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2.1 SSH 80 ER

MOTORTLAOT AT BHAHE, FRICARBEHERTLAAT (2L, SSHBEZERT S
EABHYET,

22 ORI RADOOAVF %

ssh 1)L —H—/\ cms—ssh.sc.imr.tohoku.acjp [CAZ A LET,

I $ ssh -1 username cms-ssh.sc.imr.tohoku.ac.jp I

ssh)L—H—/\hio, KEELFIGEY—/\O7a I RS —/\ super ~nAT A LET,

I $ ssh super I

HMEO T A DR=UFTELZEL,

2.3 NAD—FZEB L

passwd AYRTCIAVRIVRY—/INADOT AV INAT—REEEFTHENTEET,
Current password [ZIXIRFED /SR T—F% A AL . New password [CLL T DIL—JLIZHEDT=/ AT
—REERFELTZELY,

(1) XFHML10XXFLUE

(2) INXFDERFE 1 XFLULEFEHA

@) KXFDEFH 1 XFLULEFEH

(4) MF%= 1 XFLLFEA

5) FHRXF (L #.$48E) % 1 XFULER

$ passwd

Current Password:[BRED/ARAT—F]
New password: [#iLLVIRT—RK]

Retype new password: [#TLLVIRT—RK]

© Hitachi, Ltd. 2018-2024. All rights reserved.
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3 A= DB EERTTIE

3.1 AFL—CUDBRLEREIE
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3.1 ANL—C DBREFERTFE

A—/N\—aAVE1—TFTAVT LV RTFLDAN—ORBBELUTITRLET,

RRE M HIEHEH—/\,
HWHEHBERAITAITA IR Y —IN
NoTF7OEXAHE

-

/home

/work_da

(Lustre) (GPFS)

500GB

TOorISL—32Y—/\
ST HERTEE /

ANL—CDEREERAE

77t{(?{ﬁ€7§t fEii4 | quota H7L]

v
OXIR R A5
AEY—A
?:zijb_ o) | e A=Y —=DIR—LTALIMN) RIRAVV AT LDT—4
B FIEEa eRERELET,
VIFITAIR
H—/\
OKRIRE A F1 E=&7 Lustre fB1TY . B AT7 /LD E A 500GB
SEY—N LLE LR BIH AT scratch ZFIAL TS0, T—2IF

Iwork/xxx | %xL ~ - .

Q7 tE5L— home $EIICFEL . FELT —ZIFEIBRT 5KL3IZLTLE
BH—N =0y,
Qi FIFTE -1 | /work/ Lustre $B1 T9 , Gaussian % ED3EZNE 10 BNFEET S
DIAR TR | scratch/ A —BI7MIIVERETSH-HDEE T 1 A7t
H—N XXX AWEWT7AILIZBERICHIBRSNET,

GPFS %818 T9, ¥a—IA_001g, DA_002g. CA_001g
ik FHAT B AR OEEASTITERAL TR,
$—/3 work_da | BL | 7IEIL—5Y—/ 05 Lustre BN DI TRAT HRT

DT /AT B ELTHIAL TS, T—42(& home %8

BIZBL. AFELT—REHIBRT HEICLTLIESLY,
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(YUID: 1—HF—FHI U4
XXX: A—H—pMERLI-EEDTAL IR FEET7MIL A
(*)work LT ® scratch $8ig & 1 4 A7 VAN GEW T 74 IILIE B EMICHIBRENE T,
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4 37D -EIB

41 DaJoEAITE

42 DaJEWaTUF

4.3 FIARKFHERDIATF

44 2a7HEA-ROUTFEEEH
45 Fa21——%
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41 oaJdEAaATUFR

411 37 DOF/AITUER(gsub AT UR)

RA—/X—aAVE1—2DF1—I2P3TEFERALET,

BE. AT AVIERTTEIRIVTRI7AILIZENTHPBS O PBS 5 RX THIEEAIHETT
I MY TIILESBLTTSL,

FE:JOURIVR/—RTIIEEIOTSLEETET . gsub a9 RTOITELTHFa—IT®/AL
TLIEZEW, BEETOYT S LANEFTIN TV EES. D 1—F—~EELH L0, EBEICKY
X EINBIGEGENHYET DT, ZTHRKIZELY,

(HEX

$ qsub [-q Fa1—%&] [-1 select=/—F%] [-N 3Td&] [-M EF 4
—I)LT7ELR] [-m BFA—ILBIMODIEE] [-1 walltime=#1BFRH LR ]
[-1 SAE RBE=-FHASAt R$] [RTTHIRIITRT7AIL]

(2)# T ar—&

+Toas HEiE
q ¥a1—% Fa—BERELET,
Fa——EESBLTTS,

-l select=/—F# | EATSH/—FHEIEELET,
ERRLEBED/—FHIEF21—DTIHILMEERYET, (4.5 Fa——
i)

-N o374 DadREEELET,

DaTJRIERK 236 XFETHEETEET,

YT IWNEA LI TSRO RAT LTI 64 XFEFTRRINET,
BRRLESBEIERTLANEYLETETS,

M EBEBFA—ILT | RIETHIEFA—ITRLREEELET,
KL R A—ILEZETHEEIE-M AT IVDIEENBETT,

‘m BEFA—ILEB | EFA—ILEEDORAUMEIEELET .
HDIETE A—ILZETABEIE-MATLavDIEENNETI,

- walltime= #% 18 | ©37 O EFE LREEELET .
e ] £ IR LRELIZGEORBIMEREF1—OTIHILMEERYET, (45 F
1——%SW)

B EZERET H_ETHF1—FHOUITNEITLOIHYET,

A SAEURTEE | SAEVREEREDT Iy —a  ERBICERSAEURABEIETE
“FRHSAItE R | LET,
4 ERLIEEEIEISAEVREBRET IV r—avEFERALBNELE
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T
FAEVADIEEICODVWTIE T TV —2a v DEITHEESHBLTTS
LY,

(3) {52 A
-¥21—DP_002 #ERALT. /—F 2 /—F{ERA. Z:8FE LR%E 10 5. XRVUTRI71ILIE
hello.sh

$ gqsub -q DP_002 -1 select=2 -1 walltime=00:10:00 hello.sh

A TRTIRET 56
#!/bin/sh

#PBS -q DP_002

#PBS -1 select=2

#PBS -1 walltime=00:10:00

-Xa21—P 016 #ERAL T, PaJRB RV T EIZ userA@test.com [TEE. RV TR I7AILIE
hello.sh

$ qsub -q P_016 -M userA@test.com -m be hello.sh

RYVTTHRES H5E

#!/bin/sh

#PBS -q P_016

#PBS -M userA@test.com
#PBS -m be

-X21—DP_002 #FRALT. S/ REEBEXRD QuantumATK #E{T. RYUTRI7AILIE
atk.sh

$ qsub -q DP_002 -1 atk=1 -1 atkdp=35 atk.sh

© Hitachi, Ltd. 2018-2024. All rights reserved.
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AT THERET HEHE
#!/bin/sh

#PBS -q DP_002

#PBS -1 atk=1 -1 atkdp=35

4.1.2 0455 LEEIA< > F(aprun A< k)

2aJ IR SLEREHT BIZIE aprun I RERIALET,

Eraprun OAYURTIATSLZERBLEGLNE, STE/—FTETSINFR A, STE/—FTETSN
TWEWMEE MO A—F—DI3TAEELHLH. EBEICLYFroILShbdEERHY
FIT DT, ZTHRLESLY,

(&K

$ aprun [-n iFE] [-d HEFHIE][-N /—FH=YDiEFI%k] [-S CPU
VrybH=YDAFIE] [-j 0|1|N] [--cc BEAE] RITIAIIL

(2)# T ar—&

FTavs B
-n it 5% MPI 5|3 ZEHEET 5o
-d i OpenMP 5| #%EIEET 5o

(& T OMP_NUM_THREADS DigEHLIHE)
N /—FHzYDIF | /—RZTEICERET S MPI TOER#EIEET 5.

