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@O UFDOYA MZTI7EAL, openmx3.9.tar.gz & patch3.9.9.tar.gz ¥ v nu— 15,

http://www. openmx—square. org/download. html

Download of OpenMX
Available packages in terms of GNU-GPL Version 3 (GPLv3)

iopenmxg.g release date: ec. ) patch (02/Jan./2019) README.txt
» openmxJ.8 (release date: pri s + patc unef2018 README.txt

* openmx3.7 (release date: 23/May/2013, 112 MB) + patch (21/Feb./2015) README.txt

@ VUTOVA MZTZ7EAL, fermisurfer ®1.7.1.tar.gz ¥ 22— K35,

https://github. com/mitsuakil987/fermisurfer/releases/

1 http://www. adaptivecomputing. com/products/open—source/torque/ % M, HHLEHEIR T yum 72 &2 HWCTE AT 5,
H AT, X-Ability ®Y A M http://winmostar. com/ jp/gmx4wm_jp_linux. html (5. Torque) Z:PR,
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FermiSurfer 1.7.1 is released

Bug fix

* Mac OSXT /)AL UVBIREREIE U LT (naotoumezawalS. Louis Bouchard EDER(CEL D).

v Assets 2

[ Source code (zip) Nov 27, 2016

m Source code (tar.gz) Nov 27, 2016

® openmx3.9.tar.gz, patch3.9.9.tar.gz & 1.7.1.zip % FTP 72 & C Linux Y — NZ#5% 4%, 22T
EAR—A7T4L27 NVETO
~/openmx3.9.tar.gz
~/patch3.9.9.tar.gz

~/1.7.1.zip

IZEWZ EIRET D,

@ Linx¥—rNiZusA L, ROa~vy REETTLIETRERRY =V %A VA M—VT 2D,

« OpenMX @ B /L RIZ /B

$ sudo dnf config-manager --set-enabled crb

$ sudo dnf install epel-release

$ sudo dnf install fftw3-devel lapack-devel blas-devel openmpi-devel gcc-c++ gcc-
gfortran make scalapack-openmpi-devel wget

+ Fermisurfer ® /L RIZHEE

$ sudo dnf install freeglut-devel

+ Winmostar 2>5 OpenMX % 32474 A BRIT LS

$ sudo dnf install dos2unix

® BRELABERET 2.
$ export PATH=/usr/1ib64/openmpi/bin/:$PATH
$ export LIBRARY PATH=/usr/lib64/openmpi/lib/:$LIBRARY PATH
$ export PATH=${HOME}/openmx3.9/work/:S$SPATH

$ export OPENMX DATA PATH=~/openmx3.9/DFT DATAL9



I1. LAPACK ®E/L K

$ wget https://github.com/Reference-LAPACK/lapack/archive/v3.9.0.tar.gz

tar xvfz v3.9.0.tar.gz

cd lapack-3.9.0

$
$
$ cp make.inc.example make.inc
$ make blaslib

$

make lapacklib

ITI. OpenMX ® E/L R

)

JEMG T 7 A N E IR D,

$ cd

$ tar xvf openmx3.9.tar.gz

Ny FzdTh,

$ cd openmx3.9/source

$ tar xvf ../../patch3.9.9.tar.gz
makefile ZfRET 5,

$ vi makefile

-1 1TEZUTO LS Icaxrr TV 5,

#MKLROOT = /opt/intel/mkl

#CC = mpicc —03 —xHOST —ip —no—prec—div —qopenmp —1/opt/intel/mkl/include/fftw

#FC = mpif90 -03 —xHOST —ip —no—prec—-div —qopenmp

#LIB= -L$ {MKLROOT} /1ib/intel64 —1mkl_scalapack_ 1p64 —lmkl_intel 1p64 —lmkl_intel thread —lmkl_core
—1mkl_blacs_openmpi_lp64 —lmpi_usempif08 —Impi_usempi_ignore_tkr —lmpi_mpifh —-liomp5 —lpthread —Im

-1dl

AAET Y RLZETICU T ZEESMZ S,
CC = mpicc -fopenmp -03 -z muldefs -Dkcomp
FC = mpif90 -fopenmp -03 -fallow-argument-mismatch -Dkcomp

LIB = -1fftw3 ~/lapack-3.9.0/1liblapack.a ~/lapack-3.9.0/librefblas.a -lmpi -

lgfortran -lmpi mpifh -lscalapack

@

LR EA A =V EIT,
S make all

$ make install


https://github.com/Reference-LAPACK/lapack/archive/v3.9.0.tar.gz

® EEMEEIT O,
S cd ../work

$ openmx Cdia.dat

IR D> T FD A v —URRRENTHIEFICIHEL TWD,

The number of threads in each node for OpenMP parallelization is 1.

Welcome to OpenMX  Ver. 3.9.9

Copyright (C), 2002-2019, T. Ozaki

OpenMX comes with ABSOLUTELY NO WARRANTY
This is free software, and you are welcome to

redistribute it under the constitution of the GNU-GPL

sksskesksisksskskeiskeksiekesskeskekskesiekeiskeskskskoiskeioiekesiskekokskorsiekekekskokskokoskeskoioskekskekskek

G& P4 )
RestartFileDFT = 0 0.002 0 0.002
Mulliken Charge = 0 0.002 0 0.002
FFT (2D) Density = 0 0.011 0 0.011
Others = 0 3.638 0 3.638

The calculation was normally finished.

