UNIVERSITY OF

Walkup MS Report SBATH

Data File mlo410 + ONOO_Neg_5mins_MS_06071.d Sample Name mlo410 + ONOO
Sample Type Sample Position P1-A10
Instrument Name 6545 QTof User Name Maria Odyniec
Acq Method Neg_5mins_MS.m Acquired Time 7/10/2019 11:38:31 AM
IRM Calibration Status _ DA Method Neg_5mins_MS.m
Comment
Sample Group Info.
Walkup Sample Walkup Method Neg_5Mins_C18
Description
Formula C14H10N202 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)

x10 7 |-ESI BPC(all [-4]) Scan Frag=125.0V mlo410 + ONOO_Neg_5mins_MS_06071.d Smooth
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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)
2.32 6092000 3.12 1.78 1033.9744 0.170
3.10 8164112 4.18 2.38 121.0267 0.150
3.72 26518374 13.59 7.74 138.0173 0.130
4.27 195098966 100.00 56.93 237.0661 0.200
4.54 8807852 4.51 2.57 420.2469 0.120
4.84 24801698 12.71 7.24 265.1553 0.170
5.07 27506099 14.10 8.03 277.1823 0.210
5.31 15362795 7.87 4.48 265.1474 0.150
5.61 27498031 14.09 8.02 277.1827 0.240
6.20 2872843 1.47 0.84 1033.9838 0.170
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: C14 H10 N2 02 4.27 237.0667 238.0739 238.0742 -1.47 99.18

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.
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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
237.0667| 1 4927698.0|{C14H10N202 (M-H)-
238.0698( 1 727077.2|C14H10N202 (M-H)-
239.0724| 1 68637.7|C14H10N202 (M-H)-
240.0723( 1 6467.6|C14H10N202 (M-H)-
297.0870( 1 3880.3|C14H10N202 (M+CH3CO0)-
298.0457| 1 6306.6|C14H10N202 (M+CH3COO0)-
299.0328( 1 1022.0|C14H10N202 (M+CH3CO0)-

--- End Of Report ---
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