#

-S CPU Y4 vykdHi=Y | CPU Y yrIEIZERET S MPI JOtA#MEIEET
D it 51l #k B

-j O[1|N CPU a7 ZEICEET AL YR HEIEE T b,

0: HyperThreading R 9 %(T 74 /LK)

1: HyperThreading ZfERAL%LY

N: HyperThreading /. 27 &IC N ALYFZEE

--cc BBEAE TOER A/ RALYRDEEFEERET 5.

depth: 7AEXAEIYE TSIz CPU OT7ITERET S
KSIZRLYEHE/INA K (OpenMP, MPI+OpenMP MO
A S LEETTHECER

KT DINTA—I U REEDBE=OIZUTHARYIDESEEZIEEL TS,
[MPI i 51|k (-n DIE)] = [/—FE(#PBS -l select=D1{E)] x [/—KHI=YDHiF(-N DIE)]

© Hitachi, Ltd. 2018-2024. All rights reserved.
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4.1.3 RITRIVITLDOER

A—N\—aAvE1—8 L TTOT S LEGESEDRICERTHIETRIVTFOERIT DO TERAL
FI . RTRVIITNERELET BT TV r—2avaERTT HRIE, BRNTETRIVTREERLT
BWBEIHYEFT . /home FEEEEYE/work FEEDIFIA /0 MEREN R0, UTDHIESEIC
Iwork FEIEIZT —2%EaE—LTRTL. RITRIEREDITRALIETALIMNIICBE T HK12
LTLEEELY,

HMIEEFHEMEY=—1T7ILESELTTS,

(1)MPI ZFERALLEWNCITDET
#1/bin/sh |

#PBS -1 select=1

#PBS -q ¥1—% o -
#PBS -N :)37‘% /37?2)\LT.T4[/7|")§/W0rk '[]E

DIRNAME="basename $PBS_O_WORKDIR' | BlzaE—L. /work fEELIZH B

WORKDIR=/work/$USER/$PBS_JOBID I
mkdir -p SWORKDIR

cp -raf $PBS_O_WORKDIR $WORKDIR OS5 LOEF
cd $WORKDIR/$DIRNAME /

aprun RIT70535L >HAT7AIL 2>I5—HAT7A()L

cd; if cp -raf SWORKDIR/SDIRNAME $PBS_O_WORKDIR/.. ; then rm

-rf $WORKDIR; fi
\ TadM TR EREDITIRAL

=T4LORJIZFEH)

5l FO4 5L aout ZET

#!/bin/sh

#PBS -1 select=1

#PBS —-q P_016

#PBS -N sample

DIRNAME="basename $PBS_O_WORKDIR®
WORKDIR=/work/SUSER/SPBS_JOBID
mkdir -p SWORKDIR

cp -raf $PBS_O_WORKDIR SWORKDIR
cd SWORKDIR/$DIRNAME

aprun ./a.out > result.out 2> result.err

cd; if cp —-raf SWORKDIR/$DIRNAME $PBS_O_WORKDIR/.. ; then rm
-rf SWORKDIR; fii

© Hitachi, Ltd. 2018-2024. All rights reserved.
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Cray XC D E&E@IE(ESM E—R)Z#FEALT= MPI 237 ME{T
#!/bin/sh

#PBS -1 select=/—K%f
#PBS -q ¥a1—4%

#PBS -N 3J4

DIRNAME="basename $PBS_O_WORKDIR" | TATBALLZT AL TP Z WOTK 8
WORKDIR=/work/$USER/$PBS_JOBID ZI2aE—L. /work fEIZICFEE)
mkdir -p $WORKDIR

cp -raf $PBS_O_WORKDIR $WORKDIR !

cd $WORKDIR/$DIRNAME & T0JSLDOET

aprun [ -n 5% 1[ -N /—FKHEYDILEFIE 1 £77055L > HAH
7ML 2> IS—HAWT7AIL

cd; if cp -raf SWORKDIR/$DIRNAME $PBS_O_WORKDIR/.. ; then rm

DT TR EREDITIRAL
f=T4LOM)IZFEE)

-rf SWORKDIR; fii R

5l 1 /—KT2MPI Z7AatXMD 704 5L a.out ZEST

#!/bin/sh

#PBS -1 select=1

#PBS -q P_016

#PBS -N mpil

DIRNAME="basename $PBS_O_WORKDIR®
WORKDIR=/work/$USER/$PBS_JOBID
mkdir -p SWORKDIR

cp -raf $PBS_O_WORKDIR $WORKDIR
cd SWORKDIR/SDIRNAME

aprun -n 2 -N 2 ./a.out > result.out 2> result.err

cd; if cp -raf $WORKDIR/$DIRNAME $PBS_O_WORKDIR/.. ; then rm
-rf $WORKDIR; fi

5l 2 /—KT2MPI Z7AatXMN 704 5L a.out ZEST

#!/bin/sh

#PBS -1 select=2

#PBS -q P_016

#PBS -N mpi2

DIRNAME="basename $PBS_O_WORKDIR®
WORKDIR=/work/SUSER/$PBS_JOBID
mkdir -p $WORKDIR

cp -raf $PBS_O_WORKDIR SWORKDIR
cd SWORKDIR/$DIRNAME

aprun -n 2 -N 1 ./a.out > result.out 2> result.err

cd; if cp —-raf SWORKDIR/$DIRNAME $PBS_O_WORKDIR/.. ; then rm
—rf $WORKDIR; fi

© Hitachi, Ltd. 2018-2024. All rights reserved.
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4144359 T14TE—F

ABS59T4ATE—RTOaT#HRALET,
gsub A URIZHTLav-I(i DRXF)EfH 5L, Fa—IZIP_001 #EELET .

(HEX

$ qsub -I -q IP_001

(2) =B

$ qsub -I -q IP_001
gsub: waiting for job 220331.sdb to start
gsub: job 220331.sdb ready

Directory: /home/userA
Mon Sep 23 01:03:04 JST 2019

userA@moml:~> cd $PBS_O_WORKDIR
userA@moml: /work/userA/testdir> aprun -n 32 -j 1 ./a.out

© Hitachi, Ltd. 2018-2024. All rights reserved.
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N O

4.2 OaJEBEOTUFR
SIS B 1 7 L ESELTT S,

-~
~

421 1a—Y—85DY

(1) &RBA
A—Y—BEDTITDIREERRLET .

37 DREEHER

(2) &K
statj [-x] [ [job_identifier | destination] ...]
R)ATF arv—&
AFiay REE
-X BTLIDadZ2E8HTOITRBORT
(4) =A%
userA@super2:~> statj
Req'd Req'd Elap
Job ID Username Queue Jobname SessID NDS TSK Memory Time S Time
3413.sdb userA P_016 STDIN 231503 1 36 690gb 24:00 R 00:00
4.2.2 a7 DREEHR
(1) ERBA

A—/IR—aAVE1—8DTaTDREERRLET,

(2)&=H

Default format:

gstat [-a] [-p] [-3] [-t] [-x] [ [job_identifier | destination] ..

Long format:
gstat -f [-p] [-3] [-t] [-x] [ [job_1ide

-]

ntifier | destination]

4-17
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) AT ar—&

73y | BREE

-a ARYEPRIBIFME. D37 OREORBBFHGLEERT
-p DT TEIEDERT

-J TLA2aTdICE T HHIREKR TR

-t DadERORT

-X BTLEDaTZ2EHTOITEROERT

-f Long format IZ TR

© Hitachi, Ltd. 2018-2024. All rights reserved.
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(4) =B

userA@super2:~> gstat -a

Req'd Req'd Elap

Job ID Username Queue Jobname SessID NDS TSK Memory Time S Time
3390.sdb userA P_016 abinit 193347 4 144 2760gb 72:00 R 47:28
3401.sdb userA P_016 prog9_1 121974 4 144 2760gb 72:00 R 47:26

userA@super2:~> gstat -p

Job 1id Name User % done S Queue
3390.sdb abinit userA 2 R P_016
3401.sdb prog9_1 userA @ R P_016

userA@super2:~> gstat -t

Job 1id Name User Time Use S Queue
3390.sdb abinit userA 00:00:01 R P_016
3401.sdb prog9_1 userA 00:00:01 R P_016

userA@super2:~ > gstat -x

Job 1id Name User Time Use S Queue

2235.sdb prog9_2 userA 00:00:03 F P_016

2236.sdb vasp4 userA 00:00:01 F P_016

2237.sdb progd_1 userA 00:00:01 F P_016
LU

userA@super2:~> gstat -f 3390.sdb
Job Id: 3390.sdb
Job_Name = abinit
Job_Owner = userA@nid00204
resources_used.cpupercent = 10
resources_used.cput = 00:00:01
resources_used.mem = 12836kb

resources_used.ncpus = 72

LU B

© Hitachi, Ltd. 2018-2024. All rights reserved.
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423 Fa1—REZHE?R

(1) %84
A—/N\—aAVE1—3DF1—DIREEZRRLET .
(2) X

Default format:

statq [destination ...]
Long format:

statq -f [destination ...]

) AT arv—&

v A= REE
-f Long format [ZTFXR R
(4) {EFHI

userA@super2:~> statq

Queue Max Tot Ena Str Que Run Hld Wat Trn Ext Type
workq 0 ® no yes 0 0 0 0 0 0 Exec
DP_002 0] 0@ yes yes 0] 0] 0] (0] (0] 0 Exec
P_016 (0] 1 yes yes (0] 1 (0] (0] 0] 0 Exec
P_032 (0] 0 yes yes (0] (0] (0] (0] 0] 0 Exec
P_064 (0] 0@ yes yes (0] (0] (0] (0] 0] 0 Exec
LP_032 0] 0@ yes yes (0] (0] (0] (0] 0] 0 Exec
LP_064 0] 0@ yes yes (0] (0] (0] (0] 0] 0 Exec

LIRS

userA@super2:~> statq -f

Queue: workq

queue_type = Execution

total_jobs 0

state_count = Transit:0 Queued:0 Held:0 Waiting:0® Running:0 Exiting:0
Begun
:0
enabled

False
started = True

LU B

© Hitachi, Ltd. 2018-2024. All rights reserved.
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424 —/\KREZHEDR

(1) ERER
A—/N\—aAVE1—3DY—/I\DREEZRTLET,
(2)EHK

Default format:

gstat -B [destination ...]
Long format:

gstat -B -f [destination ...]

