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Application of multiple isotope pattern searches for in-depth plant metabolism determination
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Here, we illustrate the utility of high-resolution LC-MS workflows for trace-level detection of metabolites in complex Major metabolic pathways of Arylex have been established®. Two processes transform the active metabolite, halauxifen - I S ouleon R I I T Y . ﬁr% j@fﬁnw
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Identification of major xenobiotic metabolites is required for registration of agrochemicals around the world. Mass 16 O Lossorcn:Cieese Conpaston ctamtscarzos 49205 From 17 1 00 e amer oswes
spectrometry (MS) has been instrumental for understanding the environmental impact of new product candidates by In our study we focussed on minor metabolites and the utility of isotope patterns in both MS and MS/MS measurements, 18 OV LossorCoé-Disacohmide sndioss ofwater camascemzor2 62208 From 170 1 e T -
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enabling the detection and structural characterization of metabolites and impurities of the active ingredients in complex to uncover these metabolites in matrices of different complexities. Halauxifen-methyl molecule has 2 chlorine atoms and 20 19  Lossof CHesOxalyl ghicose conjugaion camscrRzo 564.04 From 170 1 02 415  seeEv4 038 1000 o ﬁ%
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Halauxifen-methyl (Arylex™), a broad-spectrum herbicide effective for controlling broadleaf and sedge weeds and some within a single SWATH DIA experiment (Figure 1), maintaining the full isotope fingerprint of MS/MS fragments. e B s cowascamor pusp iy e R
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Table 2. Arylex metabolites found in 48-hour incubate. The isotope pattern Figure 3. MS (orange, blue) and MS/MS CONCLUSIONS
MATERIALS AND METHODS While using just the 2-peak chlorine-derived isotope pattern to extract LC/MS peaks from the cell culture matrix sample agreement is indicated in the “% Score” column. (grey) isotope pattern efficiencies to o . N o _
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1.8u) column using a 20-minute gradient from 0%-65% organic (water / acetonitrile). The extracts were analyzed in , * Multiple mass pattern template-based data extraction and filtering enabled in Molecule Profiler software is suited to
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9 Figure 1. Transfer of the characteristic isotope pattern of isotope pattern for a glycosylated Arylex molecule, with the demethylation (M=344) pattern in blue, the disaccharide e
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the Arylex native and labeled mixture into a variable (M=654) pattern in pink and the tetra saccharide (M=960) pattern in orange. The image on the right (B) shows fragment o | , To receive a copy of this poster:
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Figure 5. Contribution of CID and EAD MS/MS to the structure assignment for a metabolite at retention time of 9.78 minutes.
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