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#include <stdio.h> 

#include "mpi.h" 

int main( int argc, char *argv[] ) 

{ 

    int rank,size; 

    MPI_Init(&argc,&argv); 

    MPI_Comm_rank(MPI_COMM_WORLD, &rank); 

    MPI_Comm_size(MPI_COMM_WORLD, &size); 

    printf( "Hello world from process %d of %d\n", rank, size ); 

    MPI_Finalize(); 

    return 0 ; 

} 

 

 

 
 

 
 

 
 

 

size

printfprocess

if

 

 



 

 

 

process

MASTERprocess

MASTERSLAVE

 

 

xprocessprocess

yprocessprocessy

processy

mpi



 

 

 

 

 

Lmp_hess 

  

  

LAMMPS

equ.restartdata file

potential.mod

exclude_type

displacement

FlagUnitsmetalreal



 

 

 

NrequestEigen

Nprint

FlagEPSType

Hermitiannon-Hermitian

Scalse

 

hessian_matrix.bin

EigenVectors.dat

EigenValues.dat

Dump.dat

Modes.lammpstrjLAMMPS

ovitovmd

 

 

unix/linuxCygwin

petscslepc

LAMMPS



 

 

 

C++/C

MPICH

petscslepcLAMMPS

 PETSC

 

:

extract

 

 
-  

-

Makefilepetscconfigure

petsc

blas , lapack , 

mpich 



 

 

 

-- - -- -  
- -- -  

-- - - - -- -

Makefiletest

 

 
 

PETSC_DIRPETSC_ARCH

 

 
 

 
 

 
 

Petsc

 SLEPC

:

extract