) AT arv—&

FFav RENE
-B H—/\DFE T
-f Long format [ZTXR =
(4) EAK
userA@super2:~> gqstat -B
Server Max Tot Que Run Hld Wat Trn Ext Status
sdb 0 1155 0] 1 (0] (0] 0] 0® Active
userA@super2:~> gstat -Bf
Server: sdb
server_state = Active
server_host = sdb

scheduling = True

max_queued = [u:PBS_GENERIC=200]

LIRS

4-21
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425

(1) &RBA

a7 DBERT

A—/N\—avE1—42D 3T %EIBRLET,

(2)&=H

gdel [ -x ] [ -Wsuppress_email=<N> ] job_identifier [job_identifier ...]

) AT arv—&

AFay

RIEE

-X

adeRM)—LEHTOITHIR

-Wsuppress_email

HIBREF D A—)L X E D HIBR

(4) =R

userA@super2:~/work/20180712_sample>

Job ID Username Queue Jobname
3413.sdb  userA P_016 abinit
3414 .sdb userA DP_002 STDIN

userA@super2:~/work/20180712_sample>
userA@super2:~/work/20180712_sample>
Jobname

Job ID Username Queue

3413.sdb P_016 abinit

userA@super2:~/work/20180712_sample>

userA

statj
Req'd Req'd Elap
SessID NDS TSK Memory Time S Time

3710 3 216 2304gb 72:00 R 00:00
13588 1 72 768gb 00:10 R 00:00
qgdel 3414.sdb
statj

Req'd Req'd Elap
SessID NDS TSK Memory Time S Time
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4.3 F|HEEHESR

(1) &RBA

av >k

VAT LD RAERGEERTLET,

(2) &K
jobtime

(3) ®R"IEH

HH ABE

Last Updated BEHAE
User a—H—4%
Total Y LB T/—FERE
Used A TR FI A
Remained &) BE

(4) {52 FA45I

userA@super2:~ > jobtime

# Last Updated:
# User Total

username 500

2018/10/01 13:45

Used Remained (H)
222.32 277.68

4-23
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4.4 S3T7A-RV)TFEAEERH
4.4.1 OaT7ETHREICRIT HIEE

(1) &xEA
A—/3—aYEa1—A[& Hyper-Threading ZHZZLTL\ST=8. aprun AY R TA7HYD
TAERADE|LFIEET A EICKYERERET SN HYET,

(2) &K
MEBIAT7H-YDALYRHTLEZREELET,

aprun -j 1 £T70534

(3) B

#!/bin/bash

#PBS -j oe

#PBS -1 select=1
#PBS -q P_016

DIRNAME="basename $PBS_O_WORKDIR®
WORKDIR=/work/SUSER/SPBS_JOBID
mkdir -p SWORKDIR

cp -raf $PBS_O_WORKDIR S$WORKDIR
cd SWORKDIR/$DIRNAME

aprun -n 36 -N 36 -j 1 ./xhpl_skl_diag_cray_opt > result.out 2>

result.err

cd; if cp -raf SWORKDIR/SDIRNAME $PBS_O_WORKDIR/.. ; then rm -rf
SWORKDIR; f1
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45 Xa1——%

A—N\—aVE1—43THERATELX1—ZUTDREYTY,

E2 SA/—FH | ARVHER | ZERE | REET | A5 I
LR EBR[GIB] | LR [BFfE] LR EREX
(TIA4ILE) (TI4ILE)
IP_001 1(1) 768 24(1) 1 72 AB359T47
F
DP_002 2(1) 1,536 0.5(0.5) 2 144 TNy R
P_016 16(1) 12,288 72(24) HIBRAEL | 1152 1,516 /—K
=/
P_032 32(32) 24,576 72(24) 4 2304 | 17H/5H32/—K
=M
P_064 64(64) 49,152 72(24) 2 4608 | 33h564/—FK
=M

A2 —TlE. MASAMUNE-IMR L TRERREFERDOT7TITVr—30VIbERAFEL. Fil
WETEMHEZD A EREBET HILEFHIELSNTVIMEBFELELZVWER>TOET . ZD
=8 BRBEHEETIBETIIr—a Y IreERSWD AL BEEFRELTIECILT.
UTOF21—3bERATEET, CHAICBYVEOARRBHVWE B I+ — LMD TERIESLY,

2 aAE/—F | AEVHERLER | BEREL | B | 5 -
LR [GiB] PR [ BF T ] E1T | LERX
(FT+ILE) (T7+LL) | LR
LP_064 64(64) 49,152 168(96) 1 4608 ERAFLE
MP_096 96(96) 73,728 72(24) 1 6912 17
SP_064 64(64) 49,152 336(336) 1 | 4608 EEIRSF R
SP_128 128(128) 98,304 168(168) 1 |9216 (21T
SP_293 293(293) 225,024 24(24) 1 |21096
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https://www.sc.imr.tohoku.ac.jp/contact.html

SAVINLF - 17 FIERTGIE

51 avn\14S5ERAEE
5.2 SA4TSVERAE
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5.1 avn\(4SERAE
A—N\—aAVE1—4TIEUTOAVNASFRELTNET,
HMEE MY =T IILESBLTTSL,

A ISR N—3Y =3

8.7.10 TI4ILL:8.6.5

8.6.5

Cray a2 /\1(Z Fortran/C/C++

19.1.3.304 T74J)L+:18.0.2.199
19.1.0.166
19.0.2.187
18.0.2.199

17.0.4.196

Intel 3> /N4 Fortran/C/C++

PGl a2 /\{(5 Fortran/C/C++ 19.1-0 TI74J)L6:19.1-0

18.5-0

511704553 5188

(1)a< ok

Fortran, C, C++a> /(5N KR 4IL ftn, cc, CC IZ#Hi—SINTULVET .

OS5IV REEFYYBZAIET. AV URARAETHREUEHETAV /A SABEEIRMIZTIYEHY
E3X I

aAINAD av k| Crayaw/AA3 | Intel /(5 | PGIOV/NAT | gnu /N5
Fortran ftn crayftn ifort pgfo0 gfortran

C cc craycc icc pgcc gcc

C++ CcC crayCC icpc pgc++ g++

MPI RS L%EaV /(LT BEEE ftn, cc, CC ATV REFIALET,
MPI SATSYIZBEIMIZYIENhBD T, ARMIZY 9T a w2 T2 EREBYEEA.

(2)7a5SLBEDOYIYEZ
&I0T ST REBIZHIET S module 77 ILIZLLT T,

Cray a2/ 35

Intel a2 /N (5

PGIa2/\45

gnu A/ (35

PrgEnv-cray

PrgEnv-intel

PrgEnv-pgi

PrgEnv-gnu

7Ry 3327 & module switch AT R THIYEZ T,
T I7#4ILETIE Cray 327845 PrgEnv-cray NA—RENTLVET,
FlELT, Intel AU RASITHVBEZ DG EITIEUTOLSIZEITLET,

© Hitachi, Ltd. 2018-2024
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$ module switch PrgEnv-cray PrgEnv-intel

(3) @A T3y

LTFA T arneassso Rl

HBTIEERRETY .

FTavs

B

-craype-verbose

AVINAZYUAITETFTavDRR

-static D hIZERM) D D% TETR
-dynamic Yo AIZBIM) D% ETR
-shared EITHFICEIRIICY DT BS54 T S5 #ER
-help TSIV REEBOA T ERTE

5.1.2 Crayav/n\45

(1) AT LREDERE

super Tl Cray AV /1 5& T AN TEELTLET,
tDJRBICUVEZ TV B EETROIIICEREEZVIYEZTTILY,
Bl intel A NASDRENSDEUIVEZ

$ module switch PrgEnv-intel PrgEnv-cray

N—a %Y R BEAITIFLTFEEFLTES,

Bl N—=TavDYYEZ

S module avail cce
cce/8.6.5(default)
cce/8.7.10

$ module switch cce cce/8.7.10

© Hitachi, Ltd. 2018-2024. All rights reserved.
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(2)avAIVAE

