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Introduction –  dimension reduction

principal component analysis
✓ easy 
✓ fast
✓ less computational power

× performance on heterogenous data sets

autoencoder
✓ effective
✓ non-linear dimension reduction
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able to extract spectra-specific information

Autoencoder

high prediction error

→ latent space do not yet hold toxicity relevant information

LC50 modelling

Conclusions and future perspective
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