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Abstract

Mass spectrometry-based omics research requires efficient tools for processing and visualizing
MS/MS spectral data. To address this, we developed MSplusR, an R package that integrates
preprocessing, similarity computation, dimensionality reduction, and interactive visualization.
MSplusR processes raw mzML files into binned and normalized spectral matrices, computes
similarity matrices for clustering, and employs UMAP and PCA for dimensionality reduction. An
interactive Shiny viewer enables visualization of UMAP projections and MS/MS spectra.
Applicable to metabolomics, proteomics, and lipidomics, MSplusR facilitates biomarker
discovery and sample clustering. The package is open-source and available on GitHub, with
documentation to ensure reproducibility and broad adoption.
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