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mobile phase: pH

Liigand et al. JASMS 2017
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mobile phase: pH
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guantification
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pesticides and micropollutants
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guantification

with machine learning
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performance

Liigand et al. Sci Reports 2020

: 1403 chemicals
Sepman et al. under review
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application
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application
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application

c = peak area/RF

predicted
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chemicals In surface water

The Netherlands
Been et al. Water Research 2021
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chemicals In surface water

The Netherlands
Been et al. Water Research 2021
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chemicals In surface water

The Netherlands Switzerland
Been et al. Water Research 2021 Kruve et al. Anal Bioanal Chem 2021
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OH-PCBs In blood plasma )

Khabazbashi et al. Anal Bioanal Chem 2022 HO O Q

Cl
retrained with small set of OH-PCBs

tested on 3 OH-PCBs
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OH-PCBs In blood plasma )

Khabazbashi et al. Anal Bioanal Chem 2022 HO O Q
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pesticides in food

Wang et al. Food Chem 2020
195 pesticides in 5 cereal matrices

11,500 data points
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pesticides in food

Wang et al. Food Chem 2020
195 pesticides in 5 cereal matrices
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tested methods

/E::E/ structurally similar chemicals
transformation product - parent

Tanimoto similarity

close eluting chemicals

g machine learning

Liigand et al.

Aalizadeh et al.
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chemicals

36 calibration chemicals
known concentration
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chemicals

36 calibration chemicals
/ known concentration
38 suspect chemicals
low and high concentration spike
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guantification accuracy
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conclusions

close eluting
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conclusions

close eluting structurally similar
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conclusions

close eluting structurally similar ionization efficiency
better best
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unidentified chemicals

from MS?Zspectra



unidentified peaks

US EPA household dust study
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unidentified peaks

US EPA household dust study
3000 & 2000 features detected in ESI+ &ESI-
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unidentified peaks

US EPA household dust study
3000 & 2000 features detected in ESI+ &ESI-
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unidentified peaks

US EPA household dust study
3000 & 2000 features detected in ESI+ &ESI-
978 formulas » 3228 possible structures

anneli kruve anneli.kruve@su.se
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Sepman et al. in review
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