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Introduction

Non-target screening (NTS) with high resolution mass spectrometry is increasingly used to systematically identify chemicals of emerging
concern (CECs) in the environment. Microbial degradation, UV irradiation and other processes can transform CECs into transformation

products (TPs), which may pose similar or higher risk. However, the complexity of environmental samples and the lack of suitable workflows
and data sources often complicates comprehensive identification of TPs. patRoon 2.0 is an open-source R based platform for comprehensive
and flexible NTS workflows, now upgraded with automated TP screening and other novel functionality.
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Known RT & MS/MS

Top ranked, high MS/MS library match & only candidate
Fair MS/MS library match

Known MS/MS fragments

Good match in-silico MS/MS

Top ranked formula, fair isotopic match & in-silico
MS/MS match, no close candidates

Top ranked formula, high isotopic match, no close

candidates
All else

Configurable rule based approach

derived from Schymanski 2014
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e Comprehensive NTA workflows
* Interfaces known algorithms
* Novel NTA functionality

\, * Instrument independent
¢ R/C++ based (open-source)

. :Iexible&extendable g
* Fully documented b

Conclusions

 Automated workflows and multiple approaches to find and identify transformation products.
* Single workflow for +/- ionization data to simplify and improve data processing.
 Other major patRoon upgrades further extend and simplify NTS workflows.
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Future applications

Biotransformation product screening
from CECs in wastewater effluent

meant for re-use (AquaConnect)

Elucidation of UV by-products formed
during drinking water preparation

processes (TooCOLD)

Contact
Rick Helmus

Institute for Biodiversity and Ecosystem Dynamics
Science Park 904, 1098 XH Amsterdam, the Netherlands

E: rrhelmus@uva.nl
T: +31 20 525 6554




	Dianummer 1

