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This document contains supplementary figures (Figures S1 and S2). A separate excel file contains supplementary tables (Tables S1 to S12).
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Figure S1: Design of Experiments (DoEs) of feature optimization workflow, with DoE3 giving best results for the April 2020 analyses. The iterative process involved the testing of parameters in three DoEs; the best slices for each DoE were visualized using perspective plots.
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Figure S2: Results of feature optimization workflow, with the best results in positive and negative mode for the April 2020 analyses.
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