TR PR 3

o Geedmiksy (gee. gt++. gfortan)
—IREEBERGE I ERM, RFEEERS % AT S yun install gee gee—ct+t gfortranBJA] 224

e Openmpi
A 2% . https://gitee. com/openeuler/hpcrunner/blob/master/package/openmpi/4.0.1/install. sh

e Openblas:

Al Z2. https://gitee. com/openeul er/hpcrunner/blob/master/package/openblas/0.3.6/install. sh
tar —xvf openblas—-v0. 3. 6. tar. gz

cd OpenBLAS-0. 3.6

make —j

make PREFIX=/scratch/apps/TEST/yjb/PAC/install/openblas—gcc install

 Scalapack:

A 2% . https://gitee. com/openeuler/hpcrunner/blob/master/package/scalapack/2.1.0/install. sh
tar —xvf scalapack—2.0.1. tgz

cd scalapack—2.0.1

cp SLmake. inc. example SLmake. inc

1B SLmake. incH 58, 5917, f#ifH Lk ZdopenblasH1ib/E

make

mkdir /scratch/apps/TEST/yjb/PAC/install/scalapack—gcc/1ib

mkdir /scratch/apps/TEST/yjb/PAC/install/scalapack—gcc/include

cp libscalapack.a /scratch/apps/TEST/yjb/PAC/install/scalapack—gcc/1ib
cp SRC/*.h /scratch/apps/TEST/y jb/PAC/install/scalapack—gcc/include



https://gitee.com/openeuler/hpcrunner/blob/master/package/openmpi/4.0.1/install.sh
https://gitee.com/openeuler/hpcrunner/blob/master/package/openblas/0.3.6/install.sh
https://gitee.com/openeuler/hpcrunner/blob/master/package/scalapack/2.1.0/install.sh

SRR B WK AR R 2

LT
CUTRIT R, IR BB H B, 5%

https://gitee. com/openeul er/hpcrunner/blob/master/package/bisheng/meta. sh

o M yEtEgEIEAE FEEHMPT
A% https://gitee. com/openeul er/hpcrunner/blob/master/package/hmpi/2.3.0/install. sh

o EEGHNIE FEKML
A 2. https://gitee. com/openeul er/hpcrunner/blob/master/package/kml/2. 2. 0/bisheng/install. sh
unzip KML 2. 3.0 bisheng. zip

rpm —force ——nodeps —ivh ——prefix=/scratch/apps/TEST/y jb/PAC/install/kml kml-2. 3. 0-1.aarch64. rpm



https://gitee.com/openeuler/hpcrunner/blob/master/package/bisheng/meta.sh
https://gitee.com/openeuler/hpcrunner/blob/master/package/hmpi/2.3.0/install.sh
https://gitee.com/openeuler/hpcrunner/blob/master/package/kml/2.2.0/bisheng/install.sh

FHFgcctopenmpi ZHiqe

« WEmMFNELTE

module load openmpi—4.0. 1

module load scalapack—2.0. 1-gcc

module load openblas—0. 3. 6—gcc

export BLAS LIBS="-L/scratch/apps/TEST/y jb/PAC/install/openblas—gcc/lib —lopenblas”

export LAPACK LIBS="-L/scratch/apps/TEST/yjb/PAC/install/openblas—gcc/1ib —lopenblas”
export SCALAPACK LIBS="-L/scratch/apps/TEST/yjb/PAC/install/scalapack-gcc/1ib —1scalapack”
export DEFS=" PGI”

o Zlqe

tar xf qe—6.4. 1. tar. gz

cd g—e—qe—6.4.1

. /configure —prefix=/scratch/apps/TEST/yjb/PAC/install/QE-gcc —enable—openmp ARCH=arm F77=gfortran
F90=gfortran FC=gfortran CC=gcc CFLAGS="-03 -g -D PGI -mcpu=native” FFLAGS="-03 —g -D PGI —mcpu=native -
fallow—argument—mismatch” LDFLAGS="$LDFLAGS” MPIF90=mpifort MPIF77=mpifort CC=mpicc

make —j64 pwall

make install

o WEeeHRLE
export PATH=/scratch/apps/TEST/yjb/PAC/install/QE-gcc/bin: $PATH



T EEH +hmpi Z&qe

« WEmMFNELTE

module load bisheng-3.2.0

module load hmpi-2. 3.0

module load scalapack—2.0. 1-bs

module load openblas—0. 3. 6-bs

export BLAS LIBS="-L/scratch/apps/TEST/y jb/PAC/install/openblas—bs/1ib —lopenblas”

