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Summary of Research: 
Quantitative structure–activity relationship (QSAR) analysis applies structural and quantum 
chemical, and physicochemical features, calculated from molecular geometry as explanatory 
variables, to predict physiological activity. In current studies, the applications of QSAR prediction 
models in a variety of adverse effects such as Delirium, pulmonary edema, nausea/vomiting, 
respiratory depression, somnolence, rash, diarrhea, loss of appetite, nephritis, uterine cancer ... 
etc., have been constructed by databases such as JADER and FAERS (JAPIC-AERS). 
Furthermore, data set that includes FAERS and Tox21-AOP/MIE data was constructed and 
applied to analyze the relationship between adverse effects and major MIEs such as nuclear 
receptors and stress response pathways. 
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