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OpenMX®O & O—F

1. OpenMXDF HoO—FK
wget http://www.openmx-square.org/openmx3.7.tar.gz
tar openmx3.7.tar.gz
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2. INFDAHO—F

Wget http://www.openmx-square.org/bugfixed/14Febl7/patch3.7.8.tar.gz
cp ./patch3.7.8.tar.gz openmx3.7/source

cd openmx3.7/source

tar zxvfi patch3.7.8.tar.gz

3. b, OpenMX@DA /NS ILA
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OpenMX Ver.3. 7O \A I

1. openmx3.7/source/makefile®CC,FC,LIBZEYIIZERE
EEG)

CC:Cav/\o(5
FC: Fortran a2 /N5
LIB: FFTS54 75", LAPACKEBLASS A TS

2. AL

$ make

3. A2V AL

$ make install

4. EfTI77M4IL

openmx3.7/work/openmx



CC,FC,LIBO E XM ERTE

FFTROOT=/path/to/fft/folder (FFTZ473!))
LBSROOT=/path/to/lapack/and/blas/folder (LapackéBLAST4T5Y)
openmp_flag = -openmp (A2TILaAVINAT)
openmp_flag = -fopenmp (GNUa> /R (3)

openmp_flag = -mp -Dnosse  (PGIa>/\(7)

fortran_lib = -lifcore (AT ILaAVINAT)
fortran_lib = -Igfortran (GNUa2 /N (7)
fortran_lib = -pgfo0libs (PGIa2/\1(3)

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

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

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



ST ILL: AT ILAVINMSEMKLS 14T S5Y

FFTROOT=/usr/locallfitw3 (FFTZA473!))
LBSROOT=/opt/intel/mkl  (MKLOLAPACKEBLASSATSY)
openmp_flag = -openmp (A TILAINAT)
fortran_lib = -lifcore (AT ILAaAVINAT)

CC=mpicc -O3 -openmp ¥
-I/$(FFTROOT)/include ¥
-I/$(LBSROQOT)/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)L2:PGIaV /N (S5EACMLS 4TS5

FFTROOT=/ust/local/fftw3 (FFT2423Y))
LBSROOT=/usr/local/acml/gnu64 (ACMLOLAPACKEBLASSATSY)
openmp_flag = -mp -Dnosse (PGIla /N {7)
fortran_lib = -pgfo0libs (PGIa2/\1(73)

CC=mpicc -O3 -mp -Dnosse ¥
-I/$(FFTROOT)/include ¥
-I/$(LBSROQOT)/include

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

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



H7)IL3:GNUAV /LS EMKLS 14T S

FFTROOT=/usr/locallfitw3 (FFTZA473!))
LBSROOT=/opt/intel/mkl  (MKLOLAPACKEBLASSATSY)
openmp_flag = -fopenmp (GNU3Z /A7)

fortran_lib = -Igfortran (GNUa2 /N (7)

CC=mpicc -O3 -fopenmp ¥
-I/$(FFTROOT)/include ¥
-I/$(LBSROQOT)/include

FC=mpif90 -0O3 -I/$(LBSROOT)/include

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

-Imkl_intel _thread -Imkl_core -Ipthread ¥
-lgfortran



H2 7 IL4:GNUAV IS5 EACMLS 1T S5

FFTROOT=/ust/local/fftw3 (FFT2423Y))
LBSROOT=/usr/local/acml/gnu64 (ACMLOLAPACKEBLASSATSY)
openmp_flag = -fopenmp (GNU3Z /A7)

fortran_lib = -Igfortran (GNUa2 /N (7)

CC=mpicc -O3 -fopenmp ¥
-I/$(FFTROOT)/include ¥
-I/$(LBSROQOT)/include

FC=mpif90 -0O3 -I/$(LBSROOT)/include

LIB=-L/$(FFTROOT)/lib -Ifftw3 ¥
-L/$(LBSROOT)/lib/ -lacml ¥
-lgfortran
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Smpicc —-compile-info (MPICHDEZE)
$mpicc -help (OpenMPIMNIFHH)
o JA—FSUTAT TR ROMBIENEE
/usr/bin/1ld: cannot find -lifcore (ATILAINATD)
/usr/bin/ld: cannot find -1lpgf90 (PGIAVINAT)

/usr/bin/ld: cannot find -lgfortran (GNUAL/\AT)
F3. 305D THNF—EFRT

$which ifort (AT ILaAVINLT)
/opt/intel/fce/10.0.026/bin/ifort
Swhich pgf90 (PGIOAV/INAT)

Jopt/pgi/linux86-64/7.0/bin/pgf90
swhich gfortran (GNUI/\AT)

/usr/bin/gfortran
X<, LIBIZEMN
LIB= ... -L/opt/intel/fce/10.0.026/1ib -lifcore (ATILAVINAT)
LIB= ... -L/opt/pgi/linux86-64/7.0/1ib -pgf90libs (PGIAL/\(7)

LIB= ... -L/usr/lib -lgfortran (GNUI/\AT)
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gcc: openmx.o: No such file or directory
gcc: openmx common.o: No such file or directory

OR
icc: 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_flaghi&>, Ff=l&, (2) mpicc, mpif90ii:E>

o MRRIK
(1) openmp_flagZxF vy
openmp_flag = -openmp (AT ILaAVINAT)

openmp_flag = -fopenmp (GNUa /R (3)
openmp_flag = -mp -Dnosse (PGIa/\(5)

