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Inputtool.c & Inputtool.h

AN T 74 )L TkeywordZiR U TEEICKA. RITNEFTTA)L MEZERTE

input_string("System.CurrrentDirectory" filepath,"./");
input_int("level.of.stdout", &level_stdout,1);
input_logical("memory.usage.fileout",&memoryusage_fileout,0);
input_double("scf.energycutoff”,&Grid_Ecut,(double)150.0);

If (fp=input_find("<Atoms.Unitvectors")) {

for (i=1; i1<=3; I1++){
fscanf(fp,"%lf %If %If", &tv[i][1],&tv[i][2],&tV[i][3]);
}
if (! input_last("Atoms.Unitvectors>") ) {
[* format error */
printf("Format error for Atoms.Unitvectors¥n");
p0++;
}
}
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#pragma optimization_level 1
void Allocation_Atoms_3D(int MD _iter, int weight_flag)

[
}

#pragma optimization_level 1

void XC_PBE(double dens[2], double GDENSI[3][2], double Exc[2],
double DEXDD[2], double DECDD[2],
double DEXDGD[3][2], double DECDGDI3][2])

[
}
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/*************************************

check "nan", "NaN", "inf" or "Inf"
oK KK R KK KRR KK R KKK R KK

flag_nan = 0;
for (SCFi=1; SCFi<=NumMix; SCFi++){

sprintf(nanchar,"%8.4f",alden[SCFi]);
if (strstr(nanchar,"nan")!=NULL || strstr(nanchar,"NaN")!=NULL
|| strstr(nanchar,"inf")I=NULL || strstr(nanchar,"Inf")!=NULL){

flag_nan = 1;
b
b

if (flag_nan==1){
for (SCFi=1; SCFi<=NumMix; SCFi++){
alden[SCFi] = 0.0;
b
alden[1] = 0.1;
alden[2] = 0.9;
b
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if (n<10)
EigenBand_lapack(ac, ko, n, n, 1);

else if (scf_eigen_lib_flag==0 || n<100)
Eigen_Improved_PHH(MPI_Current_Comm_WD, ac, ko, n, EVmax, bcast_flag);

else if (scf_eigen_lib_flag==1)
Eigen_ELPA1_Co(MPI_Current_Comm_WD, ac, ko, n, EVmax, bcast_flag);

Dnum = TZ - Total_Mul - system_charge;

(2) WIRMEDEWRDIGE. BBXRD
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SEEHR: vx > qr > dc — gr

if (1.0e-8<fabs(Dnum)){

if (dste_flag=
else if (dste_flag=
else if (dste_flag==
else if (dste_flag==0){
tmp_flag = 2;
rediagonalize_flag_overlap_matrix_ELPA1 = 1;

¥
dste_flag = tmp_flag;

=2)tmp_flag = 3; /*vx->qgr */
=3)tmp_flag=1; /*qr->dc */
1)tmp_flag=0; /*dc->gr */
/* gr -> ELPA1 */
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AT 3> % DIF CopenmxZ

% ./openmx -mltest

13FBFED AN Cx T D ATV FEAZOEAFER (Emltest.result(CH A ETNDB,

[ozaki@mx63 tmp]$ more mitest.result

1 ml_example/Co4.dat

MD _iter=
MD _iter=
MD _iter=
MD _iter=
MD _iter=
MD _iter=
MD _iter=
MD _iter=
MD _iter= 9

MD _iter= 10
MD iter= 11

O ~NO OIS~ WN -

CPU (%)
97.700
94.700
98.800
96.500
94.900
97.600
96.100
98.300
97.000
98.800
97.600

VSZ (kbyte) RSS (kbyte)

254732 50588
341748 171264
335304 164944
335304 164944
335304 164944
335304 164944
335304 164944
335304 164944
335304 164944
335304 164944
335304 164944
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AT 3> =EDIF CopenmxzEITI DIZIT TR,
% ./openmx -forcetest O

BEDISIICKID, EILRILF—HDEIC 37FEFED AN (X T B ks R (Eforcetest.result
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flag 0 1

