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Abstract: High-performance computing is an important service aid and plays an irreplaceable role in the field of scien-
tific research in China. In this dissertation, it proposes a preliminary solution——high-performance computing cloud
platform, for the bottleneck problem in the field of high-performance computing when providing computing service,
and summarizes the present situation of high-performance computing cloud platform at home and abroad. Main func-
tions of HPC-Cloud system are designed according to the characteristics that apply in the field of scientific research. It
also shows the advantages of high-performance computing cloud platform according to a typical case in solving prob-
lems of intensive computing applications.
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APP_NAME=scinormal

NP_PER_NODE=12

MY _MPI_TYPE=openmpi

MY _MPI_HOME-=/share/software/openmpi/icc-13.
0.1/openmpi-1.6.3-icc

#1155V FH A% 08, v NP_PER_NODE )% %1
AR E LR AR, RS HAREAES 1R R
N

NP=48

RUN=""

#vasp: RUN="vasp"

#lammps:RUN="Imp_openmpi < relax.in > re-
lax.log"

#gaussian09:RUN="g09 in.gjf"

#GMX:RUN="mdrun input.file"

#fortan:RUN="run.file"

#minimize sander run scripes

mpirun -np $NP /share/home/users/amber12/bin/
sander.MPI1 -O -i minl.in -p cmp.prmtop -c cmp.inpcrd
-ref cmp.inpcrd -r cmps_minZl.rst -0 cmps_minl.out

mpirun -np $NP /share/home/users/amber12/bin/
sander.MPl -O -i min2.in -p cmp.prmtop -c cmps_
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minl.rst -ref cmps_minl.rst -r cmps_min2.rst -0

cmps_min2.out

mpirun -np $NP /share/home/users/amber12/bin/

sander.MPI -O -i min3.in -p cmp.prmtop -c cmps_min2.

rst -ref cmps_min2.rst -r cmps_heat0.rst -0 cmps_min3.

out
##tseven heat sander run scripes
num=1
mu=0

{EAL B> @1

B fruxm v

P

enu=1

emu=0

while (($num < 8))

do

mpirun -np $NP /share/home/users/amber12/bin/

sander.MPI -O -i heat$num.in -p cmp.prmtop -c cmps_

heat$mu.rst -r cmps_heat$num.rst -o cmps_heat$num.

out -x cmps_heat$num.mdcrd

gzip -9 cmps_heat$num.mdcrd

FU B testJob
& on v
RIF%E THERR v —— BFESR
nTae /share/home/huangxue/amer
BTBEDS sander.MPI -O -i minL.in -p cmp.prmtop - cmp.inperd
-ref cmp.inpcrd -r cmps_minl.rst -0 cmps_minl.out
WAREE [1.3]
WABS sander.MPI -O -i heat$num.in -p cmp.prmtop -c
cmps_heat$mu.rst -r cmps_heatSnum.rst -o
cmps_heat$num.out -x cmps_heat$num.mdcrd
EREFHS
FEReE 1,71
BEADBS sander.MPI -O -i eqL.in -p cmp.prmtop -c
cmps_eq$emu.rst -r cmps_eq$enu.rst -0
cmps_eq$enu.out -x cmps_eqSenu.mdcerd
EREE (1.5]
IEsE @2 &
BBIBR  sciserial
#BMM  36core v
W4ERE  /share/home/huangxue/output
— ESER
VARE 24 GB IFFE12068
HHATA b
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Figure 1. Template of cycle operation
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echo "heat$num.in done"

let num+=1

let mu+=1

done

mv cmps_heat7.rst cmps_eq0.rst

#

##MD sander run scripes

#

while (( $enu < 6))

do

mpirun -np $NP /share/home/users/amber12/bin/
sanderMPl -O -i eql.in -p cmp.prmtop -C cmps_
eg$emu.rst -r cmps_eg$enu.rst -0 cmps_eg$enu.out -x
cmps_eqg$enu.mdcrd

gzip -9 cmps_eq$enu.mdcrd

let enu+=1

let emu+=1

done
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