WSL_ETDOpenMXD-1 > X k=)L

ARERITIEWindows 10/11DPCI(COpenMX Ver. 3.9% 1 > X b
—)L 9 B3FE%Z5AI D, WSL. Intel one API Base Toolkit
O HPC Toolkitzi&E A Lz (COpenMXZE1 > X =)L B,
Windows 11DZEEEAN(CREIUC THDH. WSLDEA (&
Windows 10&£EEE L TES TH D (Windows 11MDWSLE A (&
ARERITIEERUIRLY),

A ESiN
R ANZEZYDERITFR

2022F4H

L

0 2022FARDIFATOIBIRICEDVTHE D, =¥ and/or ERBDBBTE DXL UVHRVES
EHINBINELAN. CEHRTF0\,

o AERIBHRHABDIES. NHITBIEDTY., 1AM -IMEEICKBEEZ(CRALTEIAECSE
FETHREVNELETD,

o0 AREMIEKRAZTEAWeb EDIFGHRICEDE., MITHERO L TRHRINUEFIEZSE&H LU TLWET, &
WebD BRIt E DRI U E T,



1A M=I)UEED—E

UITFDOFIEICKID. Windows 10 PC(COpenMXZ1 > A R—=ILTED

1. PCORNRY D ET A RO ZESEEZHR T D

#3h 9 BIntel one API Base Toolkit & HPC Toolkitd-1 > X b—)LIC(E5 o
AODESFEN30 GBIZE. MEBEIRD., T0RT 14 AIOEEZB=E=NHDINHER
9B, £z, —MRICCPUDOZOY IHNENEDIFE. OpenMXDEITRE (5
R(CIRD. 1.8GHZE EMMEEEND, £20penMXDEITRE (EF 1 XTI DE
SIAARE (CHBEASND,

2. WSLZEATD

WSL (Windows Subsystem for Linux) (C&PD. Windows PC_ETLinuxiRiE
NEIRTE 3, OpenMXDEITHEEFIWSLD/ -3 > (CEASNS. F/2
VeXsrvIC K BAXT — /(DB AR EIND,

3. Intel one API Base Toolkit &7 HPC Toolkitdb-1 > X k=)L

one API Base Toolkit&HPC ToolkitiCc& D, Intel1>)81=. Math Kernel
Library (MKL), Intel MPIQ\FFHBIRE &2 D,

4. OpenMX Ver. 3.901 > X =)L
VEZ£1-3D# T4 (C0OpenMX Ver. 3.9 with patch3.9.9%Z1> X b—JL 9 3,



PC1l

PC2

5> MNCRWEPCIRIE

PC

FI)\ARX%&: LAPTOP-OS9EEKFG

JOtwt: Intel(R) Core(TM) i7-8550U CPU @ 1.80GHz
E&H=RAM: 16.0 GB

FA4RY: SSD & AFHuARE 3000MB/s, &= AKE=IAEE 1900MB/s

Windows 10
T5>+4>3>: Windows 10 Pro
J\—=3 > 21H1

SRATLDOERE: 64EwW b

PC

)\ Z%: LAPTOP-OSOEEKFG

JOtwH: Intel(R) Core(TM) i7-10750H CPU @ 2.60GHz
SERAM:  16.0 GB

F4RJ:  SSD EAFIAEE 3000MB/s, SAZIAEE 1900MB/s

Windows 10
IT5>+4>3>: Windows 10 Home
J\—=3>: 21H1

SRTLDERE: 64EwW b



PCOANRY D EFT A RDVESTE=HRIT D

%k 9 BIntel one API Base Toolkit T HPC Toolkitd- > X b—JLIC(F
T4 ATDES=N30 GBIEE. B LD, TR RIOEEZTEF=HNH
DMERT D, —HRICCPUDIOY IEHNENEDIEE. OpenMXDEITIR
E(IERCIRD, 1.8GHZI AR ETND., £/0penMXDEITEE (FF

A RTDEZTAHRECERESL< KGNS,

Intel one API Base ToolkitdD-1 > X b—)UICWHERS X5 AEHF(FILL Fweb
(CEEE SN TULDDT. CHERIESTZLY,

https://software.intel.com/content/www/us/en/develop/articles/intel-oneapi-base-toolkit-system-requirements.html

