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Discussion on Application of Quantitative Structure-Activity Relationship Model
in Toxicity Prediction of Drugs and Their Impurities

Bai Yating, Nan Nan’, Yin Jie (National Institutes for Food and Drug Control, Beijing 102629, China)

Abstract: With the quantitative structure-activity relationship (QSAR) model develops from two-dimensional to
multi-dimensional, it has been widely used in various fields and it also has provided a new reference scheme for
regulation of drugs. The toxicity prediction of impurities by QSAR model can be applied in the R&D and quality
control processes of drugs, which is beneficial for controlling the safety risks of drugs and reducing the R&D costs
of enterprises. The application programs of the QSAR model have also been continuously optimized to ensure
that the QSAR model is continually applicable to toxicity prediction of new drugs and unknown impurities. Based
on the modeling basis and development of the QSAR model, this paper summarizes the application researches
reporting on the toxicity prediction of drugs and their impurities in recent years.
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