Plumed

Dostupne verzije su:

Verzija Modul

252 plumed/2.5.2
2.7.2 plumed/2.7.2
2.7.3 plumed/2.7.3
2.8.0 plumed/2.8.0
Instalacija

Instalacija je prevedena s Intel 2019 i MVAPICH 2.2 i parametrima:

nodul e | oad npi/nvapi ch2-intel -2.2-x86_64

export CC=npi cc

export CXX=npi cxx

export F77=npif77

export F90=npi f 90

export FC=npif90

export CFLAGS="-O3 -l/opt/intel/nkl/include/intel 64/ilp64 -1/opt/intel/nkl/include -1/opt/intel/nkl/include
/[fftw -nkl"

export LIBS="-08 /opt/intel/nkl/lib/intel64/1ibnkl_blas95_ilp64.a /opt/intel/nkl/lib/intel 64

/1ibnkl _| apack95_ilp64.a -L/opt/intel/nkl/lib/intel 64 -1nkl_scal apack_il p64 -Inkl_intel _ilp64 -1nkl_sequential -
I'nkl _core -1 nkl _blacs_intel npi_ilp64 -Ipthread -Im-1dl"

# install

./configure --prefix=/apps/plunmed/2.5.2

nmake

nmake install
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