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S cp Makefile.power5 Makefile.power6
S vi Makefile.power6
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# power6 = IBM Power6 machine, mpCC, FFTW
SHELL = /bin/sh
SUFFIXES: .cpp .u

#
# compiler/linker settings
# specify flags and libraries needed for your compiler

CC= mpCC_r -q64
CCFLAGS = -03 -gnoipa -gstrict
DEPFLAGS= -M-c

LINK = S(CC)

LINKFLAGS = S(CCFLAGS)

LIB = -Im

ARCHIVE = ar -X64

ARFLAGS = -rc

SIZE = size -X64

#

# LAMMPS-specific settings

# specify settings for LAMMPS features you will use

# if you change any -D setting, do full re-compile after "make clean"

# LAMMPS ifdef settings, OPTIONAL

# see possible settings in doc/Section_start.html#2_2 (step 4)

LMP_INC = -DLAMMPS_GZIP -D_ISOC99_SOURCE -D_STDC_FORMAT_MACROS

# MPI library, REQUIRED

# see discussion in doc/Section_start.html#2_2 (step 5)

# can point to dummy MPI library in src/STUBS as in Makefile.serial
# INC = path for mpi.h, MPI compiler settings

# PATH = path for MPI library



# LIB = name of MPI library

MPL_INC = -I/usr/lpp/ppe.poe/include
MPI_PATH = -L/usr/lpp/ppe.poe/lib
MPI_LIB =

# FFT library, OPTIONAL

# see discussion in doc/Section_start.html#2_2 (step 6)

# can be left blank to use provided KISS FFT library

# INC = -DFFT setting, e.g. -DFFT_FFTW, FFT compiler settings
# PATH = path for FFT library

# LIB = name of FFT library

FFT_INC =

FFT_PATH =

FFT_LIB =

#
# build rules and dependencies

# no need to edit this section
include Makefile.package.settings
include Makefile.package

EXTRA_INC = $S(LMP_INC) $(MPI_INC) S(FFT_INC)
EXTRA_PATH = S(MPI_PATH) S(FFT_PATH)
EXTRA_LIB = $(MPI_LIB) S(FFT_LIB)
# Link target
S(EXE): $(0OBJ)
S(LINK) S(LINKFLAGS) $(OBJ) -0 S(EXE)
S(SIZE) S(EXE)
# Library target
lib: S(0BJ)
S(CC) S(CCFLAGS) S(EXTRA_INC) -c $<
%.0:%.cpp
S(CC) S(CCFLAGS) S(EXTRA_INC) -c $<
%.d:%.cpp
S(CC) S(CCFLAGS) S(EXTRA_INC) S(DEPFLAGS) S< -MF S@
# Individual dependencies
DEPENDS = $(0BJ:.0=.d)
sinclude S(DEPENDS)
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S vi lammps-test.cmd
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# @ job_type = parallel

# @ environment = COPY_ALL
# @ output = stepl.log

# @ error = stepl.error

# @ node =2

# @ tasks_per_node=8

# @ wall_clock_limit = 600000
# @ notification = never

# @ class = large

# @ queue



ulimit -d unlimited
/usr/bin/poe Imp_power6 <in.nemd
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S llsubmit lammps-test.cmd
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