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MS2Quant

LC-ESI-MS features

J. Liigand et al., Sci. Rep., 2020, 10, 5808.; H. Sepman et al., Anal. Chem., 2023, 95, 12329–12338
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MS2Quant

LC-ESI-MS features Slope = Response factor
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Toxic Unit (TU) = 
Concentration predicted

LC50 predicted
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Model training

Chemicals

S. Scholz et al., Analysis of the relevance and adequateness of using Fish Embryo Acute Toxicity (FET) Test Guidance (OECD 236) to fulfil the information requirements and 
addressing concerns under REACH, 2016.
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Model training

ESI+ and ESI-

Chemicals Mixtures
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LC-HRMS analysis
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EXPERIMENTAL TOXICITY (OECD TG 236)
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RMSE = 0.47 log-Mm R2 = 0.55

Database toxicity values are reliable

Toxicity can be difficult to model

Collaboration with Frederic Béen, Lisa Baumann, Ingrida Bagdonaitė
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