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patRoon R package

* Techniques like LC-QTOF-MS and
. ] Data pretreatment (1) Convert to mzML files
Py-GC-MS allow detailed molecular Daalantyes @) Recaltrate iz daa
characterization of (dissolved) soil a O i sl
. N time and peak height) and mass
Organlc matter. e At spectral dita (e.g.izcmate m'z)
OpenMS 4) Group features across analyses
* This warrants increasingly advanced data U 0 Bieing (s kil Sicusk

processing to make sense of the results. R 0 sl by

R Studio (patRoon)

(6) MS and MS/MS data collected in

* Here we show 2 examples of the potential U Mpates
of the combination of analysis and data o G e
interpretation. — (9 Fieing s on bsc chenicl

@ criteria (Suppl. Mat. Table $2)
Do e (10) Calculation of O/C and H/C

ratios, DBE and grouping in
Helmus et al., 2021, J. Cheminformatics, 13 R Studio compound classes
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Py-GC-MS: A molecular composition upon podzolization
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* Further unraveling soil C
cycling

* Tracing SOM 1nput in a
paleo-ecological or geo-
archaeological context

* Applying SOM dynamics
as an engineering tool
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Scientists of the TU Delft and UVA invented a new
bio-based technology to reduce soil permeability

Video: molecular SOM dynamics used to repair

leaking dyke systems. Credits: TU-Delft.



https://www.youtube.com/watch?v=KrcJa3mSIvM
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