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number of cores 

Scaling for CPMD Cellobiose (C12O11H22) in  
Aqueous (256 H2O + 6HCl) 

elasped time 

Global Sum 

MPI ALLTOALL 

216 mpi, 1 omp, 1 tg 

216 mpi, 4 omp, 1 TG 

432 mpi, 4 omp, 4 TG 
432 mpi, 8 omp, 4 TG 

216 mpi, 8 omp, 1 TG 

432 mpi, 4 omp, 8 TG 


