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Data File SE-455 A1(AC)_Neg_5mins_MS_07310.d Sample Name SE-455 A1(AC)
Sample Type Sample Position P1-A4
Instrument Name 6545 QTof User Name Susana Estopina-Duran
Acq Method Neg_5mins_MS.m Acquired Time 8/29/2019 9:06:22 AM
IRM Calibration Status _ DA Method Neg_5mins_MS.m
Comment
Sample Group Info.
Walkup Sample Walkup Method Neg_5Mins_C18
Description
Formula C19H1802 Walkup Method Negative mode ionization
Description using C18 column

chromatography

Stream Name LC1 Acquisition SW Version 6200 series TOF/6500 series

Q-TOF B.09.00 (B9044.0)
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Figure 1: Base peak chromatogram

User Chromatogram Peak List

RT
(min) [Area Area % Area Sum (%) Base Peak (m/z) Width (min)
4.01 4974621 11.38 3.05 1033.9836 0.140
4.22 5046342 11.54 3.10 1033.9839 0.120
4.40 3481346 7.96 2.14 1033.9846 0.110
4.63 32682044 74.76 20.05 277.1231 0.140
4.97 43713165 100.00 26.82 265.1567 0.180
5.10 18186665 41.60 11.16 311.2007 0.090
5.21 25832215 59.09 15.85 305.2146 0.170
5.51 6965695 15.94 4.27 1033.9854 0.090
5.66 21535523 49.27 13.21 265.1481 0.190
6.08 547375 1.25 0.34 1033.9862 0.160
Compound Table
RT Observed mass |Neutral observed|Theoretical mass| Mass error | Isotope match
Compound Label (min) (m/2) mass (Da) (Da) (ppm) score (%)
Cpd 1: C19 H18 02 6.34 277.1229 278.1302 278.1307 -1.82 98.96

Mass errors of between -5.00 and 5.00 ppm with isotope match scores above 60% are considered confirmation of molecular formulae
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Compound specific information
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Figure: Extracted ion chromatogram (EIC) of compound.

x10 3 |Cpd 1: C19 H18 O2: - FBF Spectrum (rt: 6.19-6.62 min) SE-455 A1(AC)_Neg_5mins_MS_07310...

277.1229
71 (IC19H1BO2]-H)-

150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950
Counts vs. Mass-to-Charge (m/z)
Figure: Full range view of Compound spectra and potential adducts.
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Figure: Zoomed Compound spectra view
(red boxes indicating expected theoretical isotope spacing and abundance)

Compound isotope peak List

m/z z |Abund Formula Ion
277.1229| 1 7815.7|C19H1802 (M-H)-
278.1263| 1 1615.3|C19H1802 (M-H)-
279.1289| 1 222.4|C19H1802 (M-H)-

--- End Of Report ---
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