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Molecular property prediction:

e classification / regression on molecular graphs

e e.g. solubility, bioactivity, toxicity

e commonly used in novel drug design and pharmacology

J.Adamczyk, |. Poziemski, P. Siedlecki

"Evaluating machine learning models for predicting

pesticides toxicity to honey bees”
ArXiv preprint
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Map exposure types
to toxicity types

o deduplicated !

Remove data with too Calculate median

e best quality:

o standardized structures

e agrochemistry is very different from medicinal chemistry

e very diverse and complex domain of chemistry

varied measurements measurements

o unified labels 7

e existing neural models are overtuned for small, overused benchmarks

Assign toxicity label
and level

e binary classification:
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e how to evaluate diversity?

- ApisTox dataset - 0.50

train-test splits
e average pairwise similarity

between molecules
e ECFP + Tanimoto similarity
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e it is also orthogonal to
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