
 
 
 
Compound Table 

 
 

Compound Chromatograms

 

MFE MS Spectrum 

MFE MS Zoomed Spectrum 

Data File JF_011_2.d Sample Name metanol

Sample Type Sample Position p1a1

Instrument Name Instrument 1 User Name LCQTOF\admin

Acq Method Fedorowicz_MS_poz_10minut.m Acquired Time 1/15/2016 12:40:07 PM

IRM Calibration Status Success DA Method Default.m

Comment

Sample Group Info.

Stream Name LC 1 Acquisition SW Version 6200 series TOF/6500 series Q-TOF B.06.01 (B6157)

Compound Label RT Mass
Cpd 3: 4.271 4.271 514.1121

Compound Label m/z RT Algorithm Mass

Cpd 3: 4.271 515.1194 4.271 Find by Molecular
Feature 514.1121
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Cpd 3: 4.271: +ESI EIC(258.0644, 258.5650, 515.12 …
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Cpd 3: 4.271: +ESI ECC Scan Frag=175.0V JF_011 …

4.271
Cpd 3: 4.271
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Cpd 3: 4.271: +ESI MFE Spectrum (rt: 4.130-4.445 min) Frag=175.0V JF_011_2.d 

* 515.1194
(M+H)+

258.0643
(M+2H)+2
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MS Spectrum Peak List 

MS Spectrum 

MS Zoomed Spectrum 

--- End Of Report ---
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Cpd 3: 4.271: +ESI MFE Spectrum (rt: 4.130-4.445 min) Frag=175.0V JF_011_2.d 

* 515.1194
(M+H)+

537.1007
(M+Na)+

258.0643
(M+2H)+2

m/z z Abund Ion
258.0643 2 3069.25 (M+2H)+2
515.1194 1 3365576.5 (M+H)+
516.1228 1 926409.19 (M+H)+
517.1251 1 169297.54 (M+H)+
518.1276 1 23442.12 (M+H)+
519.1305 1 3024.88 (M+H)+
537.1007 1 56604.43 (M+Na)+
538.1043 1 16265.01 (M+Na)+
539.107 1 3749.6 (M+Na)+

553.0724 1 2108.66 (M+K)+
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Cpd 3: 4.271: +ESI Scan (rt: 4.130-4.429 min, 19 scans) Frag=175.0V JF_011_2.d 

* 227.1755

* 340.2594

* 515.1196
(M+H)+

758.2668 922.0098
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Cpd 3: 4.271: +ESI Scan (rt: 4.130-4.429 min, 19 scans) Frag=175.0V JF_011_2.d 

* 340.2594

* 362.2413
* 515.1196

(M+H)+249.1577 293.1748 453.3435
557.1660
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