T3y
-EREEA Toay
T a4 E5EA
-0 outfile HAT7AIVEEIETET D, BEEEFICIE a.out HERES
nd,
-llibrary_name oG BT4TIREEET D
-Llibrary_path SATSDRRNRFIEET S
-h autothread /—FRE8MFEBERTH(TI4/LL: E)
-h omp/noomp OpenMP $8RITICK DML EHE BT H(T2
FILk: BH)
-h thread[0-3] OpenMP FBEIELRNILDIEE B mE/KE. TIHILE
(& 2)
-0 [0-3] HEISEREIELANILDIEER: ZE/KE, TIHILME 2)
-h ipa[0-5] BHOIU 71V BRAKBEIELRILDIEE
-Fortran ERA 73>
TTar & A
-e0 REBEDODA—NILREVIERZELOMNEALT S
-ev L% static IZEIYH TS (FINEHEHY)
-ez allocate() X CHERL-fEEZ O #HL TS
-f [free|fixed] Y—RIT7AILDEER
-CERA T av
TT a4 & A
-h c99 C99 EHRICERMLTIAV/IRMILT D
-h noc99 C99 HARICERLGEWNTIAV/NMILT D
-h zero REBEOA—NILREVIERZELONHALT S
-TINVTRATay
ATLavt A
-g TNV EHREHALET,
-G [0-2] TV EROERE ORZDFHRAT/ VI HIZE
bhEd, "-G0"="-g")
-K trap=... s EBEERS YT LES, [fp | divz | denorm | ... ]
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(3) {#= R
-BEEFRKD Fortran DYV—RTAO4 5L hello.f A5 hello.out EWVSETES 12— ILEER

I & Frn =% Fved —o hello.eut hells. s I

-BEBEKD Fortran DYV—RTBO4 S5 L hello.fo0 M5 hello.out ELVSETES 21— ILEER
| S ftn -f free -o hello.out hello.f90 |

-BEERKD Fortran DYV—RXTA4 S L hello.f A S BEEIEFI{ELT= hello.out &LVS
ETED1—IILEER
| S ftn -h autothread -f fixed -o hello.out hello.f |

-BEEKD Fortran DYV—RTO45 S L hello.fo0 M5 B &t F11EL7= hello.out £LVS
ETED1—ILEER
| S ftn -h autothread -f free -o hello.out hello.f90 |

-~

- COHY—RTFTA4YSL hello.c 55 hello.out ELVDSETES 21— ILEER
| S cc hello.c -o hello.out |

- COY—ARFOY 5L hello.c s BEIAFIELT= hello.out EWLVSEITED 1 —ILEER
| S cc -h autothread hello.c -o hello.out |

- C++MDY—ARF0O% 5L hello.cpp 5 hello.out EWSETED 1—ILEER
| $ CC hello.cpp -o hello.out |

C++MDY—RTO%4 5L hello.c hio BEHEFI{ELT= hello.out EWLVSEITED 21— ILEERK

| $ CC -h autothread hello.cpp -o hello.out |
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5-30



5.1.3 Intela>/\45

(M TOYSLRIEDERTE
super Tl& Cray v/ \ASBT IAHILATHREL TS O TREDOLSIZEEE
PIYEZ TFALY,
5l Cray AV (SDREMNSDYIYEZ

$ module switch PrgEnv-cray PrgEnv-intel

N—=2a Y YEBEZ DB EICITLUTEERITLTEEL,
Bl N—TarDYIYEZ

S module avail intel
intel/17.0.4.196

intel/18.0.2.199(default)
intel/19.0.2.187
intel/19.1.0.166
intel/19.1.3.304

S module switch intel intel/19.0.2.187

(2)avnAILEE
73y
B T afh
ATav A
-0 outfile HAT7AIELEIRELET , BREEFICIE a.out HEEE
SINFET,
-llibrary_name 0BI4TSV ERELET,
-Llibrary_path SATSYDBRRNREFEELET,
-00|-01|-02|-03 REIEATavERELET , TIAIMNE-02 TY,
-fast TS LERDREERKRICLET , ROF T3
UHREBMIICERESNET
-ipo. -O3. -no-prec-div. -static. -fp-model fast=2.
-XHost
-parallel BRI EEMICLTCAV/IMILT BIGEEITHEELE
ER
-openmp OpenMP #BRXZEEMICLTIAV/AILT BI5EIIE
ELET,
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-Fortran R4 7 ay

ATar4 E5EA
-free|-fixed 7055 LNEHEER (free) THHHEE 2 K (fixed) T
HENZHEELEY,
TNV RAT ay
ATar4 &5 A
-g TNV EREHALET,
-traceback IS—MEELIIGAICFL—RN\YIERRLET,
-fpe[0-3] B LIEE RSV T LET , (-fpe0 AiExHEFH)
(3) {52 A
-BERRKD Fortran DY—RTO45 S5 L hello.f His hello.out EWVSIETEDS 2—ILEERK
| $ ftn -fixed -o hello.out hello.f |

-BEFEKD Fortran DYV—RTO4 S5 L hello.fo0 M5 hello.out ELVSETES 21— ILEER
| S ftn -free -o hello.out hello.f90 |

-BEERKD Fortran DYV—RXTA4 S L hello.f hS BB FI{ELT= hello.out &LVS
ETED1—ILEER

| $ ftn -fixed -parallel -o hello.out hello.f |

-BEEKD Fortran DYV—R 7045 S5 L hello.fo0 M5 B & F11EL7= hello.out £LVS
EITEDI—ILEER

| $ ftn -free -parallel -o hello.out hello.f90 |

-C DY—ARFTAST 5L hello.c H5 hello.out ELVSEITEDS 21— ILEERL
| $ cc -0 hello.out hello.c |

- CDOY—RTOY 5L hello.c s BEIFI{ELT= hello.out ELVIEFTED 21— ILEERK
| $ cc -parallel -o hello.out hello.c |

sC++DY—RTAY S L hello.cpp M5 hello.out EWVIRITED 21— ILEER
| $ CC -o hello.out hello.cpp |

- C++MY—RT 0% 5L hello.cpp h 5 BENMFIMELT= hello.out EVNVSEITED 2 —ILEER
| $ CC -parallel -o hello.out hello.cpp |
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5.1.4 PGl aV/N15

(M TOYSLRIEDERTE
super Tl& Cray A/ \ASBT IAHILATHREL TS O TREDOLSIZEEE
PIYEZ TFALY,
5l Cray AV (SDREMNSDYIYEZ

$ module switch PrgEnv-cray PrgEnv-pgi

N—=2a Y YEBEZ DB EICITLUTEERITLTEEL,
Bl N—TarDYIYEZ

$ module avail pgi
pgi/18.5
pgi/19.1(default)

$ module switch pgi pgi/18.5

(2)avnAILEE
73y
-FRE{EA T afh
T avs =5t BA
-0 outfile HAT7AIELEIRELET , BREEFICIE a.out HEEE
ENFEY,
-llibrary_name 0BI4TSV ERELET,
-Llibrary_path SATSYDBRRNRFEELET,
-00|-01|-02|-03|-04 | &@IbA T avEFBELET . T I4ILHE-02 TT,
-fast — MG REIL TS Y BERIRYET,
-Mconcur HEMHMEEE LTV /(LT BIGEEICIEELE
ED
-mp OpenMP 15 RXZEEMICLTIAVNSILT BIHFEICHE
ELET,
-Fortran ERA 73>
FTavs Hl3):
-Mfree|-Mfixed J0535 L0 E BB (free) Th S0 EE K (fixed) T
HEMEEELET,
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TNV RAFToay

*Foag B
-g | -gopt TNV TEREBALET,
(3) {E A
-BElERKD Fortran DY—RXT0O4 S5 L hello.f A5 hello.out ELVDYEITEDS 21— ILEER
I & Frn —nied —o helle.out hello. I

-BEFKD Fortran DYV—RTO4 S L hello.f hhisBENMFI{ELT= hello.out ELVS
ETES 1 —ILEERK

| S ftn -Mfixed -Mconcur -o hello.out hello.f |

-BEEF KD Fortran DYV—R T4 S L hello.f i OpenMP T hello.out &LNV5
EITED1—ILEER

I $ ftn -mp -Mfixed -o hello.out hello.f I

-BEBKD Fortran DYV—RXFO%4 S5 L hello.fo0 M5 hello.out ELVSIEITES 12— ILEER
| S ftn -Mfree -o hello.out hello.f90 |

-BEEKD Fortran OYV—RFO4 S5 L hello.fo0 n 5 B Ehifi 51l1EL7= hello.out &LVS
ETES1—ILEER

| S ftn -Mfree -Mconcur -o hello.out hello.f90 |

-BEBRA D Fortran ®Y—XTA45 5L hello.fo0 A5 OpenMP T hello.out &£LV5
ETES—ILEERK

| $ ftn -mp -Mfree -o hello.out hello.f90 |

C DY—ARTFTA%Y 5L hello.c H5 hello.out ELVDSEITEDS 21— ILEERK
| S cc -o hello.out hello.c |

- CDY—RTOY S L hello.c o BEHiFI{ELT= hello.out EWNVSRITED 12— ILEER
| S cc -Mconcur -o hello.out hello.c |

- CDY—RFTO4 S L hello.c hhid OpenMP T hello.out EWNVSRITED 2a—ILEER
| $ cc -mp -o hello.out hello.c |

