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Miljgstyrelsens syn pa sagen i dag

Non target og suspect screening ses som et kvalitativt vaerktgj, der.....
- KAN BIDRAGE MED NY VIDEN - MALER VI FOR DET RIGTIGE?

« Kan bidrage til at afdaekke hvilke kemiske parametre, der potentielt bgr medtages |
overvagningsprogrammer, bekendtgorelser og udledningstilladelser......

« Altid bar bekreeftes med en opfaglgende kvantitativ target analyse
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Pilot projekt — strategi pa overfladevand

Bekendtgarelse om
fastlaeggelse af miljgmal for

Udgangspunkt; ingen liste
vandlgb, sger,

Formé.l; nye input bredt overgangsvande,
kystvande og grundvand

Prioriteringsarbejde:

Niveau 1 stoffer med Udveelgelseskriterier
hgj fundprocent indgar er baseret pa
| overvejelserne for kvantitative data

target screening

Non

Target “Massescreening”
af alle slags kemiske stoffer

NOVANA

target/supect
screening 2021
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Hvordan kommer kemiske stoffer pa Drikkevandsbekendtgarelsens bilag

Drikkevands-

bekendtggrelsen

Drikkevandsdirektivet ‘

Udveelgelseskriterier
er baseret pa
kvantitative data

Miljgstyrelsens bruttoliste Target

over stoffer, der kan massescreening af
veere relevante at pesticider
overvage for i grund- og BRIEES el [ETe 1=
drikkevand
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Strategi pa grund- og drikkevandsomradet

Udgangspunkt: en defineret liste _
af relevante stoffer Drikkevands-

bekendtgarelsen

Formal: Afdeekke hvilke stoffer,
der bgr prioriteres udvikling af
target-metoder for

Metodeudvikling Udveelgelseskriterier
er baseret pa

\ kvantitative data

Suspect screening af

pesticider
*Pesticidtilicegsaftale [Vt el
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Udfordringer set fra Miljgstyrelsen

udbudsportalen

Analyse og Handle-
data
process-

sing

muligheder

resultater
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Hvordan sikrer vi 0s, at vi ikke hyrer laboratorie 1?

Resultater fra sammenligningsstudie
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Kilde: Use of non-target screening by means of LC-ESI-HRMS in water, Water Chemistry Society 2019
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Kravspecifikationerne:

Eren udfordring fordi, der er

- "plejer”
- ISO/CEN standarder for

About ~ BecomeAMember ~ News  Jobs  NTAStudy Reporting Tool (SRT) eference Content v Literature Library ~ Glossary  Additional Resources ~ Q

analyse og afrapportering
_ NTA Study Reporting Tool (SRT)

- O pS krlft at h e nte fra u d I an d et Want to use the Study Reporting Tool to guide your study design, evaluate your own manuscript, or conduct a peer-review?

(fo rS kn I n g Ssam arb eJ d e r u d e n You're in the right place! You can download Excel or PDF versions of the SRT on this page. The image below shows a preview of the SRT. In the downloadable versions (available via links above the image), you can use the Scoring

dropdown menus to assign color/numeric scores and use the Rationale column to explain your selection. The Excel file also has a tab in which you can easily plot scores from multiple reviewers

) Download the SRT as an Excel file Download the SRT as a PDF file
Note: The Excel file includes the SRT, a plotting functionality to easily view scores from multiple reviewers, and Note: The scoring drop-down colors will not work when viewing the PDF in an Internet browser or in Mac
atable that explains the scoring levels. Preview - please use a PDF application such as Adobe.

Inspiration er hentet fra
metabolomics-omradet

How (and why) to use the
The Non-Targeted Analysis
Study Reporting Tool (SRT):
B ed Ste u d g an g S p u n kt e r et A gamewgrk to imgrove rese(arch )

transparency producibility

rapporteringsveerktgjet udviklet ooty Jﬁép A

Benchmarking & Publications for Non-Targeted
Analysis (BP4NTA) working group

til videnskabelige
undersggelser af US-EPA- L |
forskere og andre

(https://nontargetedanalysis.or

g/srt/)

B
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https://nontargetedanalysis.org/srt/

SRT giver input til at stille krav til analyse og afrapportering.

FILL IN YOUR REVIEWER SCORES HERE SCORES WILL BE PLOTTED HERE
(USE DROP-DOWN MENUS)

Section |Category Sub-Category Reviewer 1 | Reviewer 2 |Reviewer 3| Author Review
1. Objectives & Scope

Study Design 2. Sample Information & Preparation
3. QC Spikes & Samples

4. Analytical Sequence
Data Acquisition 5. Chromatography
6. Mass Spectrometry

Methods

7. Data Processing

8. Statistical & Chemometric Analysis
9. Annotation & Identification

10. Quantification

Data Processing & Analysis

11. Statistical & Chemometric Qutputs
12. Identification & Confidence Levels
13. Quantification

Results 14. Processed data

Data Outputs

15. Data Acquisition QA/QC

QA/QC Metrics 16. Data Processing & Analysis QA/QC

NA 0 1 2 3

Katherine T. Peter, Allison L. Phillips, Ann M. Knolhoff, Piero R. Gardinali, Carlos A. Manzano, Kelsey E. Miller, Manuel Pristner, Lyne Sabourin, Mark W. Sumarah, Benedikt Warth, Jon R. Sobus. The
Non-Targeted Analysis Study Reporting Tool (SRT): A Framework to Improve Research Transparency and Reproducibility. Analytical Chemistry, 2021. DOI: 10.1021/acs.analchem.1c02621
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https://doi.org/10.1021/acs.analchem.1c02621

Behandlet radata har faet veerdi - retrospektivanalyse

Lai et al. Environ Sci Eur (2021) 33:43
https://doi.org/10.1186/512302-021-00475-1

@ Environmental Sciences Europe e Hvem ejer radata?
* Hvordan sikrer vi os adgang?
 Hvem skal have adgang?

» Hvor skal radata gemmes?
. i 4) * Hvilke metadata skal sikres?

Retrospectwe non—target analy5|5 to support |
regulatory water monitoring: from masses I\/IiljﬂstyrflsenI eri diallog med

. . . - “1: Danmarks Miljgportal om
of interest to recommendations via in silico videreudvikling af en lzsning
workflows startet | et samarbejde med
Adelene Lai'*'®, Randolph R. Singh'*®, Lubomira Kovalova®, Oliver Jaeggi®, Todor Kondi¢'® and Kgbenhavns Universitet

Emma L. Schymanski'
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De fortolkede data - resultaterne

Niveau 1 v AS  Comantuonlog) Ot Niveau 2 oo

itat af Juliane Hollender:
In our studies for the Swiss
ffederal offices for the
nvironment at the moment only
ompounds identified with level
{1 (reference compounds) trigger
further action such inclusion in
uture monitoring programs.
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Handlemuligheder som regulerende myndighed fremadrettet

Der er ikke noget ’plejer” ift. regulering pba. "Non target” og suspect screening
« Handlemulighederne ligger derfor ikke fast
« Handlemulighederne afhaenger af niveauet for identifikation (identifikationssikkerhed)

Data pa niveau 1
- Semikvantitative data
- kan maske understgtte regulering direkte uden yderligere data — fx inkludering af stoffet pa
drikkevandsbekendtggrelsen eller i GRUMO
- der formodes ikke at veere langt til maling ved target metoder

Data pa niveau 2
- Kvalitative data
- kan ikke understgtte regulering direkte uden yderligere data
- Anvendes til fx prioritering af, hvilke stoffer, der bar udvikles target analyser for
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