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Q@ T—HIR—XHEE (x2db)
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getcif cif2x { o x2db

Materials Project structure data
data base
etc (CIF)

AkaiKKR

first principles
calculation

moller
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database:
target: materials project

option:
output dir: result

properties:

band gap: < 1.0 e S

1s stable: true
1s metal: false
formula: "**0O3"

spacegroup symbol: Pm-3m

fields: |

structure o

symmetry

11



cif2x
= EEHEY 7 by T P AN Y —IL

> KEREET Y CIFER) E/INTX—FTFEET 71 ILIYAMLIER) D 5.
F—REFEYV I NV TOANT 7AILZERT DY —I

> Quantum ESPRESSO, VASP, OpenMX, AkaiKKR %
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S cif2x -t ge input ge.yaml material.cif
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— scf.in, band.in, dos.in 72 &, input_ge.yaml| DE&TE ICHE > THERK

$ cif2x -t vasp input vasp.yaml material.cif

— INCAR, KPOINTS, POSCAR, POTCAR Ot v h Z4 Rk
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https://github.com/issp-center-dev/cif2x
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target log files libraries used in x2db
OUTCAR matgen.io.vas

VASP Pymats P pymatgen
vasprun.xml ase.calculators.vasp

QE prefix.save/pwscf.xml pymatgen.io.pwscf pymatgen
stdout ase.calculators.espresso xml parser
label. label.dat#

OpenMX abel.dat, label.dat#, ase.calculators.openmx ase
label.out

AkalKKR stdout AkalKKRPythonUtl Inhouse code
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[ single batch job\ task 1 task 1 task 1
job task 2 task 2 task 2
#1 job
& ' ' '
task 3 task 3 task 3
job
#3 ' ' '
\ / task 4 task 4 task 4

v

NIVFT7Zy 87 A4 —LX
- IR A/NO > ohtaka (slurm>3 7 XT3 2—7) - kugui (PBS)
> —RHVRY TAY —EBE - VU AT -3V
» LYa—L-YMTA:
» FRTLTcY 3 7 OBRA - RERUICY X7 DBEIT
» OV MUIRIY KNV
> https://github.com/issp-center-dev/Moller




V37X EHTETIS

INOX—=F T —FRE, FEEEZRHS
BUsEZKECEITITIIESIC
RNV PR K < fELVZLY

DI 3T %
1DOKBIDI3ITHSAT

—1&B U TEIT (JULDET)

15



97%FLHTETITS

» 2Ny TT7O7 S LA®ETT BICE:
» BEIF/INYFI3 A TETIT S

» A—H3/— RN - ETEEREZY IR
!
VaTEBYRATLNI Y —REEIDHT

» VY —XREVPERITRNEZY 37 RAT ) 7T MCEE
» Yz )LRT VT RER
> AAYRRCY I TRT V2 —F\DIERZLH

> R/ — FEPRITHRARE TR (VAT AICLD)

> Bl OS> AT B 2377 ZAHl: F4cpu
» /—FR#:1,4,16, 36, 72, 144 (&=X)
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» /—RNiEfE: CPU/ — K, FAT/ — KN (KBREXEY)

#!/bin/sh

#SBATCH -p 1i8cpu
#SBATCH -N 2
#SBATCH -n 8
#SBATCH -c 32
#SBATCH -t 00:10:00

ulimit -s unlimited

srun HPhi -s stan.in
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1. moller®@ AJ17 7 )L input.yaml %

name: HPhi

o | Input.yaml
description: AFH chain
platform:
system: ohtaka
queue: i8cpu
node: 8

elapsed: 00:30:00

prologue:
code: |
source /home/issp/materiapps/
oneapl compiler classic-2023.0.0--
openmpi-4.1.5/hphi/hphivars.sh

ulimit -s unlimited
export KMP STACKSIZE=512m
export UCX TLS='self,sm,ud'’

Jjobs:
hphi:
description: run HPhi
node: [2,8,32]
run: |
srun HPhi -s stan.in




mollerZz{E S5

1.

moller® A717 7 )L input.yaml| %

name: HPhi

Input.yaml

description: AFH chain

platform:
system: ohtaka
queue: i8cpu
node: 8
elapsed: 00:30:00

Ny F I3 TDERE

prologue:
code: |
source /home/issp/materiapps/
oneapl compiler classic-2023.0.0--
openmpi-4.1.5/hphi/hphivars.sh

ulimit -s unlimited
export KMP STACKSIZE=512m
export UCX TLS='self,sm,ud'’