Intel one API HPC Toolkitd>-1 > X b—)LICWHEIRS AT AEHF (T TFweb
[CECE S TULDDT., CHERIASTZLY,

https://software.intel.com/content/www/us/en/develop/articles/intel-oneapi-hpc-toolkit-system-requirements.html



https://software.intel.com/content/www/us/en/develop/articles/intel-oneapi-base-toolkit-system-requirements.html
https://software.intel.com/content/www/us/en/develop/articles/intel-oneapi-hpc-toolkit-system-requirements.html

WSLZE AT D #1

® WSL (Windows Subsystem for Linux) (C&D. Windows PC_ETLinuxiz
IBHEIRTED,

® (> AM—IJLDOFIREGYAoOY I bOARNT A MIEBH SN TWNDDT, €
5572 SRIESTZU,

https://docs.microsoft.com/ja-jp/windows/wsl/install-win10

® iddWebTIld [Windows Insider BB EE=N=A > A M—JL] & T
FENA A M—=ILDOFIE] OZDDHEENGIASNTH D, FAIRBEDS
ECAAR=ILUTE

® F/zgoogleFT [wsl 1>A =)L) ERBITNL, ST NTA>
A M=)LFIEHLEESR SN T D,

o OpenMXd)iﬁl_F(afWSLd)}\—/a NCHEFELTLNVD, WSL1EWSL2
ZE AL, ROFY—U5t8EZEmUE L TEVIR/\—=>3 > Z8IRUT
JEETz0N,

® Linux T AMUEIZ—23>&UTOpenMXDOETEBEINER TETTLDS
Ubuntu 18.04 LTSZ#EE T D, (1> A =)L THRELRLE/\RXDT—RIZS
%, [HHETB3EH. XAE'ELTHL)


https://docs.microsoft.com/ja-jp/windows/wsl/install-win10

WSLZE AT D #2

e WSLHEEAZ(CO>Y—)Lwindow
ZHUVC, .bashrc%l?‘/r/y%ﬁﬁb\ &) t-0zaki@LAPTOP-OS9EEKFG: ~
TIEIET D, (BfHITlEemacszEF ©'$ emacs —nw . bashrc
LTWLBH. BEDEVNVEBNZIS
1 %I D)

® .bashrcOFEZICTFEITZMMITIMZ T, T—T93,

WSL1DiZ&E WSL&EWindowsD I 7 A ILS AT AIFRIEEBRENT NS =8,
. WSL_FTE 3 BE(CHEWindows T 7 ()L AT AICFEEN LT
export DISPLAY=:0.0 B E AR (123, aliasCedhERE L THL ZET.
export LIBGL_ALWAYS_IN windowsJ 7 1)L RF AICHBICBE TE S,

ISuke¥ Ozaki/wc;rk/'
WSL20IEE N O EEEDBRE CADETES

export DISPLAY=3(awk '/nameserver / {print $2; exit}' /etc/resolv.conf 2>/dev/null):0

export LIBGL _ALWAYS INDIRECT=1

alias xterm=Xxterm -rv -fn 12x24 &'

alias uxterm="'uxterm -fa "DejaVu Sans Mono:style=Book" -fd IPAGothic:style=Regular -fs 12 &'
alias cdh="cd /mnt/c/Users/Taisuke¥ Ozaki/work/'

Y OB EEBOBRIECADETESE

alias cdh='cd /mnt/c/Users/T:




WSLZE AT D #3

® Intel one API Base Toolkit & HPC Toolkitd-1 > X b—)LDFRICXH—)(
MRBEESNTWVWBLDTHD, €2C [ XU—)N] ZEAT B,

@ XH—)\ZEATBZEICLKD., Linux EORRARGUIV D MHIFIRATE S, &
J=CUITdHhBDX-terminalziEE. HWTIEE I D ENTlge LD, VEEZDER
AN =1 i

® XH—)\ZEATBICIEVcXsrv. Cygwin/X. Xming/R EEEDY TJ NDOILF
MEHENTWVBH, FAIVcXsrvEER L TULVD, FieH -1 ~MIVeXsrvdd -
A B=)LEEMNRESHESNTLD,
https://atmarkit.itmedia.co.jp/ait/articles/1812/06/news040.html
https://sourceforge.net/projects/vexsrv/

XH—)NDEAZICWSLOO> Y —)lwindowh5, xterm¥uxterm (BHAGE(E
ez 5 EIFdC ENHERD, R sIE(C T Uz . bashre\dDaliasigE
(CKD, FEEIOVY> RTIUBE RS,

