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Amber 12 bugfix 7 + AmberTools 12 bugfix 5
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#!/usr/bin/perl

#

use strict;

use warnings;

my @extra;

my Scompiler = "/opt/sgi/mpt/mpt-2.05/bin/mpicc";

for (my Si = 0; Si < scalar(@ARGV); ++Si) {

if (SARGV[Si] eq "-0") {
@extra = ("-WI,--disable-new-dtags",

"-WI,-rpath,/opt/intel/Compiler/11.1/080/lib/intel64",
"-WI,-rpath,/opt/intel/Compiler/11.1/080/mkl/lib/em64t");

}
system(Scompiler, @extra, @ARGV);

#!/usr/bin/perl
#
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http://ambermd.org/bugfixes12.html
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use strict;

use warnings;

my @extra;

my Scompiler ="/opt/sgi/mpt/mpt-2.05/bin/mpif90";

for (my Si = 0; Si < scalar(@ARGV); ++Si) {

if (SARGV[Si] eq "-0") {
@extra = ("-WI,--disable-new-dtags",

"-WI,-rpath,/opt/intel/Compiler/11.1/080/lib/intel64",
"-WI,-rpath,/opt/intel/Compiler/11.1/080/mkl/lib/em64t");

}
system(Scompiler, @extra, @ARGV);

#!/usr/bin/perl

#

use strict;

use warnings;

my @extra;

my Scompiler = "/opt/intel/Compiler/11.1/080/bin/intel64/icc";

for (my Si = 0; Si < scalar(@ARGV); ++Si) {

if (SARGV[Si] eq "-0") {
@extra = ("-WI,--disable-new-dtags",

"-WI,-rpath,/opt/intel/Compiler/11.1/080/lib/intel64",
"-WI,-rpath,/opt/intel/Compiler/11.1/080/mkl/lib/em64t");

}
system(Scompiler, @extra, @ARGV);

#!/usr/bin/perl

#

use strict;

use warnings;

my @extra;

my Scompiler ="/opt/intel/Compiler/11.1/080/bin/intel64/icpc";

for (my Si = 0; Si < scalar(@ARGV); ++Si) {

if (SARGV[Si] eq "-0") {
@extra = ("-WI,--disable-new-dtags",

"-WI,-rpath,/opt/intel/Compiler/11.1/080/lib/intel64",
"-WIl,-rpath,/opt/intel/Compiler/11.1/080/mkl/lib/em64t");

}
system(Scompiler, @extra, @ARGV);



#!/usr/bin/perl

#

use strict;

use warnings;

my @extra;

my Scompiler ="/opt/intel/Compiler/11.1/080/bin/intel64/ifort";

for (my Si = 0; Si < scalar(@ARGV); ++Si) {

if (SARGV[Si] eq "-0") {
@extra = ("-WI,--disable-new-dtags",

"-WI,-rpath,/opt/intel/Compiler/11.1/080/lib/intel64",
"-WI,-rpath,/opt/intel/Compiler/11.1/080/mkl/lib/em64t");

}
system(Scompiler, @extra, @ARGV);
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#!/bin/csh -f
umask 022
# VERIBFTDERE
set work="/week/users/S{USER}"
setenv AMBERHOME "Swork/amber12"
# URIDEE % HET 2
if (-d SAMBERHOME) then
mv SAMBERHOME Swork/amber12-erase
rm -rf Swork/amber12-erase &
endif
setenv DO_PARALLEL "mpirun -np 2"
#
cd Swork
bunzip2 -c /home/users/S{USER}/build/amber12/AmberTools12.tar.bz2 | tar xf -
bunzip2 -c /home/users/S{USER}/build/amber12/Amber12.tar.bz2 | tar xf -
cd SAMBERHOME
foreach i (/home/users/S{USER}/build/amber12/patches/Amber*/*)
patch -p0 < Si
end
#
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setenv LANG C
# IRIBZHSSE_TYPESI3-ax${SSE_TYPES} %2 ET 5 & 2 RBKT 2D THEL AW
unsetenv SSE_TYPES
#A4ATIAVINAZ—12TIE
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# mpiTIETRARPBESRW



source /opt/intel/Compiler/11.1/080/bin/iccvars.csh intel64
source /opt/intel/Compiler/11.1/080/bin/ifortvars.csh intel64
#icc, icpc, ifortd 7 72 3 > IZ-WI,-rpath,/opt/intel... = N Z %
set path=(/home/users/SUSER/compiler/ccuv/intel-11.1 Spath)
#

echo "[CPU serial edition]"

./configure --no-updates intel

make -j 16 install

#make test

make clean

echo "[CPU parallel edition]"

./configure --no-updates -mpi intel

make -j 16 install

make test

make clean



