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To improve awareness of impacts of Molecular Dynamics (MD) simulations on the advancement of materials science and 
technology, I will give an overview of our molecular dynamics studies of various material problems over the past 10 years. My 

topics will cover graphene, Giant Magnetoresistive (GMR) multilayers, CdTe/CdS solar cells, InxGa1-xN/GaN solid state lighting films, 
misfit dislocation theory, Al-Cu bond order potential, simulation of chemical reaction involving molecular H2 gas, and radiation 
detecting Cd1-x Zn1-xTe. In particular, I will show that MD simulations have led to the development of a new million-dollar technology 
that significantly improved properties of GMR multilayers, and have led to the correction of two parameters in a widely used misfit 
dislocation theory.
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