-C++MDY—ARTO4 5L hello.cpp M5 hello.out EWVIEITES 21— ILEERK
| $ CC -0 hello.out hello.cpp |
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- C++DY—RT0% 5L hello.cpp h 5 BENEFI{ELT= hello.out EVNSEITED 2 —ILEER
| $ CC -Mconcur -o hello.out hello.cpp |

- C++MDY—RFO% 5L hello.cpp 75 OpenMP T hello.out EWSEITED 1 —ILEER
| $ CC -mp -o hello.out hello.cpp |

© Hitachi, Ltd. 2018-2024. All rights reserved.
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5.1.5 GNU av/\15

(M TOYSLRIEDERTE
super Tl& Cray v/ \ASBT IAHILATHREL TS O TREDOLSIZEEE
PIYEZ TFALY,
5l Cray AV (SDREMNSDYIYEZ

$ module switch PrgEnv-cray PrgEnv-gnu

N—=2a Y YEBEZ DB EICITLUTEERITLTEEL,
Bl N—TarDYIYEZ

$ module avail gcc
gcc/4.9.3
gcc/5.3.0
gcc/6.1.0
gcc/7.3.0(default)
gcc/8.3.0

$ module switch gcc gcc/8.3.0

(2)avAILAE
(7) A7 av
B T afh
T avs =5t BA
-0 outfile HAT7AIELEIRELET , BREEFICIE a.out HEEE
SNFEY,
-llibrary_name o054 T3VRERELET,
-Llibrary_path SATSYDBRRNREFEELET,
-00]-01]-02|-03|-04 | &xELA T avFBELET . T 74/ILEMK-02 TT,
fopenmp OpenMP (5 RXEEAICLTIAVNCMILTHIHEICIE
ELFET,
-Fortran ERA 723>
FTavs Hl3):
, T0455 LA E B (free) TH A B E R 2 (fixed) T
-ffree-form|-ffixed-form
HEMEEELET,
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TNV AT ay

FTav4 =55 B

-9 TNV IEREE NLET,

-90|-g1|-92|-g3 TINVTULANILERELES . (-92 = -g)
(3) A

-BEEFRKD Fortran DYV—RTO4 5L hello.f A5 hello.out EWVSETES 2—ILEERK

| S ftn -ffixed-form -o hello.out hello.f |

-BHEFEKD Fortran DYV—RTO4 S5 L hello.fo0 M5 hello.out ELVSEFTES 21— ILEER

| S ftn -ffree-form -o hello.out hello.f90 |

C DY—ARFTA%S 5L hello.c H5 hello.out ELVSEITEDS 21— ILEERK

| S cc -o hello.out hello.c |

-C++MDY—ARTO%4 5L hello.cpp M5 hello.out EWVIEITES 21— ILEERK

| $ CC -o hello.out hello.cpp |
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5.2 SA4TSIVERAE

A—/N\—AVE1—3TIIUTOIA4ITIVFRELTWET,
HMIIRERT=ATILESBLTTSLY,

FA4T3EM N—23ay DO ORIBEREOV IS | [&E
CSML(Cray Scientific and Math 19.05.5 LaAVINS
Libraries) 18.03.1
Intel MKL(A>7 )L YR-HA—F)L- | 19.1.3.304 Intel a2 /\(35
S4751)—) 19.1.0.166
19.0.2.187
18.0.2.199
17.0.4.196
Third Party Products - £aAVINT

5.2.1 CSML(Cray Scientific and Math Libraries)
CSML (Cray Scientific and Math Libraries)l&. Cray DRI SR FEHFESATSVEH T,
LUTDOZ14T 3N FARIRETY

4T Z") BFR B w7173 EDa—IE | FTiav
Cray LibSci XC50 L AT LMt | BLAS, cray-libsci

[Z&E{bShi-Fiz | LAPACK,

BfEtES175y | BLACS,

74 LkTA—KE | SCALAPCK

nd ’
Cray PETSc B - B AFERX | MUMPS, cray-petsc
(Portable, /Wy )LN—S4T | SuperLU,
Extensible Toolkit 51 SuperLU_dist,
for Scientific ParMETIS,
Computation) HYPRE , etc
Cray Trilinos FEHESATS | PETSc, cray-trilinos
Packages DA T o iEM | Metis/ParMetis,

AB—TTAR SuperLU,

cray-petsc =i g‘ff;
TPSL PETSc/Trilinos &4#8 | MUMPS, cray-tpsl
(Third HEHE gty | Super_LU,
Party s 51 Super_LU_dist,
Scientific 7 ParMetis,
Libraries) Hypre,

Sumdials,
Scotch, etc
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FFTW3.3 Library | FFTW /N\—< 3> | FFTW3.3 cray-fftw -Ifftw3
3.3 (MPI 3 51])
-Ifftw3_mpi
(AL iti5l)
-Ifftw3_threads
FFTW2.1 Library | FFTW /N\—< 3> | FFTW2.1 fftw (BHEE)
2.1 -Isrfftw_mpi
FATI)BNERE -Isfftw_mpi
RIS EST -Isrfftw
ThdrH. Uy “Isfitw
B 125 4R 95 T 4% 4 ()
= -ldrfftw_mpi
-ldfftw_mpi
-ldrfftw
-ldfftw
(M TOYSLREDERTE

super Tl Cray AV /(5% T I+ L THRELTLET,
DEICIECTHATITOI S LREICHYEZ TTIL,
Bl intel A IRASDTRE~ADUIYEZ

$ module switch PrgEnv-cray PrgEnv-intel

(2) =R

5l 1: Cray 3> /315 T FFTW3.3 Library # MPI i 51705 S LW AT 556

$ module load cray-fftw

$ cc main.c -L$S{FFTW_DIR} -1fftw3_mpi -1fftw3

5 2: Intel A2 /(5T FFTW3.3 Library & MPI 5| LR Ly RHiFE A EHET=-TO5 S

LAY REE

$ module switch PrgEnv-cray PrgEnv-intel
$ module load cray-fftw
-LS{FFTW_DIR}

S cc main.c

-1fftw3_threads -1fftw3

—gopenmp

-1fftw3_mpi

5 3: FFTW2.1 Library #BE¥EE THRAT 554

$ module load fftw
$ cc main.c -lsrfftw_mpi -lsfftw_mpi -lsrfftw -lsfftw
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5l 4: FFTW2.1 Library ZfE5E CTHHAT 5158

S module load fftw
$ cc main.c -ldrfftw_mpi -ldfftw_mpi -ldrfftw -ldfftw

5.2.2 Intel MKL
Intel MKL(A>T )L RR=h—FRIL-54T5")—)IL. BLAS, LAPACK, SparseBLAS, PARDISO,
lterative Sparse Solver, FFT, ELBERGEEZELT1TIUTY,
(M TOYSLRIEDERTE
Intel 7045 LR (PrgEnv-inte)#0—K3 32 & THIATFRETT,
BE. EEREEDT=O. cray-libsci [F7>O—KFLTTELY,

5l Cray AV /(S DRENSDYIYEZ

$ module switch PrgEnv-cray PrgEnv-intel
$ module unload cray-libsci

(2) =B
-BEE R D BLAS #{FAHLT= Fortran MY—RX 7045 L hello.f v hello.out &LVS
RITED2—ILEERK
I $ ftn -mkl -o hello.out -fixed hello.f I

-BLAS #{#FHLT=- C ®Y—RXTO%4 5L hello.c i5 hello.out EWLVDEITED 21— ILEERK
| S cc —-mkl -o hello.out hello.c |

5.2.3 Third Party Products
LUTDZ47 )M FIFARRETY

S4TSR EPa—ILA 5%

NetCDF(Unidata’s Network | cray-netcdf )T IVER

Common Data Format) cray-parallel-netcdf i Bl ki

Library

HDF5(Hierarchical Data Cfay'Eg;g o )7 IVhi
cray-hdf5-paralle i

Format 5) Libraries & Utilities | © > 01> P AL 5 i
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6 77 )r—a A AEmAiE

6.1 ZFUsr—iar—E
6.2 Gaussianl6

6.3 ADF

6.4 OQuantumATK

6.5 CRYSTAL

6.6 VASP

6.7 WIEN2K

6.8 SIESTA

6.9 ABINIT

6.10 CPMD

6.11 QUANTUM ESPRESSO

6.12 LAMMPS

6.13 OpenMX
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6.14 SMASH

6.15 TOMBO

6.16 RSDFT
6.17 HPhi

6.18 mVMC

6.19 CP2K
6.20 EIK
6.21 ALAMODE

6.22 SALMON

6.23 OCTOPUS

6.24 Wannier90
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6.1 7F)r—ar—%

A—N—aAVEa1—RTRUTOT7 TV r—2av A FIAREETY .