&) t-0zaki@LAPTOP-OSIEEKFG: ~ { @) t-0zaki@LAPTOP-OSIEEKFG: ~
:"$ xterm



https://atmarkit.itmedia.co.jp/ait/articles/1812/06/news040.html
https://sourceforge.net/projects/vcxsrv/

WSLZE A9 D #4

VeXsrvz FBWTXS —/)\ZE8A L. W DOWSL2ZFERL TL\D5
BlZlE. X5—/)\D [Display setting] F(HAK)(CT [Additional
parameters for VcXsrv] (C -ac Z3IEET B,

Extra settings

Extra settings

Vv Cliphoard
Start the integrated clipboard manager
¥ Primary Selection
Also phap the PRIMARY selection 1o the windows cliphoard.

W MNative ofengl
Use thé native windows opengl library (well. Make sure to export the

le access control
this whan vou want voxsry to accept connections from all clients.

Additional parameters for Wellsmy

|—ac|

< E%(B) RA(N) > Froel

LE H = 5E
g E H £ iy 2
e 3 : 5 ¢
A i i =4
§ : ! 55
H ‘ 2 d
i | 5

+ ]

i £l

i

Lo =

i {
z
R ..
T



WSLZE AT D #5

Windows T2 X JO—S CWSLEHDOEEST « LU MU Z/ERR L TH <
DZEICIFLATDLD (CworkZz=/ERR U T D,

¥ s | work
b - HEE =R
&« v >[PC > Windows (C}) » 1-%— » Taisuke Ozaki » work]

CNUTHISE U T, .bashrclCA FdDaliash'ssEEL TH Do
alias cdh='cd /mnt/c/Users/Taisuke¥ Ozaki/work/'
bashrc(CEAUTIX TWSLZEATD #2] ODRXAS1 RZESHBODOC &

&) t-0zaki@LAPTOP-OSIEEKFG: ~
2§ cd

baShrC(JWSLD\%fi :"§ Is -A .bashrc

— /\TF ' *$ tail basl
ERSYINad A at 4 V2P i ail .bashrc
NJICFELTWSD |
— —2 3 t DISPLAY=$ (awk '/ / int $2; it} /etc/ Iv.conf 2>/dev/null):0
CEISFE, WSLD %ngt LI1BGL Aumg IND?EEST;Z& LIS 2 GO A G vy

“ 2 t t

:l?) I\jD \/j I\ I::g ﬁx%gwm—xui’rtgrmrvfa nDeJ:Vu Sans Mono: style Book” -fd IPAGothic:style=Regular —fs 12 &

alias cdh="cd /mnt/c/Users/Taisuke¥ Ozaki/work/
MWSaDIN RT
ED b\tgéo

source /opt/intel/oneapi/setvars. sh



WSLZEB AT D #6

WSLDO YV —=ILIA > RTROWAEIN > FaEEITI D,

sudo apt update

sudo apt upgrade

sudo apt install make
sudo apt install gcc
sudo apt install g++
sudo apt install libnss3

BH., HERTTIVZAAR=ILTD

sudo apt install gnuplot
sudo apt install gnuplot-x11

sudo apt install emacs
sudo apt install vim



Intel one API Base Toolkitdb-1 > X b—J)L #1

Intel one API Base ToolkitIC(FAT DS 1A IS UENSEND,

Intel® oneAPI Collective Communications Library
Intel® oneAPI Data Analytics Library

Intel® oneAPI Deep Neural Network Library
Intel® oneAPI DPC++/C++ Compiler

Intel® oneAPI DPC++ Library

Intel® oneAPI Math Kernel Library

Intel® oneAPI Threading Building Blocks

Intel® oneAPI Video Processing Library

Intel® Advisor

Intel® Distribution for GDB*

Intel® Distribution for Python*

Intel® DPC++ Compatibility Tool

Intel® Integrated Performance Primitives

Intel® VTune™ Profiler

Optional: Intel® FPGA Add-on for oneAPI Base Toolkit

Base Toolkitl&End User License Agreement®@#RFICEID, ZDFERANRHSNT
WD, FHlIETFECURLZ CHESRIES 20\,

https://software.intel.com/content/www/us/en/develop/articles/end-user-license-agreement.html



https://software.intel.com/content/www/us/en/develop/articles/end-user-license-agreement.html

