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systemsDock: a web server for network pharmacology-based

prediction and analysis
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CONCLUSION AND OUTLOOK

systemsDock 1s the first web service enabling drug devel-opers to carry
out network pharmacology-based prediction and analysis by integrating
results from structural biology with systems biology. Its user-friendly GUI
interface sim-plifies essential operations for large-scale screening. Using
the predictive docking approach, systemsDock can test a large number of
target proteins with good prediction accu-racy. This will reduce the
number of tests for bioassay. As an example, we demonstrated the
application of systems-Dock in investigation of anti-influenza agents and
targets using network pharmacology. Progress in pathway curation as well
as open resources provide a great opportunity to ra-tionally optimize drug
polypharmacology for pharmaceu-tical research. Together with a curated
pathway map, sys-temsDock helps to comprehensively characterize the
under-lying mechanism of a drug candidate and to interpret its cascading
effects, improving the prediction of drug efficacy and safety.
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