Linux ¥ —/ 3K Quantum ESPRESSO A > X h—/L===2T /)L
202347 H 6 H

K~v==2T7)LVDOHW

Rv =27 AT, B—a— ¥ ERIC Linux #—/% (Cent0S 7.8) %/ LT Quantum ESPRESSO ® 2 = 7 % 115
FATF 2 7D DERESHESE S5 & Winnostar 0 U E— k¥ 3 ZEAMIEN B Linux #—/ S~ 3 72 BAT 2 H k%R LT
WET, AR Ca—YDOFR—LT 0 L7 NIENTTY ZEABELTHET, #a—VRERT LY —
SOBREEEMET 5 HIE, Bk — K ERIRT B BREEAMET B ik, GPU & VB BRE A MRS 5 ik KA~ = o
TVCEENFEFADT, JlEBHWEDLELTEIN,

5. REOFMEE Linux $— 554 2 F—F v MOERLTVS 2 L 2AHEE LTWET,

L a3 A TR A A =L

)

Linux =N 2m 7 A L, BLFDa~<y R Tmake A VA M—/LENTWDH R T 5,

$ which make

AVA M= ENTHNV WS yun 72 EORy F—VFY 7 v =2 T E AN TA VA =T 5, Cent0S
7.8 T yum & 9 HBHIILL T O L 5 ITFETT D,

$ sudo yum install make

UTFDa<wy RTgfortran DA— 3 U 4.9 DL ETH D0 HERT 5,

$ gfortran --version

geec WA VA F—LENTWARY, HHUVMT gfortran DA—2 5 3 4. 8 LRI TH L LA L. yum 2 ED
Ny —VEEY 7 by =7 ZHWT gfortran 4.9 LIFEEZ A A h—/19 2%, Cent0S 7.8 T yum Zff 55
BT O XS I2F77 5,

$ sudo yum install centos-release-scl

$ sudo yum install devtoolset-7

FROFETA VA = LEHAIE, BIEDO Y = /LT Quantum ESPRESSO # /L R 57=0ic, BLFD=
<~V R&FEIT LT gfortran AT 5, 728, ~/.bashrciZZDa~r REIBRT 5 & Linux H—NZ
07 A LETIEWNIZDa~vy ROFEFTHRRELRL0, RV —"EIZBT Moy 7 bo =7 & OFRED
TREDNNE L 72D, AETIE~/ . bashre ~DIBFLITMAETITR,

$ scl enable devtoolset-7 bash

UToa<wy FTmd B4 VA RM—/LENTND0ERT 5,

$ which m4

AVAR—=AENTWARWEE X yun 2 EDNRy I —VFH Y 7 b 27T ZHWTA A h—17F 5, Cent0S
7.8 T yum 5 HFEIFLTFO L D ICFETT D,

$ sudo yum install m4

UTFDa<y FTgit A VA =L ENTWENERT S,

$ which git

AVAPR—=AENTWARWEE X yun 2 EDNRy I —VFH Y 7 b2 T2 HWTA A h—1F 5, Cent0S
7.8 T yum 5 HAIFLTFO L D ICFETT 5,

$ sudo yum install git



LLF®D a2 RTPython3 284 > A h—/L & TWAHEERT 5,

$ which python3

AVA M= ENTHNV WS yun 72 EONRy F—VEFB Y 7 v =27 Z# AN TA VA =T 5, Cent0S
7.8 T yum Zff S /EIXLL N DO L S IZETT 5,

$ sudo yum install python3



MPI DA A h—)L
yum 7R EONRy =Y 7 F U = TIZE D MPICH 24 A h—/L LT HEDRWA, MENSE Z 28558 13ARE
DOFINEZHENA VA N =T D,

)

®

V=77 Z W Thttps://www.mpich.org/static/downloads/3.4.2/mpich-3.4.2.tar.qz &%
vrr— 35,

-7 L7z mpich-3.4.2.tar.gz % SCP, FTP 72 & C Linux Y — NZ#sikd 5, ZZ CTlEAR—LFT 4L 27 bV
B FICEWE S RET 5,