export LAPACK LIBS="-L/scratch/apps/TEST/yjb/PAC/install/openblas—bs/lib —lopenblas”
export SCALAPACK LIBS="-L/scratch/apps/TEST/y jb/PAC/install/scalapack-bs/1ib —1scalapack”
export DEFS=" PGI”

o Zdqe

tar xf qe—6.4. 1. tar. gz

cd g-e—qe—6.4.1

. /configure —prefix=/scratch/apps/TEST/yjb/PAC/install/QE-bs ——enable—openmp ARCH=arm F77=flang F90=flang
FC=flang CC=clang CFLAGS="-03 -g -D PGI -mcpu=native” FFLAGS="-03 —g -D PGI -mcpu=native” LDFLAGS="$LDFLAGS”
MPIF90=mpifort MPIF77=mpifort CC=mpicc

make —j64 pwall

make install

o WHEeeHRLE
export PATH=/scratch/apps/TEST/yjb/PAC/install/QE-bs/bin: $PATH



T B H thmpi+kml %23 qe

« WEmMFNELTE

module load bisheng-3.2.0

module load hmpi-2. 3.0

module load kml-2.3.0

export BLAS LIBS="-L/scratch/apps/TEST/y jb/PAC/install/kml/kml/1ib/kblas/omp —lkblas”
export LAPACK LIBS="-L/scratch/apps/TEST/yjb/PAC/install/kml/kml/1ib —lklapack full”
export SCALAPACK LIBS="-L/scratch/apps/TEST/yjb/PAC/install/kml/kml/1ib —lkscalapack full”
export DEFS=" PGI”

o Zlqe

tar xf qe—6.4. 1. tar. gz

cd g—e—qe—6.4.1

. /configure —prefix=/scratch/apps/TEST/yjb/PAC/install/QE-bs—kml ——enable—openmp ARCH=arm F77=flang F90=flang
FC=flang CC=clang CFLAGS="-03 —g -D PGI —mcpu=native” FFLAGS="-03 -g -D PGI -mcpu=native” LDFLAGS="$LDFLAGS”
MPIF90=mpifort MPIF77=mpifort CC=mpicc

make —j64 pwall

make install

o WEeeHHETE
export PATH=/scratch/apps/TEST/yjb/PAC/install/QE-bs—kml/bin:$PATH



T B H +hmpi +km] HEAL BTN & S qe

« WEmMFNELTE

module load bisheng-3.2.0

module load hmpi-2. 3.0

module load kml-2.3.0

export BLAS LIBS="-L/scratch/apps/TEST/y jb/PAC/install/kml/kml/1ib/kblas/omp —1lkblas”
export LAPACK LIBS="-L/scratch/apps/TEST/yjb/PAC/install/kml/kml/1ib —1klapack full”
export SCALAPACK LIBS="-L/scratch/apps/TEST/yjb/PAC/install/kml/kml/1ib —lkscalapack full”
export DEFS=" PGI”

o Zlqe

tar xf qe—6.4. 1. tar. gz

cd g—e—qe—6.4.1

. /configure —prefix=/scratch/apps/TEST/yjb/PAC/install/QE-bs—kml-xuanxiang —enable—openmp ARCH=arm F77=flang
F90=flang FC=flang CC=clang CFLAGS="-03 —-g -D PGI —march=armv8+sve —mcpu=native —mllvm —force—customized-
pipeline=true —fuse—1d=11d” FFLAGS="-03 -g -D PGI —march=armv8+sve —mcpu=native —mllvm —force—customized-
pipeline=true —fuse—1d=11d” LDFLAGS="$LDFLAGS” MPIF90=mpifort MPIF77=mpifort CC=mpicc

make —j64 pwall

make install

o WHEeeHRLE
export PATH=/scratch/apps/TEST/yjb/PAC/install/QE-bs—kml-xuanxiang/bin:$PATH



A BIZREL

o NEEH
git clone https://github. com/QEF/benchmarks. git
cd benchmarks/small-benchmarks

fEpwscf bench. shEIA LA NG|, AR CLEFEAN | test 4. ingsH

B pwscf bench. shiFIA K 2544 F 41
sed —n ' 357,419p’ pwscf bench. sh > test 4. sh
export PSEUDO DIR= pwd /pseudopotentials.d

export SCRATCH DIR= pwd /output
source test 4. sh



FTFgcctopenmpiizfTqe

o WERFENETE

module load openmpi—4.0. 1
module load scalapack—2.0. 1-gcc
module load openblas—0. 3. 6—gcc

o WEeeHHEAE
export PATH=/scratch/apps/TEST/yjb/PAC/install/QE—gcc/bin:$PATH

« i81Tqe

cd benchmarks/small-benchmarks

mpirun ——allow-run—as—root —np 64 —x OMP_NUM THREADS=1 ——mca btl “openib pw.x ——mca
opal common ucx opal mem hooks 1 —input ./test 4.in 2>&1 | tee —a qe—64-gcc. log

