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Abstract： 
In Non-adiabatic molecular 
dynamics (NMD), we break away 
from the Born-Oppenheimer 
approximation while doing the ab 
initio molecular dynamics. The 
electronic configuration does not stay 
in one adiabatic state. The NMD has 
been traditionally used to study 
chemical reactions. Here, we will use 
NMD to simulate carrier transport in 
large (>1000 atom) systems. We will 
discuss the technical issues in such 
NMD, including the time step one 
can use, and energy surface hopping 
algorithms. The talk will be focused 
on the methodology aspects of the 
simulation. 
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