Intel one API Base Toolkitdb1 > XA ~—J)L #2

(1) Intel web_EMh5SBase Kit (I_BaseKit_p 2021.3.0.3219 offline.sh)
A I O—RT B,

https://registrationcenter-download.intel.com/akdIm/irc nas/17977/1 BaseKit p 2021.3.0.3219 offline.sh

B ZXMN3.4GBHBDT. > 0O— RICIEZNRDIICERBI(ADIEE) B,
E#ThRMDBase ToolKitZ AU\ TCinstallg d15&(CIILLTF. versionZiFHmAHAMNATF
=L\,

(2) “I_BaseKit_p_2021.3.0.3219_offline.sh"ZB8®
"work"7« L KJICOE—T 3,


https://registrationcenter-download.intel.com/akdlm/irc_nas/17977/l_BaseKit_p_2021.3.0.3219_offline.sh

Intel one API Base Toolkitdb-1 > X ~—J)L #3

(3) WSLOONX > RZJO> bSIRODIN > RZEEITIT D
sudo bash | _BaseKit_p 2021.3.0.3219 offline.sh

&) t-ozaki@LAPTOP-OSIEEKFG: ~

:"$ sudo bash | BaseKit p 2021.3.0.3219 offline. sh
[sudo] password for t-ozaki:

Ubuntuz - > X b—JL UTERRICERTE UTepasswordZ A L. UIES <#F>TLY
B &System requirement®F 1w ZJY°End User License Agreement®&s (C
EI3BRI(RY T 7Y ITEH)MNGDD., FFEITDEA A M=ILMBRESD, &EH
THEW DWW DOEMEIEN DD,

g $ sudo bash |_BaseKit_p_2021.3.0.3219_offline. sh
[sudo] password for ozakl

xtract | BaseKi 202 3.0.3219 offline to /mnt/c/Users/Taisuke Ozaki/work/| BaseKit p 2021.3.0.3219 offline.. AlL | —
e e e S TR R 1EsI(C ,%%T L I Yt
xtract | BaseKit p_2021.3.0.3219_offline completed!

OStandardPaths: XDG_RUNTIME_DIR not set, defaulting to ° /tmp/runtime-root’ /Opt/lntel/onea pl/
_ A F(CDPC++/C++
Inte] s enamiarets Compilert® Math Kernel

Library’2 EHV1 > X
Installer will check your system requirements and launch I ra ry d\ /
automatically. Click Continue to begin. n

ILE=nsd,




Intel one API HPC Toolkitdb1 > X b—)L #1

Intel one API HPC Toolkit(CIZATDS A IS UERSEND,

Intel® oneAPI DPC++/C++ Compiler
Intel® oneAPI Fortran Compiler
Intel® C++ Compiler Classic

Intel® Cluster Checker

Intel® Inspector

Intel® MPI Library

Intel® Trace Analyzer and Collector

HPC ToolkitdDBase Toolkit\OAKkFED =8, Base ToolkitZz -
>~ X =)L UJ=%(CIntel one API HPC Toolkitx-1> X k=)L U
T<LZauy,

Base Toolkit/&End User License Agreement®@#RFI(CEID ., ZDERAMRSDHSNT
WD, FMIETEEURLZ CHEERIEETZ0\,

https://software.intel.com/content/www/us/en/develop/articles/end-user-license-agreement.html



https://software.intel.com/content/www/us/en/develop/articles/end-user-license-agreement.html

Intel one API HPC Toolkitdb1 > X b—)L #2

(1) Intel web_EMSHPC Kit (I_HPCKit_p_2021.3.0.3230_offline.sh)
A I O—RT B,

https://registrationcenter-download.intel.com/akdIm/irc nas/17912/1 HPCKit p 2021.3.0.3230 offline.sh

HAXH'1.25GBH DD T, FI>0O— RICIFZENRD (CEHEI(2D1EE)HIENS,
e HThRMDBase HPCKitZz AU\ Tinstall 9 & (CIELLTF. versionZzFHEHMNZ T T
é(/\o

(2) “I_HPCKit_p_2021.3.0.3230_offline.sh"%E &
"work”">« L2 MU (COE—9 3,


https://registrationcenter-download.intel.com/akdlm/irc_nas/17912/l_HPCKit_p_2021.3.0.3230_offline.sh