Linux h—sNizma 7' A > L, EfE 7 7 A V&S D,

S cd

$ tar xzvf mpich-3.4.2.tar.gz

LFOFIEIZHE> CMPICHEREO Y v 7 v 7 %479, 7 L <14 Installers’ Guide

-

(http://www.mpich.org/static/downloads/3.4.2/mpich-3.4.2-installguide.pdf)BRD Z

mkdir -p ~/mpich-install-3.4.2

mkdir -p ~/tmp/mpich-3.4.2

cd ~/tmp/mpich-3.4.2

~/mpich-3.4.2/configure --prefix=${HOME}/mpich-install-3.4.2 --with-device=ch3

make

2R S R L N

make install
HAED ¥ = /LT Quantum ESPRESSO 2 BV RF 57202, LLFDa~y RE&FETLTMPICH #H/IcT 5, 72
B, ~/.bashrc IZZDavy REZBHLT D& Linx $—Ncn 7 A U LETEWICZ O a~vy ROFEFTRAR
BLRDN, A=A EICBIT MDY 7 bU =27 & OREDOTHENLEL IS, KETIE~/ . bashre ~D
BRLIIMAE TR,

$ export PATH=${HOME}/mpich-install-3.4.2/bin:$PATH

DUTFoa<wy REFEITLTA A ML LT mpirun DNARERRIND Z L Z2MHERT 5,

$ which mpirun

WPI OEMERER DT, LLTFDa~<wy REFATLUTEIEDT 4 L7 VAR 2 DRARIND Z & 2T D,

$ mpirun -n 2 pwd


https://www.mpich.org/static/downloads/3.4.2/mpich-3.4.2.tar.gz
http://www.mpich.org/static/downloads/3.4.2/mpich-3.4.2-installguide.pdf

3. Quantum ESPRESSO @A A b —/)L
D UTFTO¥A MZT27E8AL, 2—PIEROEEEITD .

https://www. quantum—espresso. org/register—-user/

register

Would you mind telling something about yourself?

In order to keep providing the best open-source quantum simulation softweare available, to meet user expectations and the requests of our funding
agencies, we need to know a little bit about you for our files.

The QuanTuM ESPRESSO Foundation is committed to your privacy. We do not request your name and the anonymous data that we collect will only
be used to draft statistics about the number of (unique) downloads and the geographical, gender, and professional distribution of our users. This
statistics may be published on this web site or used to write the reports that our public funding agencies requast and to stir the future policies of
the QuanTuM ESPRESSO Foundation and Project.

nickname”
email”*

password” Enter password again”

country”
registration type”
gender”

degree”

@ UTFTDOVA MITI7HAL, BEgELIEa—PEREFRIN DXV T o a— K2 AN L, download &
HoET) v IT D,

https://www. quantum—espresso. org/download—-page/

download

To download the files you must be registered. If you are z registered user you can go directly to ‘download’, otherwise please “register’.

In order to downlozad our free software and documentation, we kindly ask you to identify yourself through a nickname that you can obtain through
a simple, non-intrusive, and strictly anonymous registration procedure. Once registered, you will not be asked any data for a second time.

Login
security code: 606
nickname or e-mail password enter the security code:

username@winmaostar.com

remember me 'egiste 7 lost password

@ Quantum ESPRESSO V.7.1 DX v >u—RKY 7 %27 7 L, qe-T.1-ReleasePack. tar. gz 2% 7 > 11— K9
%o


https://www.quantum-espresso.org/register-user/
https://www.quantum-espresso.org/download-page/

download

0go
SOFTWARE DOCUMENTATION OTHER

Full source code of Quantum ESPRESSO v7.2. The full documentation bundle of QuanTum This archive contains the XSD schemas used

Ready for compilation in &ll supported ESPRESSO 7.2, Here you can find all the by Quantum ESPRESSO applications in

platforms. For more details and instructions information on the features and capabilitiesof  version 7.2. To download the package, press

see the release notes contained in the archive.  QuanTunm ESPRESSO. the button below.

