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Abstract Interactions of ET-1 (Endothelin-1) with its receptors ETA (Endothelin-A) and ETB (Endothelin-B) regulate 

the vascular tone, maintain the blood pressure, and are closely related to cardiovascular diseases. Binding of ET-1 with 

ETB in the vascular endothelium induces vasodilation, while binding with ETA and ETB in vascular smooth muscle results 

binding with ETB. By flow molecular dynamics simulation, the conformational changes of ET-1 in uniform flow were 

studied with its center of mass constrained. It is found that the C-terminal of ET-1 gets closer to the N-terminal in the 

ET-1 and ETB and the design of ET-1-based cardiovascular drugs.
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Fig. 1. Structure of ET-1 and the simulation system
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Fig. 2. Conformational changes of ET-1 in simulation
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Fig. 3. Evolution and comparison of structural parameters of ET-1 in free dynamics and in ow MD simulation
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