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We know formulation toxicities and compositions.
Some knowledge (interval data) of ingredient toxicity.

Assuming additivity, how can we find toxicity of component
ingredients?
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Simple solution: Linear model with interval data encoded in prior.

Possible extensions:

1. Discrete data, e.g. “ irritant”, “non-irritant”, “severely irritant”.
2. Detecting nonlinear (interaction) effects.
3. Relating different toxicities, e.g. skin toxicity to acute toxicities.
4. Prediction of toxicity from chemical structure...
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∙ Chemical Space vs Activity.

∙ Non-smooth
∙ Huge space

∙ Non-smoothness?
∙ “Similar compounds”
should resemble similar
activity.

∙ “Similar compounds”?

∙ Molecular descriptors
∙ Weighting scheme
∙ Similarity coefficients

∙ Methods known: QSAR, MQN
∙ Possible ways to search for
smooth directions
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Thanks for listening!
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