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False negative results

Hu et al. Anal Chem 2019

Enhanced Pipeline

Hu et al. Anal Chem 2019
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MSDIAL: Missed features

Hu et al. Anal Chem 2019

Proof of Concept: using XCMS

Hu et al. Anal Chem 2019
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XCMS

XCMS

- XCMS has a lot more “false” peaks that are 
from noise compared to other software

- XCMS has a higher chance of finding the 
compound of interest when comparing it to 
other softwares such as enviMass and 
MZmine2

- Hohrenk et al. used FOR-IDENT to see if 
different softwares would lead to altered final 
interpretation of the results but showed that all 
gave similar interpretations regardless of 
feature detection lists

Hohrenk et al. 2020. Analytical Chemistry
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XCMS

XCMS

Modified from: Fernández-Ochoa et al. 2020. Metabolites
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XCMS

MS-Dial
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MS-Dial

● Purpose of the study: “a comprehensive lipidomic profiling for determination 
of lipid compositions of in vivo dental plaque samples and of in vitro cultivated 
biofilm”

MS-Dial
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MS-Dial

MS-Dial
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MS-Dial


