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Sample-1D pazrik_ TETA_05 B Lab C13

Submitter Rafal Kopiasz (pazrjk) Supervisor Cameron Alexander (pczcal)
Analysis Name pazrik_TETA_05_B_649843 8 01 13085 Acquisition Date 5/25/2023 12:39:42 PM
lonisation Mode Egl Positive Instrument Bruker MicroTOF

+MS, 0.7-0.9min #42-53
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1 524.1933 9.4
2 615.8286 35.6
3 616.3315 24.8
4 616.8315 11.2
5 617.8156 14.9
6 618.3171 10.6
7 624.3423 11.6
8 626.8205 100.0
9 627.3210 72.7

10 627.8229  30.2
11 634.8083 9.5
12 637.8114 9.7
13 1026.5532 117
14 1212.6328  28.8
15 12136351  20.1
16 1230.6447  99.4
17 1231.6452  70.2
18 1232.6477  28.1
19 1252.6227  22.3
20 1253.6251 16.6

Generate Molecular Formula Parameters

Charge Tolerance sigma limit H/C Ratio Electron Conf. Nitrogen Rule Chrom.BackGround Calibration

+1 6 ppm 0.08 3-0 both false false TRUE
Expected Formula  C60 H87 N13 015 Adduct(s): H, Na, NH4, C3H5N2, radical
# meas.m/z theo.m/z |[Err|][ppm] Sigma Formula Adduct Adduct Mass
1 1230.6447 1 230.6517 5.70 0.0086 C60H88N13015 M+H 1.0078

Note: Sigma fits < 0.05 indicates high probability of correct MF
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