Intel one API HPC Toolkitdb1f > X b—)L #3

(6) WSLOONY> RJO>T bHSIRODINY > RZEEITIT D
sudo bash I HPCKit_p 2021.3.0.3230_offline.sh

&) t-ozaki@LAPTOP-OSIEEKFG: ~

:"$ sudo bash | BaseKit p 2021.3.0.3219 offline. sh
[sudo] password for t-ozaki:

Ubuntuz - > X b—JL UTERRICERTE UTepasswordZ A L. UIES <#F>TLY
B &System requirement®F 1w ZJY°End User License Agreement®&s (C
EI3BRI(RY T 7Y ITEH)MNGDD., FFEITDEA A M=ILMBRESD, &EH
THEW DWW DOEMEIEN DD,

: $ sudo bash |_HPCKit_p_2021.3.0.3230_offline. sh
[sudo] password for t ozakl

xtract | HPCKit 2021 3.0.3230_offline to /mnt/c/Users/Taisuke Ozaki/work/|_HPCKit_p_2021.3.0.3230_off|ine. Ath | — g A7
[############################################################################################################ _|—_E s ( L,% S T g_ 5 c‘_’_ N
xtract | _HPCKit_p_2021.3.0.3230 offline completed! =~

JStandardPaths: XDG_RUNTIME_DIR not set, defaulting to ' /tmp/runtime-root’ /Opt/lntel/onea pl/
BUF(CFortrand> /(15
12 MPI Library/a2 ENV1 >
Installer will check your system requirements and launch Z |\— ) Léﬂ% o

automatically. Click Continue to begin.

intel Intel® oneAPI HPC Toolkit




Intel one API HPC Toolkitdb-1 > X b—J)L #4

IESE (LA > X h—)L T EERORISIHEE

The following tools have been installed successfully:

/ Intel® oneAPI HPC Toolkit, v. 2021.3

D Open Get Started Guide

Go to Installed Products




Intel one API Base Toolkit XU HPC ToolkitdD-1 > X b—)LODWEER #1
(1) WSLOON> RTJO>T h&ED, ROON> RZEFEITIT D,
source /opt/intel/oneapi/setvars.sh

(2) I5« %L\ T.bashrcg&#Z1TIC
source /opt/intel/oneapi/setvars.sh Z{tFHI1X 3.

&) t-07aki@LAPTOP-OSIEEKFG: ~
.~$ emacs -nw .bashrc

.bashrcoH 5

/etc/resolv. conf 2>/dev/null) :0

Jopt/intel/oneapi/setvars. sh

IR TZ—1T



Intel one API Base Toolkit & HPC Toolkitd > X b—)LDIEER #2

(3) WSLOON > RTJO>T bKD, ROOX> REETID, /\—=23
NERHARRESNDIRS., 1> XM =ILAIEREICITHONTULS,

&) t-0zaki@LAPTOP-OSIEEKFG:; ~

| ."$ icc —version
icc (ICC) 2021.3.0 20210609
Copyright (C) 1985-2021 Intel Corporation. All rights reserved.

| | ."$ ifort —version
ifort (IFORT) 2021.3.0 20210609
Copyright (C) 1985-2021 Intel Corporation. All rights reserved.

i :"$ mpirun —version , _
Intel (R) MPI Library for Linux* 0S, Version 2021.3 Build 20210601 (id: 6f90181f1)
Copyright 2003-2021, Inteé Corporation.




OpenMX Ver. 3.90-1> X =)L #1

http://www.openmx-square.orq/
(1) OpenMX®DWebt - b5 Welcome to OpenMX

openmx3.9.tar.gz
« What's new
patCh 3 . 9 . 9 . ta r. g Z Patch3.9.6 to OpenMX Ver 3.9 (Aug. 21, 2021)

Patch3.9.2 to OpenMX Ver 3.9 (Feb. 11, 2020)

* What is OpenMX?

