Mass Spectrum SmartFormula Report

Analysis Info

Analysis Name  E:\Data2\Kilian\2pyKpOMe000001.d

Method Tune_low_pos.m
Sample Name  2PyKpOMe
Comment

Acquisition Date 2018-02-16 13:25:41

Operator

Carin Larsson

Instrument / Ser# micrOTOF 125

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Dry Heater 180 °C
Scan Begin 50 m/z Set Capillary 4500 V Set Dry Gas 4.0 l/min
Scan End 1000 m/z Set End Plate Offset  -500 V Set Divert Valve Source
Intens. - +MS, 1.3-1.3min #(77-78)
X105
1.54
1.0+ 226.9529
0.5+ 430.9148
] 362.9274 566.8886 702.8639
] 158.9649 498.9017 634.8761 770.8516838.8380906.8258
i l 974.8128
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Meas. m/z # Formula Score m/z err[mDa] err[ppm] mSigma rdb e Conf N-Rule
2140873 1 C13H12NO2 100.00 214.0863 -1.0 -4.9 4.2 even ok
236.0694 1 C13H11NNaO2 100.00 236.0682 -1.2 -5.2 7.8 even ok
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