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13 E#E VPN fF, ERG—RSHRKSEDERNILRS

IRSSEEEf oAttt : 175.200.19.12 MKS: weibohong Zf5: Openlab@123

LR BRFENARFBERFTEI. W: /workspace/home/nws/weibohong/wbc
14 FRHABFREEEET

/workspace/home/nws/weibohong/opt-case

2 HRJ HPC A QE 4L

F#IES: https//www.hikunpeng.com/document/detail/zh/kunpenghpcs/prtg-

osc/kunpengguantumespresso_02_0001.html

21 QENAEREZETHK

HETFEF25+hmpil.2.0+KML 1.7.052 5 QE 7.3. 1k &AM 4iF
Idd ge/bin/pw.x

[X]11. 175.200.19.12 (weibehong)

[weibohong@C5-19-002 q-e-ge-7.3.11$ pwd
/workspace/home/nws /weibohong/qpc2.8/boost/q-e-qe-7.3.1
] g@pc l]$ ldd ./bin/pw.x
linux-vdso.so.1 (©x00 0)
b ack_full rkspac ic/software/1 </km1/l 7.0_lapack3.10.1_scalapack2.2.0/1ib/libklapack_full.so (0x000040016 00)
ftw so0. sr/li i (0x00004! 0)
/wmki[xace/pulxllc/ﬂcftwa|e/l b
/workspace/pub

1(/<(=ftwa|e/m| i/hmpi/1.
/workspace/| lic/software/mpi/hmpis/1.2.0
workspace/public/software/compilers/bisheng/ .5
bli

/u<|/11l=b4/11hc 0.6 (OxO00
/1d-linux-aarch64.s
/workspace/| S
ce/public/software/mpi/hmpi/
/w(:lkﬁpa(e/pulxllc/ﬁoftwale/rnpl/hmpl/]

Jusr/1ib6a/Vibevent_core-2.1.50.7
7 r/1ib64/libevent_pthread
50.1 (0x00004
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[%]11. 175.200.19.12 (weibohong)

hartree contribution 863.15689177 Ry
xc contribution -819.46734564 Ry
ewald contribution -4328.08423805 Ry

convergence has been achieved in 15 iterations

Writing all to output data dir /tmp/pwscf.save/ :
XML data file, charge density, pseudopotentials, collected wavefunctions

init_run : 0.70s CPU 0.77s WALL ( 1 calls)
electrons : 59.,75s CPU 60.83s WALL ( 1 calls)

Called by init run:

wfcinit : 0.38s CPU .39s WALL calls)
potinit : 0.01s CPU .02s WALL calls)
hinito 0.06s CPU .10s WALL calls)

Called by electrons:

c_bands : 56.88s CPU .78s WALL calls)
sum_band : .93s CPU .97s WALL calls)
v_of_rho : .09s CPU .09s WALL calls)
newd : .73s CPU .81s WALL calls)
mix_ rho : .08s CPU .09s WALL calls)

Called by c_bands:
init us 2 : .05s CPU .05s WALL calls)
regterg 2 .75s CPU .62s WALL calls)

Called by *egterg:

rdiaghg : 47 . . WALL calls)
h_psi : . . WALL calls)
s_psi : : : WALL calls)
g _psi : : : WALL calls)

Called by h _psi:

h_psi:calbec : c c WALL calls)
vloc psi : . . WALL calls)
vloc psi:tg : . . WALL calls)
add _vuspsi : - - WALL calls)

General routines

calbec : . . WALL calls)
fft = . .26s5 WALL calls)
ffts : . .03s WALL calls)
fftw : . .55s WALL calls)
interpolate : . .05s WALL calls)

Parallel routines

fft_scatt xy : c .14s WALL calls)
fft_scatt yz : c .38s WALL calls)
fft scatt tg : . .03s WALL calls)

PWSCF : Im 1. .53s WALL

This run was terminated E B Ue 30May2024
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module purge
module load compilers/bisheng/2.5.0/bisheng2.5.0 mpi/hmpi/1.2.0/bisheng2.5.0

libs/kml/1.7.0/kml_1.7.0 lapack3.10.1 scalapack2.2.0_bisheng2.4.0

MR2 . RWFSEEN
Jconfigure CC=mpicc FC=flang F90=flang F77=flang MPIF90=mpifort MPIF77=mpifort FCFLAGS="-

O3 -march=armv8.2-a -mcpu=tsv110 -mllvm -force-customized-pipeline=true -fuse-Id=Ild"

