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N

atural products are known to be essential in maintaining and improving human health for thousands of years. The
strategy to discover new drugs from natural products has proved to be very successful. However, due to the complexity of
chemical components and mechanisms of action, a search and understanding of therapeutic molecules from natural products
based on the traditional method is extremely difficult. Recently, the confluence of spectacular advances in ADME/T prediction,
systems biology and systems pharmacology has led to the development of numerous novel potential drugs and therapeutic
agents for a wide spectrum of diseases. Therefore, this review is aimed to highlight the progress how to integrate in silico
ADME/T, pharmacokinetics, systems pharmacology, omics and systems biology for the discovery of natural products. The
invaluable roles that natural products have played, and are continuing to play in the drug discovery process and its future
perspectives are emphasized.
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