%gv\/l:l— Ha_éo  Download
« Manual of Ver. 3.9
 Manual of Ver. 3.8
¢ Technical Notes
e Video Lectures

1 Y7 ¢ Publications
Download" =2 w2033 ELLTF ) 8penm§5¢um
. pen iewer

0)/\0_ :/“ (:Eiza_ 5 o » Workshop

« Database of Results
« Database of VPS and PAO
o Ver. 2019

OpenmX3-9.tar.gZ patCh3_9_9.tar_gZ o Ver. 2019 for core excitations

« ADPACK
 Miscellaneous informations
TNTN. UTFRIVUYITS m
vl \ zeTHmso-RTES,

Downlpad of OpenMX

Available packages in terms of GNU-GPL Version 3 ( v3)

« openmx3.9 (release date: 03/Dec./2019, 158 MB) + patch (21/Aug./2021) README.txt
 openmx3.8 (release date: 03/April/2016, 136 MB) + patch (12/June/2018) README.txt
» openmx3.7 (release date: 23/May/2013, 112 MB) + patch (21/Feb./2015) README.txt


http://www.openmx-square.org/

OpenMX Ver. 3.901 > X =)L #2

(2) openmx3.9.tar.gz&pach3.9.9.tar.gzz"work">« L2 KU (COE—
9D, .bashrcfhd"alias cdh" TIEULIET 4 LI MU TICELK ERULY,

(3) WSLOO> Y —ILICTUTRFEITI B,

$ tar zxvf openmx3.9.tar.gz

$ cp ./patch3.9.9.tar.gz openmx3.9/source
$ cd openmx3.9/source

$ tar zxvfmp patch3.9.9.tar.gz

$ mv kpoint.in ../work/

(4) openmx3.9/souce®makefile R T T DRRICIEE T D(IT7 =L T),

MKLROOQOT = /opt/intel/oneapi/mkl/latest

CC = mpiicc -O3 -xHOST -ip -no-prec-div -gopenmp -I${MKLROOT}/include -I${MKLROOT}/include/fftw

FC = mpiifort -O3 -xHOST -ip -no-prec-div -gopenmp

LIB= -L${MKLROOT}/lib/intel64 -Imkl_scalapack_Ip64 -Imkl_intel_Ip64 -Imkl_intel_thread -Imkl_core -lifcore -Imkl_blacs_intelmpi_lp64

-liomp5 -Ipthread -Im -Idl . . N
LIBO1T(E—ITCTHDZ EITER
(5) WSLOO> YV —=)LICTUTZEITIT D,

$ make all 1> A R—=ILANERE(CHR T IS & "openmx3.9/work”H
$ make install ([CE1T T 7 )L openmxhERK SN B,



OpenMX Ver. 3.9D>FY—D:1E

14EDAN T 7AILICH U TEBNICETEZEITL. BEDOTEFRER &R
9 BruntestxiTo e, Z—DDWindows 10 PCICxt U CEtE& %= E e,

PC1l PC

FI)\AX&: LAPTOP-OS9EEKFG

JOtwH: Intel(R) Core(TM) i7-8550U CPU @ 1.80GHz
EERAM: 16.0 GB

T4 R SSD s AFHAIRE 3000MB/s, s AEIARE 1900MB/s

Windows 10

I5>+4>3>: Windows 10 Pro

J\—=3 > 21H1

S AT LDIEFE: 64EwW ~
PC2 PC

F)\A2%&: LAPTOP-OS9EEKFG

JOtwt:  Intel(R) Core(TM) i7-10750H CPU @ 2.60GHz
FERAM: 16.0 GB

4R SSD RAGHAEE 3000MB/s, BAZIAEE 1900MB/s

Windows 10

I5>+4>3>: Windows 10 Home

J\—=3 > 21H1

SATLOMER: 64y runtestiCEI L TldwebESBDT &,

http://www.openmx-square.org/openmx man3.9jp/nodel7.html



http://www.openmx-square.org/openmx_man3.9jp/node17.html

OpenMX Ver. 3.9 FY—T:18 #2

PC1IZ &k Aruntestd$E R D — 151
WSL1: mpirun -np 4 ./openmx -runtest -nt 1

1 input_example/Benzene.dat
2 input_example/C60.dat

3 input_example/CO.dat Elapsed time(s)= 23.61
4 input_example/Cr2.dat Elapsed time(s)= 21.58
5 input_example/Crys-MnO.dat Elapsed time(s)= 84.86
6 input_example/GaAs.dat Elapsed time(s)=99.17
7 input_example/Glycine.dat  Elapsed time(s)= 11.67
8 input_example/Graphite4.dat Elapsed time(s)= 7.99

9 input_example/H20-EF.dat  Elapsed time(s)=8.70
10 input_example/H20.dat Elapsed time(s)= 8.13
11 input_example/HMn.dat Elapsed time(s)= 29.00
12 input_example/Methane.dat Elapsed time(s)= 6.54
13 input_example/Mol_MnO.dat Elapsed time(s)= 17.34
14 input_example/Ndia2.dat