CFLAGS="-0O3 -march=armv8.2-a -mcpu=tsv110 -mllvm -force-customized-pipeline=true -fuse-ld=Ild"

wpifort MPIF77=mpifort FCFLAGS="-
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iplit MultiExec Tunneling Packages Settings Help
[%]11. 175.200.19.12 (weibohong)

hartree contribution 863.15689177 Ry
xc contribution -819.46734564 Ry
ewald contribution -4328.08423805 Ry

convergence has been achieved in 15 iterations

Writing all to output data dir /tmp/pwscf.save/ :
XML data file, charge density, pseudopotentials, collected wavefunctions

init run : 0.75s CPU 0.77s WALL ( 1 calls)
electrons 2 59.94s CPU 61.35s WALL calls)

Called by init run:

wfcinit : 0 calls)
potinit : 0. : calls)
hinito 0 calls)

Called by electrons:

c_bands : 56. : calls)
sum_band : - - calls)
v_of rho : : : calls)
newd : : : calls)
mix_ rho : : : calls)

Called by c_bands:
init us 2 : : : calls)
regterg : : : calls)

Called by *egterg:

rdiaghg : : : calls)
h_psi : : : calls)
s psi : : : calls)
g _psi : : : calls)

Called by h psi:

h_psi:calbec : : : calls)
vloc psi : : : calls)
vloc psi:tg : : : calls)
add vuspsi : : : calls)

General routines

calbec 2 . CPU . WALL calls)
fft 2 . CPU . WALL calls)
ffts 2 . CPU . WALL calls)
fftw : . CPU . WALL calls)
interpolate : : CPU : WALL calls)

Parallel routines

fft scatt xy : . CPU .15s WALL calls)
fft scatt yz : : CPU .53s WALL calls)
fft scatt tg : : CPU .03s WALL calls)

PWSCF : Im 2. CPU .46s5 WALL

This run was terminated on: 16:10:16 30May2024
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MHR3: REN20MMZ

[%]11. 175.200.19.12 (weibohong)

-l OMP_NUM THREADS=1 -mca btl ~vader,tcp,openib,uct -x PATH -x LDLIBRARY PATH /workspace/home/nws/weibohong/zhukai/tiaoyou/q-e-qe-7.3.1/PW/src/pw.x -input test 3.in

mpirun  -n 120 -x OMP_NUM THREADS=1 -mca btl “vader,tcp,openib,uct -x PATH -x
LDLIBRARY PATH /workspace/home/nws/weibohong/zhukai/tiaoyou/q-e-qe-7.3.1/PW/src/pw.x -input

test 3.in
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Split MultiExec Tunneling Packages Settings Help
[%]11. 175.200.19.12 (weibohong)

xc contribution -819.46738598 Ry
ewald contribution -4328.08423805 Ry

convergence has been achieved in 16 iterations

Writing all to output data dir /tmp/pwscf.save/ :
XML data file, charge density, pseudopotentials, collected wavefunctions

init_run : 0.77s CPU 0.79s WALL ( calls)
electrons : 53.02s CPU 53.53s WALL ( calls)

Called by init_run:

wfcinit : 9.41s CPU .41s WALL calls)
potinit : 0.02s CPU .03s WALL calls)
hinit@ 0.06s CPU .08s5 WALL calls)

Called by electrons:

c_bands : 49.79s CPU .27s WALL calls)
sum_band : .12s CPU .13s WALL calls)
v_of rho : .14s CPU .14s WALL calls)
newd : .79s CPU .81s WALL calls)
mix_rho : .12s CPU .12s WALL calls)

Called by c_bands:
init us 2 : .06s CPU .06s WALL calls)
regterg : .65s CPU .11s WALL calls)

Called by *egterg:

rdiaghg : .00s CPU .25s WALL calls)
h psi : .90s CPU .02s WALL calls)
s _psi : .03s CPU .03s WALL calls)
g_psi : .02s CPU .02s WALL calls)

Called by h_psi:

h psi:calbec : .46s CPU .47s WALL calls)
vloc psi : .26s CPU .365 WALL calls)
vloc psi:tg_ : .01s CPU .01s WALL calls)
add_wvuspsi : .15s CPU .17s WALL calls)

General routines

calbec . .98s CPU .99s WALL calls)
fft : .28s CPU .31s WALL calls)
ffts : .03s CPU .03s WALL calls)
fftw : .65s5 CPU .755 WALL calls)
interpolate : .07s CPU .08s WALL calls)

Parallel routines

fft scatt xy : .16s CPU .16s WALL calls)
fft scatt yz : .36s CPU .45s WALL calls)
fft scatt tg : .03s CPU .04s WALL calls)

PWSCF : 55.14s .11s WALL

This run was terminated : : 3 30May2024

[weibohong@C5-19-002 test-casel$ |
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