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Sample-ID m_cal_594 Lab C13

Submitter Michael Callingham Supervisor Hon Lam

Analysis Name
lonisation Mode

m_cal_594 524777 _87_01_21531.d
ESI

Positive

Acquisition Date 4/22/2016 5:07:13 PM
Instrument Bruker MicroTOF

+MS, 0.6-0.7min #47-62

Intenssg +MS, 0.6-0.7min #47-62
x10%4 Expected ions not found!
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' ' 200 ' 400 ' 600 800 ' 1000 ' 1200 C miz
# mz 1%
1 1741609 48
2 2050244 2.7
3 279.0039 49
4 3262114 22
5 4331781 1.9
6 512.1509 100.0
7 5131542 322
8 5141529 10.1
9 5151521 22

10 5281229 117
11 5291265 3.7
12 5301243 19
13 5341332 247
14 5351356 7.9
15 5361340 25
16 550.1066 4.3
17 5581950 2.4
18 5741213 36
19 5961068 2.2
20 6021204 4.2

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 For

mula

C27 H27 N1 O3 S1

Adduct(s): H, Na, NH4, radical

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

Analysis Name

m_cal_594_524777_87_01_21531.d

Bruker Compass DataAnalysis 4.2 printed:
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