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Figure 1: The new Dataset Service allows more flexibility to perform new investigations, within the same experiment. (A) The dataset module can be accessed by selecting the “Data” icon in the MD 2.0 interface. Any new Datasets created are listed. (B) Specific analyses are displayed as separate datasets, and are dependent on the experiment design. . P .
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Figure 3: MD 2.0 Action button (A) allows aggregated generation of visualizations from multiple datasets (B) or multiple selections of proteins. The new action button (A) allows aggregated generation of visualizations from multiple datasets in an experiment, significantly decreasing the time required to generate results from complex experiments. (B) Researchers have more defined control of what datasets can be selected and extended parameters for specific visuals, such as defining the plot size for em p|oyee of Mass Dynam ics when most of this work was com pleted ]
subsequent export.
Figure 4A and B: Example output from MD 2.0 after uploading a dataset and building a template consisting of various visualizations after uploading the PXD036074 DIA-NN processed dataset. The user has defined a summary of vizuals to assess data quality which include: (A) Volcano plots, Violin Plots, and the results from over representation analysis using Reactome. (B) Using the Action button, 13 proteins of interest were selected to generate peptide fold change plots per protein (to N J
interrogate their intensities between COVID and control), compared against other Protein Lists using an upset plot, and the protein intensities of the 13 proteins visualized as a heatmap.

Figure 5: Dose-response analysis workflow with the Dataset Service in MD 2.0. (A) Setup and create multiple dose-response analysis using sample metadata and define settings of the analysis; (B) Visualize dose-response results for all proteins in the experiments across multiple datasets using dose-response volcano plots; (C) Visualize dose-response curves stratified by dataset metadata for target proteins; (D-E) Module settings of dose-response curve visualization in the platform and to customize image

export.

Figure 6: Example taking notes, setting tasks, collaborating live with chat box and sharing experiment on MD 2.0. (A) Chat to for live collaboration with collaborators that have access to the experiment; (B) “Share” button to share experiment with collaborators (covered by the live chat in main panel).
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