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#!/bin/csh -f

#PBS -l select=ncpus=16:mpiprocs=16:ompthreads=1:jobtype=gpu
#PBS -l walltime=72:00:00

if ($?PBS_O_WORKDIR) then

cd ${PBS_O WORKDIR}

endif

umask 022

# EEBIAM Y X = IUBFATIEFNIE, mpidpyREIEL LU
set work="/local/apl/pg/amberl2-bf21"

set build="/home/users/${USER}/build/amberl2"
setenv AMBERHOME "$work"

setenv CUDA_HOME /usr/local/cuda

# LIHIOEBEHEET S

if (-e $AMBERHOME/configure) then

echo "Remove $AMBERHOME to be clean."

exit 1

endif

if (! -d $AMBERHOME) then

echo "Create $AMBERHOME before build."

exit 1

endif

# ERIlCmpd&EEINT C &

setenv DO_PARALLEL "mpirun -np 2"

#

cd $AMBERHOME

bunzip2 -c ${build}/Amberl2.tar.bz2 | tar xf -
bunzip2 -c ${build}/AmberTools13.tar.bz2 | tar xf -
mv amberl2/* .

#

foreach i (${build}/patches/AmberTools13 ${build}/patches/Amberl?2)
foreach j ($i/*.? $i/*.7?)

patch -p0 < $j

end

end

#

echo "[GPU (SPDP) serial edition]"

./configure --no-updates -cuda gnu

make -j 16 install

make test.cuda

make clean

echo "[GPU (SPDP) parallel edition]"
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Jcontigure --no-updates -mpl -cuda gnu
make -j 16 install
make clean

echo "[GPU (SPSP) serial edition]"
./configure --no-updates -cuda_SPSP gnu
make -j 16 install

cd $AMBERHOME/test/
.J/test_amber_cuda.sh SPSP

cd $AMBERHOME

make clean

echo "[GPU (SPSP) parallel edition]"
./configure --no-updates -mpi -cuda_SPSP gnu
make -j 16 install

make clean

echo "[GPU (DPDP) serial edition]"

./configure --no-updates -cuda_DPDP gnu

make -j 16 install

cd $AMBERHOME/test/

./test_amber_cuda.sh DPDP

cd $AMBERHOME

make clean

echo "[GPU (DPDP) parallel edition]"

.Jconfigure --no-updates -mpi -cuda_DPDP gnu

make -j 16 install

make clean
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setenv LANG C

# BRIEEMSSE_TYPES(F-ax${SSE_TYPES} £ {FE I D EREKT BN THE LKL

unsetenv SSE_TYPES

# 17V r>—12/13TlF

#  rismldBN\VET7YITISB?

# mpiTEFXEBRESEN

source /opt/intel/Compiler/11.1/080/bin/iccvars.csh intel64

source /opt/intel/Compiler/11.1/080/bin/ifortvars.csh intel64

# mpicc&mpif90/8impiicc& mpiifort& L3 L5 B

setenv I_MPI_CC icc

setenv I_MPI_CXX icpc

setenv I_MPI_F90 ifort

#

echo "[CPU serial edition]"

.Jconfigure --no-updates intel

make -j 16 install

make test

make clean

echo "[CPU parallel edition]"

.Jconfigure --no-updates -mpi intel

make -j 16 install

make test
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