76.56
No 279.1589 -0.18 (M+H)+ C16 H22 04 78.80
No 279.1589 -0.18 M+ C16 H23 04 78.80
No 280.2629 -2.41 (M+NH4)+ C18 H30 O 83.37
No 284.2940 -3.49 (M+NH4)+ C18 H34 0 95.76
No 307.1899 -0.38 (M+H)+ C18 H26 04 90.64
No 307.1899 -0.38 M+ C18 H27 04 90.64
No 315.1854 -2.00 (M+NH4)+ C16 H2503 S 83.91
No 325.0540 1.40 (M+H)+ C18 H1204 S 76.03
No 325.0540 1.40 M+ C18 H13 04 S 76.03
No 342.0822 3.11 (M+K)+ C24 H15 84.55
Yes 342.0822 -3.04 (M+NH4)+ C15 H16 04 S2 83.55
No 347.1565 -2.45 (M+NH4)+ C16 H25 03 S2 77.92
No 352.0937 0.68 (M+K)+ C16 H25 02 S2 90.09
No 352.0937 1.02 (M+Na)+ C19 H21 0 S2 81.35
No 358.1293 -1.70 (M+NH4)+ C20 H20 0 S2 80.75
No 391.2836 -1.81 (M+H)+ C24 H38 04 95.20
No 391.2836 4.61 (M+Na)+ C22 H40 04 91.23
No 391.2836 -1.80 M+ C24 H39 04 95.20
No 419.3152 0.35 (M+H)+ C26 H42 04 88.49
No 419.3152 0.35 M+ C26 H43 04 88.49
No 433.3307 -1.18 (M+H)+ C27 H44 04 98.37
No 433.3307 4.62 (M+Na)+ C25 H46 04 88.95
No 433.3307 -1.17 M+ C27 H45 04 98.37
No 447.3468 -0.56 (M+H)+ C28 H46 04 99.13
No 447.3468 -0.56 M+ C28 H47 04 99.13
No 461.3618 -1.74 (M+H)+ C29 H48 04 97.99
No 461.3618 3.66 (M+Na)+ C27 H50 04 93.68
No 461.3618 -1.74 M+ C29 H49 04 97.99
No 663.4526 -1.51 (M+K)+ C44 H64 02 91.81
No 663.4526 -1.79 (M+Na)+ C47 H60 O 94.78
No 663.4526 4.43 (M+NH4)+ C42 H61 0 S2 77.94
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MassHunter Qual 10.0
(End of Report)
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