FI)r—a &

BhERE I

i Gaussian 16

Rev B.01
Rev C.01

SMP

W ADF

2017.113
2018.105
2019.102
2019.304
2020.101
2021.102
2021.106
2022.103
2023.103

MPI

¢l QuantumATK

2019.03
2019.12
2020.09
2021.06
2021.06-SP2
2022.03
2022.12-SP1

MPI

“8 CRYSTAL

17

MPI
SMP
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s VASP

4.6.38
54.4
6.1.0
6.1.1
6.1.2
6.2.0
6.2.1
6.3.0
6.3.2
6.4.0
6.4.1
6.4.2
6.4.3

MPI

G WIEN2K

17.1
18.2
19.1
19.2
21.1
23.2

SMP

SIESTA

4.0
4.1.5

MPI

ABINIT

8.8.2
8.10.2
8.10.3
9.2.2
9.4.2
9.6.2
9.8.2
9.10.3

MPI

CPMD

4.1
4.3

MPI
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6.2.1
6.3

6.4.1
6.5

6.6

(08 QUANTUM ESPRESSO 6.7 MPI
6.8
7.0
7.1
7.2
7.3

31 Mar 17
22 Aug 18
12 Dec 18
5Jun 19

7 Aug 19

LAMMPS MPI
3 Mar 20

29 Oct 20
29 Sep 21
23 Jun 22

2 Aug 23

3.85
3.9.1
OpenMX MPI
3.9.2

3.9.9

2.2.0
SMASH MPI
3.0.0

TOMBO 2 MPI

RSDFT 1.3.0 MPI

HPhi 3.1.2 MPI x SMP

mVMC 1.0.3 MPI
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7.0

8.1.0
8.2.0
9.1.0
CP2K MPI
2022.1
2023.1
2023.2

2024.1

6.3.2
6.8.4
Elk MPI X SMP
7.2.42

8.7.6

1.1.0
ALAMODE 1.3.0 SMP
1.4.2

121
SALMON 2.0.0 MPI
2.1.0

OCTOPUS 9.1 MPI

1.2 .
serial

Wannier90 2.1.0

3.1.0 MPI
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6.2 Gaussianl6
LT D=3y BRI BTRETY .
BT A

source /work/app/Gaussian/g16.profile

source /work/app/Gaussian/C.01/g16.profile

Iwork IZEf L1=T 4Lk Gaussian 16 D AN IT7AIL(***.com)ZFHEHBLET .
ANFHALRZINLIOZ) LOBERBELETEOIANTZAILBUTIZHYET DT, ZELIZS
L SOART7AILTIEL Hartree-Fock ;5% ALY, 3-21G EETHRERELFEFTVET,

€]

$ 1ls -1 /work/app/Gaussian/example.com

-rw-r--r-— 1 root root 420 Jul 12 16:33 /work/app/Gaussian/example.com

- HNBDIEE

A HNNIBEITIF=DIZIE. AAT7AILIZ'CPU=0-NZEIREL TSN ([FHFIZ T, 35 LLITD
EIZLET,

(151) %CPU=0-35

'NProc=N'CIIEZEIZIHFINENITHOREE Ao

—BI7AIVHAEDRTE

Iwork/scratch U FICZBEDT7 AV A TTALIM)EERLTZELY,
AATF7AIVIZIETFEDEIIERL, —FI7MILDHENXZEELFET,
(181) %Chk=example_app.chk

CAaTBRARDRIVTNEERLET

-d 5 DEIZADT7AILD CPU DIEEEHE TLIEELY,
#!/bin/sh

#PBS -1 select=1

#PBS -q ¥a1—4%

#PBS -N U374

source /work/app/Gaussian/gl6.profile
DIRNAME="basename $PBS_O_WORKDIR®
WORKDIR=/work/$USER/$PBS_JOBID

mkdir -p $WORKDIR

cp -raf S$PBS_O_WORKDIR $WORKDIR

cd SWORKDIR/SDIRNAME

aprun -j 1 -d 5% gie AKT7AIL 2> T5—HAT7MIL

cd; if cp -raf $WORKDIR/$DIRNAME $PBS_O_WORKDIR/.. ; then rm -rf $WORKDIR; fi
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#!/bin/sh

#PBS -1 select=1
#PBS -gq P_016
#PBS -N gl6

source /work/app/Gaussian/gl6.profile
DIRNAME="basename $PBS_O_WORKDIR®
WORKDIR=/work/$USER/$PBS_JOBID

mkdir -p $WORKDIR

cp -raf SPBS_O_WORKDIR $WORKDIR

cd SWORKDIR/SDIRNAME

aprun -j 1 -d 36 gl6 test0000.com 2> gl6.err

cd; if cp -raf SWORKDIR/S$SDIRNAME SPBS_O_WORKDIR/.. ; then rm -rf SWORKDIR; fi
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6.3 ADF

ADF ZF AT 5=0HIZ(F. Yt 2—THRAFHIALTOAIREAHYET,
ADF QR AZEHFLINBIGEIL. CTHLFETITHERLIZELY,

UTDN—=2a0 A FIFAAEETY .

N—23ay RERESIE

2017.113 module load adf/2017.113
2018.105 module load adf/2018.105
2019.102 module load adf/2019.102
2019.304 module load adf/2019.304
2020.101 module load adf/2020.101
2021.102 module load adf/2021.102
2021.106 module load adf/2021.106
2022.103 module load adf/2022.103
2023.103 module load adf

DATHEARADRIYTMILTOBEYTY

*ANT7AILTOET(/N—32:2017.113~2019.304)
#!/bin/sh
#PBS -1 select=/—F#

#PBS -q ¥1—%
#PBS -N 374

module load adf//\—P3>
DIRNAME="basename $PBS_O_WORKDIR®
WORKDIR=/work/$USER/$PBS_JOBID
mkdir -p $WORKDIR

cp -raf S$PBS_O_WORKDIR $WORKDIR
cd SWORKDIR/SDIRNAME

adf -n HMHIE < AAT7AIL > HAT7A(IL 2> TS5—HHT7AIL

cd; if cp -raf $WORKDIR/$DIRNAME $PBS_O_WORKDIR/.. ; then rm -rf $SWORKDIR; fi

ﬂm)2019304
#!/bin/sh
#PBS -1 select=1

#PBS -q P_016
#PBS -N adf
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module load adf/2019.304
DIRNAME="basename $PBS_O_WORKDIR®
WORKDIR=/work/SUSER/S$SPBS_JOBID
mkdir -p $WORKDIR

cp -raf S$PBS_O_WORKDIR $WORKDIR

cd $SWORKDIR/$DIRNAME

adf -n 32 < in > adf.out 2> adf.err

cd; if cp -raf $WORKDIR/$DIRNAME $PBS_O_WORKDIR/.. ; then rm -rf $WORKDIR; fi
5N # L 64 FTEHRERAETT .
ATLav- adf=HFIBDIEEELLEMEE . DI THEEICETTEEE A,

“ANT7AILTOET(/\—32:2020.101~2023.103)

#PBS -1 adf=3iFl%k

$%2023.103 DIBE . [//3\—2ay | ITEEATEETY,

WJ) 2023.103
#!/bin/sh
#PBS -1 select=1

#PBS -gq P_016
#PBS -N adf

module load adf
DIRNAME="basename $PBS_O_WORKDIR'
WORKDIR=/work/SUSER/SPBS_JOBID
mkdir -p SWORKDIR

cp —-raf S$SPBS_O_WORKDIR $WORKDIR
cd SWORKDIR/SDIRNAME

ams -n 32 < in > adf.out 2> adf.err

cd; if cp -raf $WORKDIR/$DIRNAME $PBS_O_WORKDIR/.. ; then rm -rf $WORKDIR; fi
5% % 64 FTEHEERRETT .
FFoav-ladf=HFNHDIEEELLEMGE . DTN ERBICRITTEEFE A,
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‘run A2 TR THOEITAHE

#PBS -1 adf=3iFl%k

export NSCM=ifiFI%

1)
#!/bin/sh
#PBS -1 select=1

#PBS -q P_016
#PBS -N adf

module load adf
DIRNAME="basename $PBS_O_WORKDIR®
WORKDIR=/work/$USER/S$PBS_JOBID
mkdir -p SWORKDIR

cp -raf $PBS_O_WORKDIR $WORKDIR
cd $SWORKDIR/SDIRNAME

./H20_HF_freq.run > adf.out 2> adf.err

cd; if cp -raf SWORKDIR/S$SDIRNAME S$PBS_O_WORKDIR/.. ; then rm -rf $WORKDIR; 4
M5 64 FTHIEEREETT ,
FTLa -l adf=HHHDIEEELLENGE. DI TN EEICETTEEE A,
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6.4 QuantumATK
TR D/A—Uay hFIAETRETY .

