
FEN ZI: GPU-Enabled MD Simulations Based on 
CHARMM Force Field and PME 

• Use FEN ZI, a MD GPU-based code 
for  NVT, NVE, and NTP ensembles 
including PME, to study: 
– Structural and electrostatic properties 

of DMPC  lipid bilayers membranes 
– Pathological conditions and behaviors 

of protein-membrane interactions 
(work in progress on Keeneland)  

• GPUs enable fast simulations of 
larger membranes over longer 
simulated  times (>100ns) 

 
 

 

• FEN ZI scalability   
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• Performance: FEN ZI vs. CHARMM 
For DMPC 1x1 
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