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- Fat /— K (2 / — KX TEATIEE)

CPU: Intel Xeon 2.6 GHz (10 cores) x4

F:c/®: DDR4-2133 1 TB (2./ — ~MERAT2TB1ES)
-CPU /—F(144 /—RZFXTHEMATRE

CPU: Intel Xeon 2.5 GHz (12 cores) x2

F:ciS: DDR4-2133 128 GB (128./ — R~ {EHT
16TBEZ)
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-TUAVRR=ILY O DT 7—E (BY 7 Dz 7DsFMIEMateriAppsZSiR)
F—IRIBSTREE
OpenMX, VASP, QUANTUM ESPRESSO, RESPACK
2. EFIBFIREY )L\ —FEE
ALPS, H®, mVMC, DSQSS, DCore, ALPSCore/CT-HYB, TRIQS
3. D FINFEE
LAMMPS. Gromacs. ERmod. feram

4. =Dt
Kw (Shifted-Krylov), Rokko, Chainer, cuDNN, Julia
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$ ssh -Y 7 Hh DV k2@sekirei.issp.u-tokyo.ac.jp
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- RESPACK®D 1 >V R +—)U3zPh
/home/issp/materiapps/respack/

-ETI77MILDA VA S—=)UIZFR
/home/issp/materiapps/respack/respack-20190226-1
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/home/issp/materiapps/respack/respack-20190226-1/sample
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Quantum Espresso + RESPACKZRW/AIDEE
1. SIERIED % R

$ source /home/issp/materiapps/respack/respackvars.sh

2. N7 71 ILDXE(E

cp -r $RESPACK_ROOT/sample ./respack-samples
cd ./respack-samples/quantum-espresso/Al.fcc.6x6x6

.a70de— (YY7IWARAVI) T Z2BICAELTH 5D TENZER)
cp /home/issp/materiapps/respack/sample_jobscript/job_ge_handson.sh .

mkdir tmp < $ERIEWAET ALY DIERK
gsub job_ge_handson. sh

4. 31588 T#. RESPACKHAH®D 7 7 1 ILICZ A
$ ge2respack.py ./tmp/scf/Al.save

5. RESPACKZ%E1T

$ cp /home/issp/materiapps/respack/sample_jobscript/job_respack_handson.sh .
$ gsub job_respack_handson.sh
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job_ge_handson.sh®# &

#!/bin/sh
#QSUB -queue ccms_i18cpu <« F 171 —DIFE (ShIXZDF 1 —DHERATIEE)
#QSUB -node 1 — /—RKODEHDIETE

#PBS -l walltime=0:30:00 — mAETERR (BFFE - 9 : #)

source /home/issp/materiapps/ge/qg-e-vars.sh < Quantum Espresso®
cd $PBS_O_WORKDIR SETEERVE L
mpijob pw.x -in Al.scf.in > scf.out

mpijob pw.x -in Al.band.in > band.out

bands.x -in Al.bands.in > bands.out

mpijob pw.x -in Al.nscf.in > nscf.out

2 37 ORI
$gstat -u 7ho v L3
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job_respack handson.shd® g

1/bin/sh

#QSUB -queue ccms_i18cpu
#QSUB -node 1

#QSUB -mpi 1

#QSUB -omp 24

#QSUB -place pack

#QSUB -over false

#PBS -I walltime=00:30:00

#PBS -N Al — A 3T DHAE
source /home/issp/materiapps/respack/respackvars.sh << RESPACK®

cd ${PBS_O_WORKDIR} ETIEEROH L
date

rm LOG*

calc_wannier < input.in > LOG.wan <calc_wannier®=E1T (MPIFEXI L)

mpijob calc_chiqw < input.in > LOG.chigw —calc_chigw® 1T (MPIX )

calc_j3d < input.in > LOG.j3d _ .
calc_w3d < inputin > LOGw3d < calc_i3d, calc_w3dDX{T (MPIFFXII)

date
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