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The authors wish to make the following comment to this paper [1].

To avoid any misunderstandings and misleading interpretations regarding the general possibilities
of Compound Discoverer (CD) when reading the paper, we would like to add the following comment.
We used Compound Discoverer (CD) with an already existing workflow for untargeted metabolomics
namely “Untargeted Metabolomics with statistics detect unknowns with ID using Online Database
and mzLogic” without changing any parameters (“out-of-the-box”). Therefore, some features of CD
were not used, such as direct evaluation of isotopes and adducts, Scripting node for normalization,
and comparing three groups visually after ANOVA, as it was carried out for the other two workflows.

Readers should be aware that CD is nevertheless able to determine isotopic patterns and elemental
composition, integrate Scripting node that can then be used to integrate R or Python scripts, and is capable
of comparing multiple groups, performing ANOVA with Tukey as a post-hoc test, and nested designs.

The authors would like to apologize for any misunderstandings appearing from the original
manuscript. These comments do not affect the scientific results.
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