
Lecture	8:	Molecular	Dynamics	
Simulation:	Coulomb	Interaction	

and	Ewald	Summation
Theories	in	Statistical	Mechanics	and	Molecular	Dynamics	Simulations



PBC	and	non-PBC



Fourier	Transform



Lagrangian force



Ewald	Summation



Structure	factor



General	space	lattice


