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1. OpenMX®MDF > a—k
% wget http://www.openmx-square.org/openmx3.7.tar.gz
% tar openmx3.7.tar.gz

2. INYFDHFHA—F
% wg et http://www.openmx-square.org/bugfixed/15Feb21/patch3.7.10.tar.gz
% cp ./patch3.7.10.tar.gz openmx3.7/source
% cd openmx3.7/source
% tar zxvf patch3.7.10.tar.gz

3. Zhh s, OpenMXDAaA /NS ILA



OpenMX Ver.3. 7O \1 I

1. openmx3.7/source/makefile®CC,FC,LIBZ&E ]I E
EE)

CC:Cav/no{(5
FC: Fortran a2 /N5
LIB: FFTS54 75", LAPACKEBLASS A TS

2. A\ )L
% make

3.AVAMI

% make 1nstall

4. BITI7714)

openmx3.7/work/openmx



CC,FC,LIBOEEXRILERE

FFTROOT=/path/to/fft/folder (FFTS4735'))
LBSROOT=/path/to/lapack/and/blas/folder (apack&BLAST1T5Y)
openmp_flag = -openmp (AT ILaAVINAT)
openmp_flag = -fopenmp (GNUa> /N (3)

openmp_flag = -mp -Dnosse (PGIa>/31(3)

fortran_lib = -lifcore (AT ILAVIN(T)
fortran_lib = -Igfortran (GNUT> /8 15)
fortran_lib = -pgf90libs (PGIar/\1(3)

CC=mpicc -O3 openmp_flag
-I/$(FFTROQOT)/include ¥
-I/$(LBSROQOT)/include

FC=mpif90 -O3 -I/$(LBSROOT)/include

LIB=-L/$(FFTROOT)/lib -lfftw ¥
-L/$(LBSROOT)/lib -llapack —Iblas ¥
fortran_lib



ST L: AT LA INASEMKLS AT SY

FFTROOT=/usr/local/fitw3 (FFTZA473!))
LBSROOT=/opt/intel/mkl  (MKLOLAPACKEBLASSATSY)
openmp_flag = -openmp (A TILAINLT)
fortran_lib = -lifcore e =V2A% &)

CC=mpicc -O3 -openmp ¥
-I/$(FFTROQOT)/include ¥
-I/$(LBSROOT)/include

FC=mpiifort -O3 -I/$(LBSROOT)/include

LIB=-L/$(FFTROOT)/lib -Ifftw3 ¥
-L/$(LBSROOT)/lib/intel64 -Imkl_intel [p64 ¥

-Imkl_intel thread -Imkl_core -Ipthread ¥
-lifcore



H 7 I)IL2:PGIAVINMSEACMLSA4TSY)

FFTROOT=/ust/local/fftw3 (FFTZ473))
LBSROOT=/usr/local/acml/gnu64 (ACMLOLAPACKEBLASSATSY)
openmp_flag = -mp -Dnosse (PGIaV/NL7)
fortran_lib = -pgf90libs (PGIa>/\1(7)

CC=mpicc -O3 -mp -Dnosse ¥
-I/$(FFTROQOT)/include ¥
-I/$(LBSROOT)/include

FC=mpif90 -O3 -I/$(LBSROOT)/include

LIB=-L/$(FFTROOT)/lib -Ifftw3 ¥
-L/$(LBSROOQOT)/lib/ -lacml ¥
-pgf90libs



Y27 IL3:GNUAV RIS EMKLS (4TS

FFTROOT=/usr/local/fitw3 (FFTZA473!))
LBSROOT=/opt/intel/mkl  (MKLOLAPACKEBLASSATSY)
openmp_flag = -fopenmp  (GNUZ2/\(5)

fortran_lib = -Igfortran (GNUa> /8 (5)

CC=mpicc -O3 -fopenmp ¥
-I/$(FFTROQOT)/include ¥
-I/$(LBSROOT)/include

FC=mpif90 -O3 -I/$(LBSROOT)/include

LIB=-L/$(FFTROOT)/lib -Ifftw3 ¥
-L/$(LBSROOT)/lib/intel64 -Imkl_intel [p64 ¥

-Imkl_intel thread -Imkl_core -Ipthread ¥
-lgfortran



BT 4. GNUA LS EACMLT 1T S

FFTROOT=/ust/local/fftw3 (FFTZ473))
LBSROOT=/usr/local/acml/gnu64 (ACMLOLAPACKEBLASSATSY)
openmp_flag = -fopenmp  (GNUZ2/\15)

fortran_lib = -Igfortran (GNUa> /8 (5)