BATSERE, EAEH R N EMHEqe—64-gec. log, &H HELRBACPWSCFX —AT FRWALLAJEUE, BAAI980, H{E Bk Gk
fit



HEFHEH+hmpiiE4Tqe

o WERFENETE

module load bisheng-3.2.0
module load hmpi-2. 3.0

module load scalapack—2.0. 1-bs
module load openblas—0. 3. 6-bs

o WEeeHHEAE
export PATH=/scratch/apps/TEST/yjb/PAC/install/QE-bs/bin:$PATH

« i&4Tqe

cd benchmarks/small-benchmarks

mpirun ——allow-run—as—root —np 64 —x OMP_NUM THREADS=1 ——mca btl “openib —x UCX WARN UNUSED ENV VARS=n pw.x —
input ./test 4.1in 2>&1 | tee —a qe-64-bs. log

BATSERE, EAEH R M EMHEqe—64-bs. log, AF H LS EAPWSCFIX —47 RWALLKIEUE, A7 040, BUEBARM: Ak
fit



E T B H+hmpi+kmliE4Tqe

o WERFENETE
module load bisheng-3.2.0
module load hmpi-2. 3.0
module load kml-2.3.0

o WEeeHHEAE
export PATH=/scratch/apps/TEST/yjb/PAC/install/QE-bs—kml/bin:$PATH

« i&4Tqe

cd benchmarks/small-benchmarks

mpirun ——allow-run—as—root —np 64 —x OMP_NUM THREADS=1 ——mca btl “openib —x UCX WARN UNUSED ENV VARS=n pw.x -
input ./test 4.in 2>&1 | tee —a gqe—64-bs—kml. log

AT e, AT H 3 MR H S qe-64-bs-kmnl. log, BFE H &4 EALPWSCRIX —4T FPWALLAIEUE, AN, BUE R
e



2T B H +hmpi +km HEALETIZ /T qe

o WERFENETE
module load bisheng-3.2.0
module load hmpi-2. 3.0
module load kml-2.3.0

o WEeeHHEAE
export PATH=/scratch/apps/TEST/yjb/PAC/install/QE-bs—kml-xuanxiang/bin:$PATH

« i&4Tqe

cd benchmarks/small-benchmarks

mpirun ——allow-run—as—root —np 64 —x OMP_NUM THREADS=1 ——mca btl “openib —x UCX WARN UNUSED ENV VARS=n pw.x -
input ./test 4.1in 2>&1 | tee —a ge—64-bs—kml-xuanxiang. log

BTG, 4 H M H £ qe-64-bs—kml-xuanxiang. log, &F& HE45EAPWSCFIX —4T HHWALLHIEUE, BN NP,
BB AR AL



FTF B H +hmpi +km] HEALIE T +HR BAZELE 1T qe

o WERFENETE
module load bisheng-3.2.0
module load hmpi-2. 3.0
module load kml-2.3.0

o WEeeHHEAE
export PATH=/scratch/apps/TEST/yjb/PAC/install/QE-bs—kml-xuanxiang/bin:$PATH

« i&4Tqe

cd benchmarks/small-benchmarks

mpirun ——allow-run—as—root —np 80 —x OMP_NUM THREADS=1 ——mca btl “openib —x UCX WARN UNUSED ENV VARS=n pw.x —
input ./test 4.1in 2>&1 | tee —a gqe—80-bs—kml-xuanxiang. log

BTG, 4 HF M H E£qe-80-bs—kml-xuanxiang. log, & & H E45EAPWSCFIX —4T HHWALLHIEUE, BN NP,
BB AR AL



PR REXT LL

B

LT
fi

TR gcc w25 +openmpi 58. 35s Fep
Hﬁ = éﬁﬁz%ﬁ*‘hmpl 64 48. 90s ’fjii
5 5 5 8 5 +hmp L 1T 64 44, 57 fi
BB 5 2 1 s +hmp 1+ IS 03 22 +68 A0 A4 3% T 64 43. 85s
BB 79 1 i -+hump 1+ 5% 5 00 2 0 DA e T 80 36. 655
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