® Lvinux#—NZRZACLEL, UTOa<wy FE2ETLTA VA h—/L L7 OpenMX BERREND T & 2
w5,
$ export PATH=/usr/1ib64/openmpi/bin/:$PATH
$ export PATH=${HOME}/openmx3.9/work/:S$SPATH
$ export OPENMX DATA PATH=~/openmx3.9/DFT DATA19
$

which openmx



IV. Fermisurfer ® /L K

O FEME7 7 ANERET S,
S cd

$ unzip 1.7.1.zip

@ TN AR EFT,
$ cd fermisurfer-1.7.1/src

$ make all

@ Linux P—ZaZ A LEL, UTDa~vr REFETLTA VA =/ L7 bxsf2frmsf BNERIND Z
L BT B,
$ export PATH=${HOME}/fermisurfer-1.7.1/src:S$SPATH

S which bxsf2frmsf

V.  Winmostar /% OpenMX % U E— k¥ 3 7 FEIT9 5 H{k
@O Winmostar Z &8 L7 7 AV | FHRTZ 7 ANVE Y v 7T 5,

Ty AN | A vF— 1 | Samples 77 A/ | diamol2 7 U v 745,

WELTHARBLE Y v 7T D,

E | OpenMX | ¥F—UV—RRE%.27 Vv /95,

OpenMX Keyword Setup 7V + ' KUEATFTODOK %27V v 735,
FOWH, 2—F~v=a T LDV E— Fa TOFETFIEIES THEIEZITV, Get All Files R¥ V2L TT 7
ANERFGTDHEZAETETT D,

Fo L= R YT N ERET HEICIE. T# Insert commands here] 725 [# Do not modify the

followings] DMK ERBRERZHET D,

© e 0 6

echo Mkkkkhkhkhkkhkhkkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhhhxn

echo "*x** Set user-defined variables KAxM
echo Mk khkkhkhkkhkhkhkhkhkhkhhkhkhkhkhkhkhkhkhhkhkhkhkrhkhhkhkhkhkrhhrkhkhkhkhkhkhkrkhkhkkhkhxkx!
set -v

# Insert commands here

MPI_COMMAND="mpirun -n $WM_NUM PROC% "

export PATH=/usr/lib64/openmpi/bin/:$PATH
export PATH=${HOME}/openmx3.9/work/:$SPATH
export OPENMX DATA PATH=~/openmx3.9/DFT_DATA19
export PATH=${HOME}/fermisurfer-1.7.1/src:$PATH

# Do not modify the followings

® MD |OpenMX | uZ%2FR 227 Vv 7L, F7FLVFTHRIRENEZT7 7 ANVEHE, ERETLED L 20
BT 5,


https://winmostar.com/jp/manual_jp/V10/html/winmos/winmos_remote.html#remote-procedure

VI. (ffi/&) OpenMX3.8 ®A > A h—/LFIE
© LTFOYA MITZ7EAL, openmx3.8.tar.gz & patch3.8.5.tar.gz ¥ Vo u2— K§ 5,

http://www. openmx—square. org/download. html

Download of OpenMX

Available packages in terms of GNU-GPL Version 3 (GPLv3)
« openmx3.9 (release date: 03/Dec./2019, 158 MB) + patch (02/Jan./2019 README.txt
~| openmx3.8 (release date: 03/April/2016, 136 MB) patch (12/June/f2018 README.txt
* openmxdJ./ (release date: ay s patc eb.r20 README.txt

@ openmx3.8.tar.gz, patch3.8.5.tar.gz % FTP 72 ¥ T Linux — N2k d 5, 22 Clddh—2aT 4 L
7 FUETO

~/openmx3.8.tar.gz
~/patch3.8.5.tar.gz
WZEW EIRET D,

@ Linux¥—iZrs AL, RO~y REETTLIETURERRNy 7y —Vhk A VA M—1LT 5,
« OpenMX @ B /L RIZHHEE
$ sudo dnf config-manager --set-enabled crb
$ sudo dnf install fftw3-devel lapack-devel blas-devel openmpi-devel gcc-c++ gcc-

gfortran make

@ ~/.bashrclZk#z=BMT 5,
export PATH=/usr/libé64/openmpi/bin/:$PATH
export LIBRARY PATH=/usr/lib64/openmpi/lib/:$LIBRARY PATH
export PATH=${HOME}/openmx3.8/work/:S$SPATH

export OPENMX DATA PATH=~/openmx3.8/DFT DATAL3

® ~/.bashrc OREEANMELT D,
$ source ~/.bashrc
® JEHMET 7 A NVERET D,
$ tar xzvf openmx3.8.tar.gz
@ RNyFuabHTh,
$ cd openmx3.8/source
$ tar xzvf ../../patch3.8.5.tar.gz
makefile ZARET D,

S vi makefile


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

13-4 fTHUTOEICaXA L b7 U M5,

#CC = mpicc —03 —xHOST —ip —no—prec—div —openmp —I/opt/intel/mkl/include/fftw

#FC = mpif90 -03 —xHOST -ip —no—prec—div —openmp

#LIB= -L/opt/intel/mkl/1ib -mkl=parallel -1mkl_intel_1p64 —1mkl_intel_thread —1mkl_core —1pthread

—lifcore —lmpi —lmpi_f90 —lmpi_£f77

IAVRT U RNLEETFICUTZEHENZ 5,
cC

mpicc —fopenmp 03 -z muldefs

FC = mpif90 —fopenmp —03 -fallow-argument-mismatch

LIB = -1fftw3 -1lapack —1blas —lmpi —lgfortran —lmpi_mpifh

AN EA AR = EIT D,

$ make all

$ make install
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