Quantum ESPRESSO V.7.2 Quantum ESPRESSO V.7.2 Dacs Quantum ESPRESSO V.7.2 Schemas

a

a

a

https://www.quantum-espresso.or https://www.quantum-espresso.or https://www.quantum-espresso.or

PREVIOUS VERSIONS

Quantum ESPRESSO V.7.1 Quantum ESPRESSO V.7.0 Quantum ESPRESSO V.6.8

a

https://www.quantum-espresso.or

a

https://www.quantum-espresso.or

g |

| https://www.quantum-espresso.or

qe—T7. 1-ReleasePack. tar. gz % SCP 72 & C Linux — \Z#zik 45, ZZTEER—2T 4 L7 FUETIZEWD
e ERET D,

Linux —Nlca A4 L, U FDa<wy RTHERT 7 A4 Va2 R 5,

$ cd

$ tar xvfz qe-7.1-ReleasePack. tar. gz

PUF®D 2= KT Quantum ESPRESSO % E /L K925, configure A7 v a U EFHEST 52 & THREOT = —
SV INAREIEN, BUEITBRETKAT L 72 272 0ARETIIRDAR, 728, make libfox & F{THTIC make

all ZRITT DL Fox DAL A NTLZT =R EH T LD D, £/, Quantum ESPRESSO D/3— 3 I

Ko Tt make =< FOWINNEA T a2 (-3) Z2EATHLEENLFICKRKRTEZENH S,

$ cd ge-7.1

$ ./configure --with-internal-blas --with-internal-lapack

¥ configure IZEhT 5 & [configure: success] &) A vE—UNHET 5,

B3

rm external/lapack/.appveyor.yml

B3

rm external/lapack/.travis.yml

B3

make libfox

$ make all
INFNDOEET A FDIZDU T D a~» FEETT 5,
$ cd test-suite

$ make run-custom-test testdir=pw scf
TAMIET DL LTOX S IC#RREND,

All done. 27 out of 27 tests passed.



WHIOBET 2 b DDLU FOa~vy FEETT 5,

$ make run-custom-test-parallel testdir=pw scf

TANMIEHNTHE, LTOXSICERREIND,

All done. 27 out of 27 tests passed.

Linux ¥—/ 3 ETORKHER

0]
)

Winmostar 7> H4Hid % & & DR FBIHT 5720, Linuxk y—Zme 7o L2REBT,

MPT OENMEZHERET D72, MP1 DEENIMERBREZRET 23~ R A LAFITHEZTEL, AED
FIEIZ T2 HEE. UTOa<vr FRE AT 5,

$ export PATH=S$PATH:S${HOME}/mpich-install-3.4.2/bin

UTFTDa<wy FEEITLTA YA ML L mpirun DNARFEREND Z L 2HERT D, R TERWVWES
@Ok EE RE T,

$ which mpirun

MPI OEMEMER D=, LFDa~vy REFTLTHREDT 4 L7 NIAR 2 HORRIND Z L E2HAT D,
R TERVWEAIIQOOREL LE T,

$ mpirun -n 2 pwd

Quantum ESPRESSO (D ENEZ #8895 728, Quantum ESPRESSO DALENC MEARBREI 2R ET Ha~r REAN
LAFICHEZTHELS, AEOFIRIZE-T-HEE, LTOoa~vr FE2 AT 5,

$ export PATH=$PATH:${HOME}/ge-7.1/bin

$ scl enable devtoolset-7 bash

UToOa~<y REETLTA A b—/L L7 Quantum ESPRESSO D XARNFREND Z L 2R T 5., R
WA IIOOBREE KRBT,

$ which pw.x

LIFO =~ R%&J4T LT Quantum ESPRESSO 3B L N— a U RFRSND Z L 2R T D, MR Tk
HAIZOOFHEE FLE T, Quantum ESPRESSO 2 EH) L7= 6 Ctrl-c TR T 5,

$ mpirun -n 2 pw.x

KRS BH -

Program PWSCF v.7.1 starts on ..
(145
Parallel version (MPI), running on 2 processors

MPI processes distributed on 1 nodes
344 MiB available memory on the printing compute node when the environment start

Waiting for input..