(2)mpicc, mpif90ZFxvo (mpicc TELmpiicc, mpipgcc, mpif90THL
mpiifort, mpifc77, mpipgf77 . mpipgf907i& ) 10
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e MPIJA—FSUS5A4TISYMNROMYERA

elpal.o: In function elpal mp tridiag real ':

elpal.f90: (.text+0x2b7) : undefined reference to "mpi comm rank '
elpal.f90: (.text+0x2d6) : undefined reference to "mpi comm size '
elpal.f90: (.text+0x2£f5) : undefined reference to "mpi comm rank '
elpal.f90: (.text+0x314) : undefined reference to mpi comm size ‘'

o REA: YL HETBREZE, CAVINMMSHBMPIDA—FS 54T
Fﬂ'gﬁﬂﬁ'bh&b‘ HAFIZ. ATILAV LSRRI S

o fRRIE
- LIBICMPIZA—F52 54751 ZE

LIB = ... —-lmpi f77 -1lmp1i £90 -lifcore




F<HAEIFT—Avt—T3
e OpenMPSU AL LSATINRONMYEEA

/1libmkl 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 dgeqrf omp.f: (.text+0x833): undefined reference to °~ kmpc flush'
__tmp par dgeqrf omp.f: (.text+0x85c): undefined reference to °~ kmpc flush'
__tmp par dgeqrf 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:)HETBREE, COAV/I(S5H0penMPS U441 LS5A

TI3VERDF6nEN, BT, MKLSA4 7352k SR

o

®

BRIE

- LIBIZOpenMPS 34 L5475 )%E N
LIB = ... —-liomp5 -lpthread

12
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e MKLSA ISR RO AYEHRA

/usr/bin/1ld: cannot find -1lmkl intel 1p64
collect?2: 1d returned 1 exit status
make: *** [openmx] Error 1

o BH:YHETAREE. CAVINSHTALFZIVYIIZMKLSA
TI3VERDF6hEN, BT MKLSA4 732 &k<{E SR
& o
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- LIBOMKLA TS BREFAFTSVINBREIT4VIIZER

LIB=-L/$(FFTROOT)/lib -Ifftw3 ¥
-L/SMKLROOT/lib/intel64 -WI,--start-group
$(MKLROOT)/lib/intel64/libmkl_lapack95 Ip64.a ¥
$(MKLROOT)/lib/intel64/libmkl_intel Ip64.a ¥
$(MKLROOT)/lib/intel64/libmkl_intel thread.a ¥
$(MKLROOT)/lib/intel64/libmkl_core.a -WI,--end-group ¥
-lifcore 13
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OpenMX Forum

| New Thread | Retumn Home | Points of Concemn | Se

| Past Log | Adm

List of Threads

Topies Author Replies |Views |Last Modified
& | Erom Administrator Taisuke Ozaki 0 3516 é;g:i.;clt;caezgf:aa
1 | cxema kapbBopatop na3 MargoLexaDook 0 ) é;t;;:gig‘:f
21 | converge prolbem in a surface system. Pang Rui 0 17 ;:5:.-;;:;53 21:43
1 |DET-D2 Julieth 0 59 é:JL:I_;'EqE;:s 01:05
21 | Compile Error Hossein 1 57 iykieonfmsas“
(3 | Installing Openmx with Ifort and Icc Vahid 0 a5 éﬁ:fjl 14:22
(11 | Transport Properties in Charged Compounds Leone 2 56 éyme:?:ls 012t
21 | problem with graphene Mehmat 1 80 éyk?_::spljs 1:z=33
(1 | Segmentation fault : NEGF step.1 The calculations for leads Lee 1 76 éyk?_i:;ﬁ?m
21 |installation problem Khalid 8 1224
[ | problem with band interpolation using HS out M. Chen 0 50 éﬁ%ﬁf 04:58
23 | O(N) method in Openmx Chen 0 158 éy?_‘e(’l_sl 05:59
[ |lapack subroutines for diagonization John Chan 1 103 éyk?—e?nﬂ 18:36
23 | One more NEGF issue Artem 13 673 é:k:ﬁfs:s 21:03
22 | Dipale correction for slab calculation Sung Beom Cho 5 240 é:g:*glzﬂsi:l 16:5L
21 | EET of atomic orbitals M Chen 1 120 éfi‘_‘éilii:” 0&:21
21 | One more guestion about NEGF performance Artem 1 181 é;:.]&i;(:r;‘!:'ls 18:17
23 | bandstructure of Gahs Zahra 1 719 é:i‘_‘f:?zssin 17:13
21 | ADPACK calculations for ions etc. M. O, 1 134 é;yi;ozssin 17:09
1 | Gold nanowire NEGF simulation no convergence Hassan 3
21 | Optimized norm-conserving Vanderbilt pseudopotentials chrinide 0 216 ;:ﬁ;‘s;;m 19:52
23 | MPSH enabled OPENMX Jaber Jahanbin 0 142 é;j:;:fj;irl;:m
(13 | Bi2Te3 topological insulator Artem 3 534 éyyoozssl 10:11
(3 | small residule charges after SCF is completed Chen 6 122 é:gé)ozssils 15:24
1 |NEGF Convergence problem in Magnetic junction Umar 3 335 | 2014/06/10 18:38

by Artem
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