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Why do we use forcefields in CP2K?

● Equilibriate structures for AIMD
● QM/MM methods
● Very useful for testing / learning - FORCE_EVAL and 

MOTION completely decoupled
●  ...





















































Example of this procedure using VMD to perform the psf generation 
and solvation are on the wiki for the workshop 





Solid state forcefields also implemented

 Williams (Buckingham)
 Shell model
 Embedded Atom Method (EAM)
 General potentials supported
 QUIP library ( http://www.libatoms.org/Home/Software ) – 

provides extra functionality

Forcefield module is actually very flexible

http://www.libatoms.org/Home/Software
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