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A new version of a spectral library for the Thermo Fisher Scientific Q Exactive mass spectrometer is now available. This updated version was extended by peak lists of 25 additional lipid mediators (LM). The new LM are: 5-HEPE, 8-HDoHE, 9-HEPE, 9-HETE, 11-HETE, 15-oxoETE, 16-HETE, 17-HETE, 18-HETE, 19-HETE, 20-HDoHE, 20-HETE, 8,9-DiHET, 11,12-DiHET, 14,15-DiHET, LTB5, Mar-2, PGD3, PGK2, RvD5, TBX3, PGF2alpha, PGI2, PGE3, 5,6-DiHETE.

Data Acquisition and Processing:
The MS2 data for the new LM were acquired according to the protocol described previously [1]. Briefly, the LM were dissolved at a concentration of 250 fmol/µl. All compounds were analyzed in direct infusion at a flow rate of 10 µL/min. The averaged MS2 spectrum was computed for acquisition of 0.5 min and three technical replicates were recorded. Peak lists were analyzed using the software package SpeCS. After excluding the precursor and all m/z values not matching the fragment ion sum composition constraint CxHyO0-5 (positive list), spectrum correlation score (SCS) were calculated. The SCS from forward and reverse spectrum-spectrum matches (SSMs) were averaged for presentation in Figure 1. 

[1] Adam Wutkowskia, Matthias Krajewski, Navratan Bagwan, Mathias Schäfer, Bhesh R. Paudyal, Ulrich E. Schaible, Dominik Schwudke, Analytica Chimica Acta (2018), doi:10.1016/j.aca.2018.01.044
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Figure 1. Heat map for the averaged SCS of 74 reference compounds sorted according to their precursor m/z value for the QExactive plus data. SCS calculation based on the Intensity threshold of 1% and a bin range of 0.005 for QExactive Plus. 
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