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Nikiforos Alygizakis - Leipzig, 29.11.2017
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Description of NTS DCT

Who is contributing the sample? For Retention time prediction

Instrumental method meta-data

Sample meta-data



Sample mass spectral information (MS1 information)

Description of NTS DCT



Sample mass spectral information (MS/MS information)

Description of NTS DCT

Spiked compounds information (SemiQuantification)
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How to upload chromatograms to DSFP



How to upload chromatograms to DSFP
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Compound selection

Compounds with prior-knowledge on spectral behavior:

� Ionization pre-selection

� Adduct pre-selection

� Qualifier fragments in evaluation of chromatograms module







Example of point
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DEET detected in many 
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and widespread
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sampling station



























Applications



Screening of REACH compounds in samples from Black Sea

Interactive heatmap available at http://norman-data.eu/NORMAN-REACH





Screening of compounds in effluent wastewater from Danube river basin

Interactive map available at http://norman-data.eu/EWW_DANUBE



Conclusions-Benefits of DSFP

• Better data management achieved by digital archiving of the
HRMS chromatograms

• Fast and reliable screening of many samples for thousands
emerging substances

• Update of your suspect list with new environmentally-
relevant contaminants (SusDat)

• Continuous update of the fragment list of the compounds in• Continuous update of the fragment list of the compounds in
the suspect list

• Receive enhancements in DSFP (time-series analysis,
isotopic fit score, semi-quantification of detected suspects,
better data analysis and visualization features)



Thanks for your attention!


