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[image: ]Supplementary Data[bookmark: _Toc70423091][bookmark: _Toc70423136]Figure S1: The classification information for the pesticides suspect list. This information was retrieved from three different databases: 
The European Commission – EU Pesticide database (https://ec.europa.eu/food/plant/pesticides_en); 
The Pesticide Properties DataBase Search (https://sitem.herts.ac.uk/aeru/ppdb/en/search.htm); and
The Bio-Pesticide DataBase Search (https://sitem.herts.ac.uk/aeru/bpdb/search.htm).
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[image: Ein Bild, das Text enthält.

Automatisch generierte Beschreibung][image: ]Figure S3: Screenshot from PubChem showing an example (terbutylazine) where newly derived information was uploaded to the agrochemical information section in PubChem (see orange box - S69 | LUXPEST, DOI:10.5281/zenodo.3862688). 

Figure S2: Screenshot from PubChem showing the PubChem Classification Browser (available at https://pubchem.ncbi.nlm.nih.gov/classification/#hid=101) with a subset of the classification information about the LUXPEST pesticides suspect list.


[bookmark: _Toc69631618][bookmark: _Toc69632389][bookmark: _Toc69632555][bookmark: _Toc70423095][bookmark: _Toc70423140][bookmark: _Toc69727547]Figure S4: The results of pre-screening with Shinyscreen showing how many transformation products passed the quality check for each sampling location and per month (positive and negative modes are visualized together). See main manuscript Section 3.4 for further details. 


[bookmark: _Toc69631619][bookmark: _Toc69632390][bookmark: _Toc69632556][bookmark: _Toc70423094][bookmark: _Toc70423139][bookmark: _Toc69727549]Figure S5: Representation of 3,434 cases (135 transformation products) regrouped according to the four MoNA score scenarios for the six months (positive and negative mode together). See main manuscript Section 3.4 for further details. 





[bookmark: _GoBack][image: ][bookmark: _Toc69631620][bookmark: _Toc69632391][bookmark: _Toc69632557][bookmark: _Toc70423096][bookmark: _Toc70423141][bookmark: _Toc69727550]Figure S6: The classification of the 21 quantified compounds (pesticides and transformation products together). Each of the three bars shows the number of compounds for the different classes and permission information. (TPs = transformation products)



[image: ]
[bookmark: _Toc69631621][bookmark: _Toc69632392][bookmark: _Toc69632558][bookmark: _Toc70423097][bookmark: _Toc70423142]Figure S7: Spatial heat map showing median log (10) concentration values (original concentration in ng/L) of each compound measured per sampling location in 2019. The median was calculated across all the relevant months of sampling for a given compound per location. Concentration values that were below the respective quantification range were discarded from median calculation and are indicated as white regions. All compounds were measured in positive mode except for those marked with an asterisk, which were measured in negative mode.
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[bookmark: _Toc69631622][bookmark: _Toc69632393][bookmark: _Toc69632559][bookmark: _Toc70423098][bookmark: _Toc70423143]Figure S8: Temporal heat map showing median log (10) concentration values of each compound measured per month (original concentrations in ng/L). The median was calculated across all the relevant sampling locations for a given compound per month. Concentration values that were below the respective quantification range were discarded from median calculation and are indicated as white regions. All compounds were measured in positive mode except for those marked with and asterisk, which were measured in negative mode.
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