5.

Winmostar 7>5 DX E R L OEEMR
2—Po=a2TAD 7.2, VE— Y a TOREFIEIH > TRE LEIMERREZ1T 9,
T L= AZ Y N ERETHERIZIE, [# Insert commands here] 75 # Do not modify the

followings] OMIZ4-Q L 4-@TAEIZHEXTZNREIBLT D, AEOPIEIZHEST-HEITILUTO L2725,

echo Mk khkkhkhkkhkhkhkhkhkhkhkkhkhkhkhkhkhkhkhkhkhkhhkhkhkhkhkkhkhkhkhkhkhkhkkhhkkhkhkhkhkrkhkhrkkhkhhkkxW
echo "**x* Set user-defined variables xoxokm
echo Mk hkhhkhkhkhhkhkhkhhhhhkhkhhkhkhkhhrhhhhkhkhhkhkhkhrhrhhhkhkhkhkhkhkhrrhrhhkhkhkx
set -v

# Insert commands here

MPI COMMAND="mpirun -n %WM NUM PROC% "

export PATH=S$PATH:${HOME}/mpich-install-3.4.2/bin

scl enable devtoolset-7 bash

export PATH=$SPATH:${HOME}/ge-7.1/bin

# Do not modify the followings

Winmostar V11.5.0 BABEZFIA LTV AEAIEL, $i17C Winmostar Y —/v | BEREL 7V v/ L, HEX¥ 7D
Solid | HATA RE D A=Y ay (RONLRWEAIITETY v RUuEAsn—79%) %, Linux kiZA v
A h—/L L7z Quantum ESPRESSO DN — a VZHEDLETAE T 5, AEOFIEIE-STHAT [7.1) #8RT
%o BED/S— 3 @ Quantum ESPRESSO %410 5 x 7223 B4 5 %55 1%, Quantum ESPRESSO D AT 7 7 A /L% AR
THRNCHEERTS QE D A=Y a v EAEET 5,

D =esE - | e

22X FE HE ®T JoUswn

~
Hocalonly 3&WM_NUM_PROCY
MD
AmberToals TEHE 32 E T B #hiFIEE OMoot RaRtr TSR EER
mpiexec (LAMMPS) Select ~ | LAMMPSHT LA w)l 745 Potentials in LAMMPS direc
SRCYGWINDIR ‘5‘n¥0pt_win¥MSMPI¥Bin¥mpiexec| . C:¥cygwin_wm¥opt_win¥LAMMPS_295ep2021¥
Options for mpiexec |-n|3 HRWM_MUM_PROC% | Open potential directory
(LAMMPS)
Solid
SpoliblEFEEESE (FERE) [E] QEREAT Sl 724 pseudo in QF's directory v
SpoibEf TR B SRR I aEEE T C:¥cygwin_wm¥opt_win¥QuantumESPRESSO_S
7741 Mi3EF(Quantum ESPRESSO) | pwin & pwout Open QE pseudo directory
T2 R (OpenMx) mxin &mxout Download pseudo files...
Open k-path file Open priority list
mpiexec (QE) Select | QEMOLZP A7+
%Y GWINDIR ‘}‘n¥0pt_win¥MSMPI¥Bin¥mpiexec| . 2LCYGWINDIR e¥opt_win¥QuantumESPRESSO
Options for mpiexec (QE) |-np %WM_MUM_PROC% | Open
{ERTHQED/ i —3ia 7.1 [ v

<6.8
6.X(EIS)
T MEZRS A ti—f8.8t0 7.0 OK ) pliilsz]

Uk


https://winmostar.com/jp/manual_jp/html/winmos/winmos_remote.html#remote-procedure