CC=mpicc -O3 -fopenmp ¥
-I/$(FFTROQOT)/include ¥
-I/$(LBSROOT)/include

FC=mpif90 -O3 -I/$(LBSROOT)/include

LIB=-L/$(FFTROOT)/lib -Ifftw3 ¥
-L/$(LBSROOT)/lib/ -lacml ¥
-lgfortran
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o AVINATHDHLIELNEE
%»mpicc -compile-info  (MPICHDIHZ®)
%mpicc -help (OpenMP1DIHFE)
o IA—ISUSATSUNROMNLIENEE
/usr/bin/ld: cannot find -lifcore (A TJ/ILaV/NALD)

/usr/bin/ld: cannot find -1pgf90 (PGIa/ND)
/usr/bin/ld: cannot find -lgfortran (GNUa2/\13)

F3.30NMSDTHNT—EFT
%which ifort (ATILaAvINAD)
/opt/intel/fce/10.0.026/bin/i1fort
%which pgfo0 (PGI1aV/N1(D)
/opt/pg1/1inux86-64/7.0/bin/pgfa0
%which gfortran (GNUa2/\N(35)
/usr/bin/gfortran

Z(Z, LIBIZ3EHN

LIB= ... -L/opt/Zintel/fces/10.0.026/1ib -lifcore (A>T I)LA2/\(T)

LIB= ... -L/opt/pgi/linux86-64/7.0/1ib -pgfo0libs (PGIa/\1M35)
LIB= ... -L/usr/lib -lgfortran (GNUZa2/\135)
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o AT VIR I7AIDHBYFEEA

gcc: openmx.o: No such file or directory
gcc: openmx_common.o: No such file or directory

iIcc: error #10236: File not found: "elpal.o”
icc: error #10236: File not found: "solve evp real.o"
icc: error #10236: File not found: "solve evp complex.o“

o [REA: (1) openmp_flaghh&S, £, (2) mpicc, mpifoOhiES

o fRRE
(1) openmp_flagzF vy
openmp_flag = -openmp (ATILaAVINAT)

openmp_flag = -fopenmp (GNUa/\(5)
openmp_flag = -mp -Dnosse (PGIa2/\1(3)

(2)mpicc., mpif90Z&F v (mpiccTHEL<mpiicc, mpipgcc, mpif90TEK
mpiifort, mpifc77. mpipgf77 . mpipgf907z& ) 10



F<HBIITT—Ayt—T2

e MPI17#4A—FS254TSYNRROMYEEA

elpal.o: In function “elpal mp _tridiag real ":

elpal.fo0: (.text+0x2b7): undefined reference to mpi_comm rank *
elpal.fo0: (.text+0x2d6): undefined reference to mpi_comm size *
elpal.fo0: (.text+0x2f5): undefined reference to mpi_comm rank *
elpal.fo0: (.text+0x314): undefined reference to "mpi_comm size *

o REA:ULHETBREE, CaAVINMISHBMPIIA—ISUSA4T
SYERDFToNGEWN FIZ. A TILAVNRAFIZRLES
i

o fRIRIE
- LIBIZMPI24—k52 5475 % B
LIB = ... -Imp1_Ff77 -Impi_T90 -lifcore




FCHAITS—Ayt—T3
o OpenMPZURLLTATFIVNROMYEEA

/1ibmkl _intel _thread.a(dgeqrf _par.o): In function “mkl_ lapack dgeqrf-:
___tmp_par_dgeqrf_omp.f:(.text+0x730): undefined reference to

" _kmpc_critical”

__tmp_par_dgeqgrf_omp.f:(.text+0x833): undefined reference to ~__ kmpc flush*®
__tmp_par_dgeqgrf_omp.f:(.text+0x85c): undefined reference to ~__ kmpc flush*®
__tmp_par_dgeqgrf_omp.f:(.text+0xa32): undefined reference to ~__ kmpc flush*®
libmkl intel thread.a(zher2k drv.o): In function “mkl _blas zher2k":
../../../._./blas/thread/32e/level3/zher2k.c: (.text+0x66b): undefined
reference to ~__ kmpc _global thread num*®
../../../._./blas/thread/32e/level3/zher2k.c: (.text+0x68b): undefined

reference to ~__ kmpc ok to fork®
../../../._./blas/thread/32e/level3/zher2k.c: (.text+0x6aa): undefined
reference to ~__ kmpc _push_num_threads®

o RE:YHETHEE, CaAVIL5H0penMPSU B AL LS5A

T5VERDIToNEN, IS, MKLSA TSI IZELE S

o

R E

® |

- LIBICOpenMPS U324 LS54T 5) % BN
LIB = ... -l1tomp5 -Ipthread

12



FSHIITT—AvE—U4
e MKLSATSUMNRDOMYEEA

/usr/bin/ld: cannot find -Imkl _intel 1p64
collect2: Id returned 1 exit status
make: *** Jopenmx] Error 1

