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Selective exploration of anti-inflammatory substances using chemical big data
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The purpose of this study is to develop a new approach to identify the
active compounds from the data in previous studies by using information processing technology.

As a result of this research, we constructed a prediction model that discriminates the active or
inactive of triterpenes by using machine learning methods. In addition, the activity assay of
triterpenes were measured and several active compounds were found . The results of the activity
tests were compared with the prediction results, and it was verified that the accuracy of the
predictive model was approximately 80%.



In silico
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herpes simplex virustype 1 (HSV-1)
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