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Study of Prediction Antiplatelet Potential Targets of Tanshinone Il 5 by Reverse Molecule Docking

ZHANG lJing, YAN Guohong, JIANG Chuan*, LIU Zhiyong, GUO Xiaofang, CHEN Chenghui, HE Lijun
(Department of Pharmacy, People's Hospital Affiliated to Fujian University of Traditional Chinese Medicine, Fuzhou 350004, China)

ABSTRACT: OBJECTIVE To predict the potential targets and the mechanism of tanshinones against platelet activation by
reverse docking. METHODS The reverse docking was performed based on Autodock Vina, where tanshinone Il (Tan IIg) was
screened against several targets that may be activated in platelet aggregation. The interactions between targeted proteins and
ligands were analyzed using Discovery Studio Visualizer 4 software. RESULTS Tan II g can be well docked into GP Il b/Illa
with a better predicted affinity than the original ligand RUC-2 (IC5y=96 nmol-L™"). CONCLUSION GP Il b/Illa is the most

possible target for the Tan 1l .
KEY WORDS: tanshinones; antiplatelet; reverse docking
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Tab. 2 The docking scores and RMSD between the docked
poses and their co-crystal structures
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Tab.3 The results of reverse docking
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COX-1 1Q4G 94 140 -8.4 760 0.184
COX-2  3LN1 -11.7 3.0 -8.5 640 0.005
GP IIb/Illa 3T3M 8.5 640 -9.4 140 4.571
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Fig. 4 The interactions between GP Il b/Illa and its high-affinity ligand RUC-2
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