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Loger et al, 2014

Background

• Problematic micropollutants: pesticides, 

pharmaceuticals, industrial chemicals

• National monitoring plans by FOEN

• (Non) target analysis of Swiss water 

bodies by cantonal labs and water 

suppliers

• Contamination hotspots & trends?

• Need: advance data analysis & sharing

Ivana Logar, Roy Brouwer, Max Maurer, and Christoph Ort. Cost-Benefit Analysis of the Swiss National Policy on Reducing Micropollutants in Treated Wastewater. Environmental Science & 

Technology 2014 48 (21), 12500-12508. DOI: 10.1021/es502338j



Problem

• FAIR data

• Lab-specific analytical measurement & 

data processing

• Data interoperability and interchangeability 

difficult

• No infrastructure for data processing & 

sharing  available
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Solution

• Harmonization of measurement 
method

• Building a web platform

• Automated data processing

• Target & non-target analysis

• Spatial data visualization

• Sharing across labs



Measurement Harmonization

• LC-HRMS

• Global internal standard and target list
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The Web platform: Workflow
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Live Demo

Finger’s crossed it is actually working…Finger’s crossed it is actually working…



1st Evaluation – Round Robin Test

NTSuisse Project Meeting 07/25

• How much do retention time shift?

• Can we use a global target list?

• Are the results reliable and comparable?



Retention Time 

NTSuisse Project Meeting 07/25

Bsp. Atrazin-D5

4 Samples per Lab

(Blind, Std500, Chr500, Std50)
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- Lower retention times IWB

- Broader peaks GBL

Slides and evaluation done by Linda Ryter



Manually detected Targets (Skyline)

• Ground truth for automated processing



Automatically detected Targets (MZmine)

Positive mode

Negative mode

QTof





Take Home

• Harmonized measurement & data processing is 
challenging 

• Manual target detection as ground truth is key

• Retention time alignement has to be explored

• Specific parametrization for polarization modes 
and intruments required

• User experience is key

• More data analysis features will come in the 
future





Mass Error
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Platform Architecture – Technology
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