o [RE:Y2VETHEE. CAVNAIBFTAFIYIIZMKLSA
TIVERDFoNEN, BT, MKLSATIYICEKGEB S

o

R E

® |

- LIBOMKLATS)EBRETAFTIVINDARITAVIICER

LIB=-L/$(FFTROOT)/lib -Ifftw3 ¥
-L/ISMKLROOT/lib/intel64 -WI,--start-group
S(MKLROOT)/lib/intel64/libmkl_lapack95 [p64.a ¥
S(MKLROOT)/lib/intel64/libmkl_intel [p64.a ¥
$(MKLROOT)/lib/intel64/libmkl_intel _thread.a ¥
FS(MKLROOT)/lib/intel64/libmkl_core.a -WI,--end-group ¥
-lifcore 13



Hof-¢&=

€« >
i Apps

c

[ www.openmx-square.org/forum/patio.cgi

Free Hotmail [[] Suggested Sites [ Web Slice Gallery (1 Imported From IE [®] Giam t&i da cac...

OpenMX Forum

[ Pauls Online No...

F. Gidi tich 1 « Ma...

[y JOXE7 J7L---

Index of /~com...

L LaTeX syntax hi...

[n] AP

44 Chem1 A

| New Thread | Return Home | Points of Concern | Search | Past Log | Administr:

List of Threads

Topics Author Replies |Views |Last Modified
& | From Administrator Taisuke Ozaki 0 3732 Esgisuieusgzoi EE]
(Z1 | Optical propertiese of Graphene Smart 0 11 Eflssmﬁ”s 17:42
(1 | What does d1~d5 mean in PDOS file? Seungjin 2 22| pons/ne o0 1m0
21 | openmix and linux distribution Mosahhar 10 121 Sslr\fa?:zndofalxeul
23 | Quiput files on HPC facilities Mauro Sgroi 1 28 | 2015/02/26 0%:40
21 | DET+U- different oxidation states on the same element (charge ordering) Mauro Sgroi 2
&1 | Pseudo-potential for fictitious atoms PR 3
1 |Patch 3.7 10 to OpenX Ver 37 T Ozaki 0
21 |Patch 3.7 9 to OpenhX Ver 37 T Ozaki 2 as | 20t/ /21 22:50
21 | atomic structure for NEGE Darek 5 76 3315:2%.-‘30 19:31
21 | Small problem in bandgnu13 file Seungjin 1 35 331_?-'?;3” 16:57
21 | installation problem Mosahhar 1 a7 331_55:11330 13:18
21 | OpenhdX consumes memory and dies Artem Pulkin 1 46 | 2015/02/20 13:15
21 | Compile Errorl masoud 12 170 Seisagije 00:05
(23 | scf convergence problem on Iron based supercell consisting of 484 atoms Yuegiang Gu 5 46 :\?lieoqlailg e
21 | scf convergence problem of Pt(111) slab Wang Yuanging 10 33 30155215‘10 21:45
21 | pseudo-atomic basis orbitals Riemann 1 40 Eel_scozla‘m 21:38
21 | how to read *.md file using XCrySDen software Wang Yuanging 3 145 gelDSMDSrm 18:13
1 | Total energy in NEGF Artem Pulkin 5 a2 :_\3;5;20%_:333?55
21 | Transmisscn through silicene Vahid 0 61 Eelsmo;zz 20:23
&1 | MLWF cbtained from OpenhiX Guedong Yu 4 83 :SICSMQE: Y1i=10
B | Electrostatic potential between leads in NEGF transport calculations Konstantin Khromov 2 59 ggléqﬂsl‘ailoqlgn‘tfmn
Bl | goc emor William 1
1 | problem about example Gly_NH dat Wang Yuanging 2 102 | 2yiaz s0ide
B | The 3rd OpenMX/QNAS workshop T. Ozaki 0

14



	OpenMXのコンパイル方法
	OpenMXのダウンロード
	OpenMX Ver.3.7のコンパイル
	CC,FC,LIBの基本的な設定
	サンプル1：インテルコンパイラとMKLライブラリ
	サンプル2：PGIコンパイラとACMLライブラリ
	サンプル3：GNUコンパイラとMKLライブラリ
	サンプル4：GNUコンパイラとACMLライブラリ
	役に立つコマンド
	よく出るエラーメッセージ1
	よく出るエラーメッセージ2
	よく出るエラーメッセージ3
	よく出るエラーメッセージ4
	困ったとき

