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ToxBay is a system to evaluate repeated dose toxicity of rats based on Bayesian net. The net consists of 3 layers: chemical
categories, diagnoses and endpoints. We used cascade model to extract basic active structures causing each diagnosis. Links
between diagnoses and endpoints are set following suggestions by toxicologists. Some categories showed unique tendencies
to cause endpoints, and we added direct connections between these nodes. CPT values among diagnoses and endpoints were
set by EM learning. Users input chemical structures by SMILES and see the resulting posterior probabilities by node colors.
When the evidence contains endpoints, the system shows local conflicts among nodes by coloring edges. If its conflict
measure exceeds a threshold value, the system suggests most questionable observations. ToxBay is disclosed on Internet for

the use by toxicologists.
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