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Combining real time and post-acquisition quality control (QC) for metabolomics workflows
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consequently, evaluation of data quality is challenging (Figure 2).
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tools for the assessment of metabolomics data (Figure 1), :
inclusive of real-time quality of monitoring QC analytes, post-
acquisition review, and data correction of complete feature-sets.
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Figure 2. Overlay of Total lon Chromatograms of every tenth sample
analysis (designated “QC sample”) from 300 consecutive analysis of
human urine NIST SRM 3672, representing conventional quality review.
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pattern fidelity (mSigma) for the QC analyte isoleucine across the full
analysis of study (green) and QC (pink) samples. The results
demonstrate the absence of systematic deviation (e.g. run-order
effects) while highlighting infrequent outliers owing to random
variation in a manner that is otherwise impractical with manual data
quality review.

illustrate the excellent overall data quality of all tracked QC analytes
across all 300 injections (A). These results are broadly representative
of the precision observed across the entire detected metabolome as
illustrated by post-acquisition analysis (histogram) of the peak area
precision for all MetaboScape-extracted features (B).
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effects is still a necessary component of QC in LC-MS-based global
profiling studies.
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