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Analysis Name
lonisation Mode

m_cal_665 524781 _1 01 21535.d
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Acquisition Date 4/22/2016 5:13:44 PM

Positive Instrument Bruker MicroTOF

+MS, 0.6-0.7min #46-62
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# mz 1%
1 1741607 76
2 2040277 35
3 2050244 51
4 2790935 104
5 3262106 4.0
6 4933998 2.8
7 5301757 100.0
8 5311783 350
9 5321784 109
10 5461479 154
11 5471499 59
12 5521578 305
13 553.1604 110
14 5541500 3.4
15 568.1305 57
16 5762247 7.0
17 5772255 2.8
18 5921463 3.6
19 6141305 2.9
20 6201447 5.1

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 C32H29N103s1 Adduct(s): H, Na, NH4, radical
# meas.m/z theo.m/z |Err[[ppm] Sigma Formula Adduct Adduct Mass
1 530.1757 530.1760 0.50 0.0067 C32H29NNaO3S M+Na 22.9898

Note: Sigma fits < 0.05 indicates high probability of correct MF
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Bruker Compass DataAnalysis 4.2
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