Mapping Chemical Space in Non-Targeted Analysis
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INTRODUCTION THE CHEMSPACE TOOL PROSPECTIVE USE CASE

The methods and software tools implemented in non-targeted
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challenge. An additional need therefore exists for approaches that should be based on an ensemble of chemometric tools to determine which compounds likely are
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OUTLOOK

The benefits of the ChemSpace tool spans from cutting down on method development time, improving annotation
prioritization and overall accuracy, enhancing method transferability, and providing context for methods and
results. In addition to transparent and detailed reporting of all workflow steps, chemical space delineation would
allow researchers not only to compare results on an intra-laboratory or intra-project basis but would also allow
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Annotation Prioritization more streamlined adoption of existing methods to new projects. Most importantly, understanding chemical space
Y »  Prioritize feature annotations present in Amenable provides important context for results, thus allowing researchers and readers to differen_tiate whether un-detected
Compound Lists REFERENCES CONTACT compounds are truly absent from the sample or were not amenable to the method. While the framework for what

this tool could encompass has been developed, many details of how this tool will perform are still needed. As we
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