N
w
N
ul
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~
[0}

[ozaki@mx63 tmp]$ more forcetest.result

Kinetic 101111111 force_example/C2_GGA.dat

Non-local 100 1 00O0O0DO flag= 0

Neutralatom 1 0 0 0 1 0 O O O Numerical force= -(Utot(s+ds)-Utot(s-ds))/(2*ds)

diff Hartree 1 0 0 0 0 1 0 0 O ds= 0.0003000000

Ex-Corr 100000 1O00O0 Forces (Hartree/Bohr) on atom 1

E. Field 1000 0O0O0T1TO0 X y z

Hubbard U 1 00 0 0O0OO0O1 Analytic force -1.675899852770 -1.396714703544 -1.117885271947

Numerical force -1.675841463911 -1.396807488557 -1.117790446476
diff -0.000058388859 0.000092785013 -0.000094825471
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AT 3 >%DLTTOpenmx%§§ﬁ@“57‘:‘H'€‘§b\o
% mpirun -np 8 openmx -runtest -nt 2
f5ER (Lruntest.resultiCE O E=ND.

[ozaki@mx63 work]$ more runtest.result

1 input_example/Benzene.dat Elapsed time(s)= 4.53 diff Utot= 0.000000000006 diff Force= 0.000000000273
2 input_example/C60.dat Elapsed time(s)= 14.08 diff Utot= 0.000000001575 diff Force= 0.002935619936
3 input_example/CO.dat Elapsed time(s)= 8.57 diff Utot= 0.000000000314 diff Force= 0.000032587000
4 input_example/Cr2.dat Elapsed time(s)= 7.93 diff Utot= 0.000000001907 diff Force= 0.000000000068
5 input_example/Crys-MnO.dat Elapsed time(s)= 16.52 diff Utot= 0.000000000006 diff Force= 0.000000000006
6 input_example/GaAs.dat Elapsed time(s)= 22.58 diff Utot= 0.000000000011 diff Force= 0.000000000001
7 input_example/Glycine.dat Elapsed time(s)= 4.85 diff Utot= 0.000000000003 diff Force= 0.000079481163
8 input_example/Graphite4.dat Elapsed time(s)= 4.04 diff Utot= 0.000000000000 diff Force= 0.000000000002
9 input_example/H20-EF.dat Elapsed time(s)= 3.60 diff Utot= 0.000000000118 diff Force= 0.000013638495
10 input_example/H20.dat Elapsed time(s)=  3.29 diff Utot= 0.000000000103 diff Force= 0.000016437469
11 input_example/HMn.dat Elapsed time(s)= 13.89 diff Utot= 0.000000120641 diff Force= 0.000003445768

12 input_example/Methane.dat Elapsed time(s)= 2.90 diff Utot= 0.000000000002 diff Force= 0.000000002786
13 input_example/Mol_MnO.dat Elapsed time(s)= 8.62 diff Utot= 0.000000000877 diff Force= 0.000016051151
14 input_example/Ndia2.dat Elapsed time(s)= 4.77 diff Utot= 0.000000000001 diff Force= 0.000000000000

Total elapsed time (s) 120.19
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2015
The 3rd OpenMX/QMAS workshop 2015 at ISSP
Hands-on workshop 2015 in ISSP

2014
Hands-on workshop 2014 in Kobe

2013
The tutorial summer school 2013 in JAIST
Seminar on OpenMX, QMAS, and TOMBO at AIST-Kansai

2012
Intensive Lectures on Advanced Computational Materials Science at
Nanjing University

2011
The 1st OpenMX study meeting in JAIST
HPC nanotechnology school in Tokyo

2010
The 2nd OpenMX/QMAS workshop 2010 in Tokyo

2009
The tutorial summer school 2009 in JAIST

2008
The 1st OpenMX/QMAS workshop 2008 in JAIST

2007
Mini-school on Fast O(N) Electronic Structure Calculations: Principle and
Implementations in the OpenMX package at National Taiwan Univ.

The 1st OpenMX/QMAS workshop 2008

T, N —

The 3rd OpenMX/QMAS workshop 2015
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