Jjobs:
hphi:
description: run HPhi
node: [2,8,32] | &5 20 OAIFIE
run: |
srun HPhi -s stan.in

~'7r
=93
LN

#!/bin/sh
#SBATCH =p_i8cpu

singlehk® job.sh

#SBATCH |-N 2
#SBATCH |-n 8
#SBATCH |-¢c 32
#SBATCH -t 00:10:00

source /home/issp/materiapps/
oneapl compiler classic-2023.0.0--
openmpi-4.1.5/hphi/hphivars.sh

ulimit -s unlimited

export KMP STACKSIZE=512m - 27 PN7#—h
export UCX TLS='self,sm,ud’ BB DKE
srun HPhi -s stan.in

SHENE
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FITI=1S EZFRIET1T
2. moller DEFTEEZLEY NPV ST S RERIET1T

S source /home/issp/materiapps/

oneapi compiler classic-2023.0.0--openmpi-4.1.5/moller/
mollervars.sh

(R > 2 57 AB(ohtaka) DiEE)
3. moller Z5E17LTCY g 7RIV Y T NZERT S

L_8 list.dat
$ moller input.yaml -o job.sh o
L 14
» 372U 7N job.sh MERS NS e
L 20
4. YRR 7L EERT B ey

» INSAXA—=F Yy NSEICERIOT« LI N EHET S
» T4 LI KUDY XK list.dat Z/ERKT S
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5. \wFI a3 =z &ATS

VaJERAITYY R
VZATAITED

S sbatch job.sh list.dat

6. &IVaTDRAT—H RIF

$ moller status input.yaml list.dat
THERTE %o

O
O
O
O
O
O
O
O
O
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IFETSNAL
(gJcE, MOY g TJIFEEZZITW)

job #1

task 1

task 2

task 3

task 4

job #2

task 1

task 2

task 3

task 4

job #3

task 1

task 2

task 3

task 4
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> l/‘\/\\l_.[)\' IJ |\5,r =l 372 373

» Ny FYVITHERPTRT UIcma. ROLED
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O
v
X

S sbatch job.sh list.dat

» RBULTcY RV Z2BRITISH(Y ST

\
S sbatch job.sh --retry list.dat

O<—O<—O-I
O—-0-0+-0
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» moller (A —">Y—X - VY TIRhTx7&EUTAH
» GitHub YN NUDSEER - 1 VA M=J]LTES

S git clone https://github.com/issp-center-dev/Moller.git

S cd Moller
S python3 -m pip install .

» system = default ZIEE T2 &, — ROV SR YETER (V3T
AT 2—FRU)TEET DAY T NZER
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» moller WERKT BT 3TR7Y L hDEE
» GNU parallel # BBWTILFEST

parallel [task] :: [job list]

» [task] ... task DR B ZbashDE#1L
> task ADWHETIAN Y RZ 7oV N7 A—LICEDLETEZTHTZ
» [job list] ... list.dat DB % EH
- )Y —EE
» J—R¥ - D7D SARETHRZEE
» Ny FYadIcEIDETONc/— K - A7 2RI RV ICED
[ COWHRYIT ATV 1—F EMPIS VS A LT
\k73WF7w—Aét®§%ﬁiﬁ%%
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» IWIRDTZ v T * —LXIRR
» IV RTYVa—7:

» SLURM, PBS*% (PBS Pro, Torqgue), NQSV

>

ToDo: Fujitsu, (SGE)

» MPIZ > 5 A L

>

>

OpenMPI, Intel MP
ToDo: MPICH, MVAPICH, etc

» (77T L =% RIEN SO NE)

» X7 Ty N7 A —LZILFTTE

>

xE

NOFELZZ/NAVY A NADER

Xt 72y N7 4 —LA
> YR STER
» VA7 LB ohtaka (SLURM)
> A7 LAC kugui (PBS Pro)
> AT ETE# (Torque)
(X IEAR)
> BRJt K AOBA-S/A/B (NQSV)

L]
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» BEE

» moller DX SZ Y M7 A —AHK
> HEEEILFTE TR DEWVWPL T LW —)LIC
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