N—o3>

2019.03 Iwork/app/QuantumATK/QuantumATK-P-2019.03/bin/atkpython
2019.12 /work/app/QuantumATK/QuantumATK-Q-2019.12/bin/atkpython

2020.09 Iwork/app/QuantumATK/QuantumATK-R-2020.09/bin/atkpython
2021.06 /work/app/QuantumATK/QuantumATK-S-2021.06/bin/atkpython

2021.06-SP2 /work/app/QuantumATK/QuantumATK-S-2021.06-SP2/bin/atkpython
2022.03 /work/app/QuantumATK/QuantumATK-T-2022.03/bin/atkpython
2022.12-SP1 /work/app/QuantumATK/current/bin/atkpython

DAaTHEARDRIYTMILLTDEYTY

*ANT7AILTOET(/N—32:2019.03~2022.03)
#!/bin/sh
#PBS -1 select=/—F#

#PBS -q ¥a1—4%
#PBS -N 374

module load ccm
DIRNAME="basename $PBS_O_WORKDIR®
WORKDIR=/work/SUSER/$PBS_JOBID

mkdir -p $WORKDIR
cp -raf $PBS_O_WORKDIR $WORKDIR
cd SWORKDIR/$DIRNAME

aprun [ -n 5% 1[ -N /—FH-UDMAiF%E ] hostname | grep-v *Applicati > hostfile
ccmrun /work/app/QuantumATK//A—23> /1ibexec/mpiexec.hydra -n %%

-f ./hostfile -genv I_MPI_FABRICS=shm:tcp /work/app/QuantumATK//\—3>
/bin/atkpython AAT7AMIL > HAT7AIL 2> TS5—HAT7AIL

cd; if cp -raf SWORKDIR/S$DIRNAME $PBS_O_WORKDIR/.. ; then rm -rf SWORKDIR; fi

1§)2022.03
#!/bin/sh
#PBS -1 select=1

#PBS -q P_016
#PBS -N atk

module load ccm
DIRNAME="basename $PBS_O_WORKDIR®
WORKDIR=/work/SUSER/SPBS_JOBID
mkdir -p SWORKDIR

cp -raf S$PBS_O_WORKDIR $WORKDIR
cd SWORKDIR/SDIRNAME
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aprun -n 36 -N 36 hostname | grep -v *Applicati > hostfile
ccmrun /work/app/QuantumATK/QuantumATK-T-2022.03/libexec/mpiexec.hydra -n 36
-f ./hostfile -genv I_MPI_FABRICS=shm:tcp

/work/app/QuantumATK/QuantumATK-T-2022.03/bin/atkpython input.py > atk.out
2>atk.err

cd; if cp -raf $WORKDIR/$DIRNAME $PBS_O_WORKDIR/.. ; then rm -rf $WORKDIR; fi
ATFav-latk=1 -l atkdp= AFIE -1 DIEEZLGEMEE . DaTMNERBICEITTEFEFE A,

s AN TFAILTOEFTF(A—T3>:2022.12-SP1)

#PBS -1 atk=1 -1 atkdp= iFl%k-1

15'])2022.12—SP1
#!/bin/sh
#PBS -1 select=1

#PBS -gq P_016
#PBS -N atk

module load ccm
DIRNAME="basename $PBS_O_WORKDIR®
WORKDIR=/work/SUSER/$SPBS_JOBID
mkdir -p SWORKDIR

cp —-raf S$SPBS_O_WORKDIR $WORKDIR
cd SWORKDIR/SDIRNAME

aprun -n 36 -N 36 hostname | grep -v "Applicati > hostfile

ccmrun /work/app/QuantumATK/current/mpi/bin/mpiexec.hydra -n 36 —-f ./hostfile
—-genv I_MPI_FABRICS=shm:tcp /work/app/QuantumATK/current/bin/atkpython
input.py > atk.out 2> atk.err

cd; if cp -raf SWORKDIR/SDIRNAME $PBS_O_WORKDIR/.. ; then rm -rf $WORKDIR; fi
FTar-latk=1-l atkdp= HFNH -1 DIEEZLLGVMEE ., DTN EEICERITTEEE A
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6.5 CRYSTAL
CITHBRARDAIYTEILTDOEYTY,

)

#!/bin/sh

#PBS -1 select=1
#PBS -gq P_016
#PBS -N crystal

module load intel

module load ccm
DIRNAME="basename $PBS_O_WORKDIR®
WORKDIR=/work/SUSER/$SPBS_JOBID
mkdir -p SWORKDIR

cp -raf $PBS_O_WORKDIR $WORKDIR
cd SWORKDIR/SDIRNAME

source /work/app/Crystal/current/utilsl7/cryl7.bashrc
runmpil7? 36 testll > crystal.out 2> crystal.err

cd; if cp -raf SWORKDIR/SDIRNAME $PBS_O_WORKDIR/.. ; then rm -rf SWORKDIR; fi
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6.6 VASP

VASP [E54 Y REEFETHEVWAXFATEF A FIRFERICLOoFTEDELHEEET
SV FM U RE LU A—ICTHRSE TRV R ATRLGYET,

LUTRDN—2a A FIARIRETY .

ETED2—ILDIEE

VASPA4.6.36
VASP4.6.36
VASP5.4.4
VASP5.4.4
VASP5.4.4
VASP6.1.0
VASP6.1.0
VASP6.1.0
VASP6.1.1
VASP6.1.1
VASP6.1.1
VASP6.1.2
VASP6.1.2
VASP6.1.2
VASP6.2.0
VASP6.2.0
VASP6.2.0
VASP6.2.1
VASP6.2.1
VASP6.2.1
VASP6.3.0
VASP6.3.0
VASP6.3.0
VASP6.3.2
VASP6.3.2

Gamma AR
Standard hi
Gamma iR
non-collinear ki
Standard kiz
Gamma kR
non-collinear ik
Standard ki
Gamma iRk
non-collinear ki
Standard kiz
Gamma ik
non-collinear ik
Standard ki
Gamma =kl
non-collinear i
Standard ik
Gamma iRk
non-collinear ik
Standard i
Gamma s

non-collinear ki

Standard ki

Gamma S kR

ETED2A—ILD/INR

/work/app/VASP4/current/vasp

Iwork/app/VASP4/vasp.4.6_gammal/vasp

Iwork/app/VASP5/current/bin/vasp_std

Iwork/app/VASP5/current/bin/vasp_gam

Iwork/app/VASP5/current/bin/vasp_ncl

Iwork/app/VASP6/vasp.6.1.0/bin/vasp_std

Iwork/app/VASP6/vasp.6.1.0/bin/vasp_gam

Iwork/app/VASP6/vasp.6.1.0/bin/vasp_ncl

Iwork/app/VASP6/current/bin/vasp_std

Iwork/app/VASP6/current/bin/vasp_gam

Iwork/app/VASP6/current/bin/vasp_ncl

Iwork/app/VASP6/vasp.6.1.2/bin/vasp_std

Iwork/app/VASP6/vasp.6.1.2/bin/vasp_gam

Iwork/app/VASP6/vasp.6.1.2/binfvasp_ncl

Iwork/app/VASP6/vasp.6.2.0/bin/vasp_std

Iwork/app/VASP6/vasp.6.2.0/bin/vasp_gam

Iwork/app/VASP6/vasp.6.2.0/bin/vasp_ncl

Iwork/app/VASP6/vasp.6.2.1/bin/vasp_std

Iwork/app/VASP6/vasp.6.2.1/binfvasp_gam

Iwork/app/VASP6/vasp.6.2.1/binfvasp_ncl

Iwork/app/VASP6/vasp.6.3.0/bin/vasp_std

Iwork/app/VASP6/vasp.6.3.0/bin/vasp_gam

Iwork/app/VASP6/vasp.6.3.0/bin/vasp_ncl

Iwork/app/VASP6/vasp.6.3.2/bin/vasp_std

Iwork/app/VASP6/vasp.6.3.2/binfvasp_gam
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VASP6.3.2
VASP6.4.0
VASP6.4.0
VASP6.4.0
VASP6.4.1
VASP6.4.1
VASP6.4.1
VASP6.4.2
VASP6.4.2
VASP6.4.2
VASP6.4.3
VASP6.4.3
VASP6.4.3

non-collinear ki
Standard ki
Gamma = kR

non-collinear hfx

Standard ki

Gamma kR
non-collinear ik
Standard hix
Gamma iR
non-collinear ki
Standard kiz
Gamma kR

non-collinear kit

Iwork/app/VASP6/vasp.6.3.2/bin/vasp_ncl

Iwork/app/VASP6/vasp.6.4.0/bin/vasp_std

Iwork/app/VASP6/vasp.6.4.0/bin/vasp_gam

Iwork/app/VASP6/vasp.6.4.0/bin/vasp_ncl

Iwork/app/VASP6/vasp.6.4.1/bin/vasp_std

Iwork/app/VASP6/vasp.6.4.1/bin/vasp_gam

Iwork/app/VASP6/vasp.6.4.1/bin/vasp_ncl

Iwork/app/VASP6/vasp.6.4.2/bin/vasp_std

Iwork/app/VASP6/vasp.6.4.2/binfvasp_gam

Iwork/app/VASP6/vasp.6.4.2/bin/vasp_ncl

Iwork/app/VASP6/vasp.6.4.3/bin/vasp_std

Iwork/app/VASP6/vasp.6.4.3/bin/vasp_gam

Iwork/app/VASP6/vasp.6.4.3/bin/vasp_ncl

Wannier90 %)% L7- VASP 5.4.4_ VASP 6.1.1. VASP 6.1.2. VASP 6.2.1. VASP 6.3.0.
VASP 6.3.2. VASP 6.4.0. VASP 6.4.1. VASP 6.4.2 8&U VASP 6.4.3 £LFIAHTIRETY,

