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Abstract: Computational toxicology, a toxicity assessment method that uses computational methods to analyze,
simulate, visualize or predict the toxicity of chemicals, has obvious advantages in time, cost and animal welfare.
In recent years, the use of computational tools to predict genotoxicity is gaining more attention from the regulatory
agencies, the ICH M7 guideline indicates that (Q) SAR predictions for the Ames mutagenicity of drug impurities
can be used for drug regulatory purposes. On this basis, the classical genotoxicity computational evaluation
methods and their principles were discussed, the status of commonly used genotoxicity evaluation models and
the model building was summarized, and the application of computational toxicology in genotoxicity assessment
of drug impurities, nanomaterials and cosmetic components was reviewed in this paper, in order to provide
references for the development and optimization of computational models for evaluating genotoxicity and promote
the application of computational toxicology in national genotoxicity regulation.
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