Total elapsed time (s) 385.90

=G

= I

Elapsed time(s)= 10.35
Elapsed time(s)= 48.24

runtest(CEH U TIFXLLTFDwebZ

diff Utot= 0.000000000031 diff Force=0.000000000003
diff Utot= 0.000000000000 diff Force=0.000000000001
diff Utot= 0.000000000096 diff Force= 0.000000000262
diff Utot= 0.000000000944 diff Force= 0.000000000294
diff Utot= 0.000000000003 diff Force= 0.000000000004
diff Utot= 0.000000000000 diff Force= 0.000000000000
diff Utot= 0.000000000001 diff Force= 0.000000000000
diff Utot= 0.000000000006 diff Force=0.000000000127
diff Utot= 0.000000000000 diff Force= 0.000000000002
diff Utot= 0.000000000000 diff Force= 0.000000000011
diff Utot= 0.000000000131 diff Force= 0.000000000021
diff Utot= 0.000000000016 diff Force= 0.000000000001
diff Utot= 0.000000000370 diff Force= 0.000000000118

Elapsed time(s)=8.71 diff Utot= 0.000000000001 diff Force=0.000000000000

D&,

http://www.openmx-square.org/openmx mana3.9ip/nodel7.html



http://www.openmx-square.org/openmx_man3.9jp/node17.html

O ~NO O WNPEF

9

input_example/Benzene.dat Elapsed time(s)= 5.45
input_example/C60.dat Elapsed time(s)= 24.39
input_example/CO.dat Elapsed time(s)= 13.21
input_example/Cr2.dat Elapsed time(s)= 9.92
input_example/Crys-MnO.dat  Elapsed time(s)= 24.60
input_example/GaAs.dat Elapsed time(s)= 38.56
input_example/Glycine.dat Elapsed time(s)= 6.48
input_example/Graphite4.dat Elapsed time(s)= 4.32
input_example/H20-EF.dat Elapsed time(s)= 4.99
10 input_example/H20.dat Elapsed time(s)= 3.97

11 input_example/HMn.dat

12 input_example/Methane.dat
13 input_example/Mol_MnQO.dat
14 input_example/Ndia2.dat

Total elapsed time (s)

OpenMX Ver. 3.9 FY—2T:18 #3

PC2(Z &k Aruntestd$E R 0D — 151
WSL1: mpirun -np 6 ./openmx -runtest -nt 1

runtest(CEH U TIFXLLTFDwebZ

Elapsed time(s)=

174.79

=G

= I

Elapsed time(s)= 20.27
Elapsed time(s)=
Elapsed time(s)= 10.51

3.15

diff Utot= 0.000000000040 diff Force=0.000000000012
diff Utot= 0.000000000000 diff Force=0.000000000000
diff Utot= 0.000000000096 diff Force=0.000000000261
diff Utot= 0.000000000907 diff Force=0.000000000172
diff Utot=0.000000000003 diff Force=0.000000000005
diff Utot= 0.000000000000 diff Force= 0.000000000000
diff Utot= 0.000000000001 diff Force=0.000000000000
diff Utot= 0.000000000006 diff Force=0.000000000124
diff Utot= 0.000000000000 diff Force=0.000000000002
diff Utot= 0.000000000000 diff Force=0.000000000011
diff Utot= 0.000000000131 diff Force=0.000000000021
diff Utot= 0.000000000011 diff Force= 0.000000000001
diff Utot= 0.000000000370 diff Force=0.000000000118

4.98 diff Utot=0.000000000001 diff Force=0.000000000000

D&,

http://www.openmx-square.org/openmx mana3.9ip/nodel7.html
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OpenMX Ver. 3.9DOR>FY—T:18 #4

runtestOsTEEFEIZLU T ICEX EH D,

WSL MPI procs. OMP threads:  EHERFR (7))
N—23y
1 4 1 385.90
1 2 2 1805.65
PC1 , 4 1 275.30
2 2 2 275.55
1 6 1 174.79

WSLD/\—= 3 > OiEt)IaER (FPCICHFE L TWLWB Z END B,

TieWeb(CHBEHESNIZO S RAY —s1E#OTERRB S8 LU TH.

THRIRETERETHDIZ ENDTH B,
http://www.openmx-square.org/openmx man3.9jp/nodel7.html
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