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Abstract
Currently, the toxicity evaluation of chemical substances is conducted mainly based on the results of animal experi-

ments, but from the viewpoint of animal welfare and development efficiency, the development of alternatives to animal ex-
periments is highly required. To this end, many studies are conducted to understand the toxicity mechanism and to construct 
in vitro testing systems based on the mechanism. In addition, due to its high throughput, the development of an in silico 
method using machine learning technics with chemical structure information as alternatives to animal experiments is also 
attracting great attention from researchers. Since the toxicity of some chemical substances is caused by their metabolites, the 
development of in vitro and in silico evaluation systems that consider drug metabolism is also required. However, current 
toxicity evaluation systems do not necessarily consider drug metabolism. In this article, I will introduce our recent findings 
on the importance of drug metabolism consideration in chemical toxicity evaluation using in vitro and in silico methods.
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