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#!/bin/sh

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

ulimit -s unlimited

srun HPhi -s stan.in

A job
script

submit job
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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
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1.

moller® A717 7 )L input.yaml| %

name: HPhi

o | Input.yaml

description: AFH chain
platform: Ny FIaTORE

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] | &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
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O
O
O
O
O
O
O
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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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S sbatch job.sh list.dat

» RBULTcY RV Z2BRITISH(Y ST

\
S sbatch job.sh --retry list.dat
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O—-0-0+-0

15



mollerz1t VA M—IL9 35

» 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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» WIRD T 2w N7 — LK IR
» I3 RT V21—
» SLURM, PBS*% (PBS Pro, Torqgue), NQSV
> ToDo: Fujitsu, (SGE)

TJUA VA N=)L
» MPIZ > %1 I ST 7y b7 A4 —1A 75
. OpenMP!, Intel MPI © ERTSRAR
» VA7 LB ohtaka (SLURM)
» ToDo: MPICH, MVAPICH, etc » UZFAC kugui (PBS Pro)
» (PS5 L —F IELBE SN E) > S XY ETEE (Torque)
(XIS H)
- WIET 5 Y M7 A — L ERTRTE © SHEX ACBA-S/A/B (NQSV)

» ENOFEL A/ VYA MNDOEH
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> https://www.pasums.issp.u-tokyo.ac.jp/htp-tools/doc/manual/
BT Fa—KJTI

> MM —% YR~ U Moller Gallery
https://datarepo.mdcl.issp.u-tokyo.ac.jp/repo/38

WSt
> GitHub Issue https://github.com/issp-center-dev/moller/issues
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DO RNEAT—IXR—ANSEREBET —Y ZRE%R - —FEUS (getcif)

@

/‘_

5 — IR

5

BV I NP DAAT =Y ZER (cif2X)

B T—HRN—IIEEE (x2db)
@ Z)NAVR YU SR TFAEMTHRESTEDOETZEE (moller)

getcif cif2x { o x2db
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