EITED21—ILDFELE

VASP5.4.4 (Wannier90)
Standard kiz

VASP5.4.4 (Wannier90)

Gamma Skx

VASP5.4.4 (Wannier90)
non-collinear ki

VASP6.1.1 (Wannier90)
Standard ki

VASP6.1.1 (Wannier90)

Gamma Sk

VASP6.1.1 (Wannier90)
non-collinear i

VASP6.1.2 (Wannier90)

Standard ki

VASP6.1.2 (Wannier90)

Gamma f=hR

VASP6.1.2 (Wannier90)
non-collinear hix

EFES2I—ILDINR

/work/app/VASP5/vasp.5.4.4_wannier90/bin/vasp_std
Iwork/app/VASP5/vasp.5.4.4_wannier90v2.1/bin/vasp_std

Iwork/app/VASP5/vasp.5.4.4_wannier90/bin/vasp_gam
Iwork/app/VASP5/vasp.5.4.4_wannier90v2.1/bin/vasp_gam

/work/app/VASP5/vasp.5.4.4_wannier90/bin/vasp_ncl
Iwork/app/VASP5/vasp.5.4.4_wannier90v2.1/bin/vasp_ncl

Iwork/app/VASP6/vasp.6.1.1-wannier90v1.2/bin/vasp_std
Iwork/app/VASP6/vasp.6.1.1-wannier90v2.1.0/bin/vasp_std

Iwork/app/VASP6/vasp.6.1.1-wannier90vl.2/bin/vasp_gam
Iwork/app/VASP6/vasp.6.1.1-wannier90v2.1.0/bin/vasp_gam

Iwork/app/VASP6/vasp.6.1.1-wannier90vl.2/bin/vasp_ncl
Iwork/app/VASP6/vasp.6.1.1-wannier90v2.1.0/bin/vasp_ncl

Iwork/app/VASP6/vasp.6.1.2-wannier90v1.2/bin/vasp_std
Iwork/app/VASP6/vasp.6.1.2-wannier90v2.1.0/bin/vasp_std

Iwork/app/VASP6/vasp.6.1.2-wannier90vl1.2/bin/vasp_gam
Iwork/app/VASP6/vasp.6.1.2-wannier90v2.1.0/bin/vasp_gam

Iwork/app/VASP6/vasp.6.1.2-wannier90vl.2/bin/vasp_ncl
/work/app/VASP6/vasp.6.1.2-wannier90v2.1.0/bin/vasp_ncl
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VASP6.2.1 (Wannier90)
Standard ki

VASP6.2.1 (Wannier90)
Gamma s kR

VASP6.2.1 (Wannier90)

non-collinear i

VASP6.3.0 (Wannier90)
Standard kR

VASP6.3.0 (Wannier90)

Gamma kR

VASP6.3.0 (Wannier90)

non-collinear ki

VASP6.3.2 (Wannier90)

Standard ki

VASP6.3.2 (Wannier90)

Gamma S kR

VASP6.3.2 (Wannier90)

non-collinear i

VASP6.4.0 (Wannier90)

Standard i

VASP6.4.0 (Wannier90)

Gamma Skx

VASP6.4.0 (Wannier90)

non-collinear i

VASP6.4.1 (Wannier90)
Standard i

VASP6.4.1 (Wannier90)
Gamma =k

VASP6.4.1 (Wannier90)
non-collinear hix

VASP6.4.2 (Wannier90)
Standard ki

VASP6.4.2 (Wannier90)
Gamma = kR

VASP6.4.2 (Wannier90)
non-collinear i

VASP6.4.3 (Wannier90)
Standard iz

VASP6.4.3 (Wannier90)
Gamma RhR

Iwork/app/VASP6/vasp.6.2.1-wannier90v2.1.0/bin/vasp_std
Iwork/app/VASP6/vasp.6.2.1-wannier90v3.1.0/bin/vasp_std

Iwork/app/VASP6/vasp.6.2.1-wannier90v2.1.0/bin/vasp_gam
Iwork/app/VASP6/vasp.6.2.1-wannier90v3.1.0/bin/vasp_gam

/work/app/VASP6/vasp.6.2.1-wannier90v2.1.0/bin/vasp_ncl
Iwork/app/VASP6/vasp.6.2.1-wannier90v3.1.0/bin/vasp_ncl

Iwork/app/VASP6/vasp.6.3.0-wannier90v2.1.0/bin/vasp_std
Iwork/app/VASP6/vasp.6.3.0-wannier90v3.1.0/bin/vasp_std

Iwork/app/VASP6/vasp.6.3.0-wannier90v2.1.0/bin/vasp_gam
Iwork/app/VASP6/vasp.6.3.0-wannier90v3.1.0/bin/vasp_gam

Iwork/app/VASP6/vasp.6.3.0-wannier90v2.1.0/bin/vasp_ncl
fwork/app/VASP6/vasp.6.3.0-wannier90v3.1.0/bin/vasp_ncl

Iwork/app/VASP6/vasp.6.3.2-wannier90v2.1.0/bin/vasp_std
Iwork/app/VASP6/vasp.6.3.2-wannier90v3.1.0/bin/vasp_std

Iwork/app/VASP6/vasp.6.3.2-wannier90v2.1.0/bin/vasp_gam
Iwork/app/VASP6/vasp.6.3.2-wannier90v3.1.0/bin/vasp_gam

/work/app/VASP6/vasp.6.3.2-wannier90v2.1.0/bin/vasp_ncl
Iwork/app/VASP6/vasp.6.3.2-wannier90v3.1.0/bin/vasp_ncl

Iwork/app/VASP6/vasp.6.4.0-wannier90v2.1.0/bin/vasp_std
Iwork/app/VASP6/vasp.6.4.0-wannier90v3.1.0/bin/vasp_std

Iwork/app/VASP6/vasp.6.4.0-wannier90v2.1.0/bin/vasp_gam
Iwork/app/VASP6/vasp.6.4.0-wannier90v3.1.0/bin/vasp_gam

Iwork/app/VASP6/vasp.6.4.0-wannier90v2.1.0/bin/vasp_ncl
Iwork/app/VASP6/vasp.6.4.0-wannier90v3.1.0/bin/vasp_ncl

Iwork/app/VASP6/vasp.6.4.1-wannier90v2.1.0/bin/vasp_std
Iwork/app/VASP6/vasp.6.4.1-wannier90v3.1.0/bin/vasp_std

/work/app/VASP6/vasp.6.4.1-wannier90v2.1.0/bin/vasp_gam
Iwork/app/VASP6/vasp.6.4.1-wannier90v3.1.0/bin/vasp_gam

Iwork/app/VASP6/vasp.6.4.1-wannier90v2.1.0/bin/vasp_ncl
Iwork/app/VASP6/vasp.6.4.1-wannier90v3.1.0/bin/vasp_ncl

Iwork/app/VASP6/vasp.6.4.2-wannier90v2.1.0/bin/vasp_std
Iwork/app/VASP6/vasp.6.4.2-wannier90v3.1.0/bin/vasp_std

Iwork/app/VASP6/vasp.6.4.2-wannier90v2.1.0/bin/vasp_gam
Iwork/app/VASP6/vasp.6.4.2-wannier90v3.1.0/bin/vasp_gam

Iwork/app/VASP6/vasp.6.4.2-wannier90v2.1.0/bin/vasp_ncl
Iwork/app/VASP6/vasp.6.4.2-wannier90v3.1.0/bin/vasp_ncl

Iwork/app/VASP6/vasp.6.4.3-wannier90v2.1.0/bin/vasp_std
Iwork/app/VASP6/vasp.6.4.3-wannier90v3.1.0/bin/vasp_std

Iwork/app/VASP6/vasp.6.4.3-wannier90v2.1.0/bin/vasp_gam
Iwork/app/VASP6/vasp.6.4.3-wannier90v3.1.0/bin/vasp_gam
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ARSI RUNERDIEICIORN  /work/app/VASP6/vasp.6.4.3-wannier90v2.1.0/bin/vasp_ncl
non-collinear iz Iwork/app/VASP6/vasp.6.4.3-wannier90v3.1.0/bin/vasp_ncl

DATHEARADRIYTMILTDOEYTY,

f5il)

#!/bin/sh

#PBS -1 select=1
#PBS -q P_016
#PBS -N vasp

DIRNAME="basename $PBS_O_WORKDIR'
WORKDIR=/work/SUSER/S$SPBS_JOBID
mkdir -p $WORKDIR

cp -raf S$SPBS_O_WORKDIR $WORKDIR
cd SWORKDIR/SDIRNAME

aprun -n 36 -N 36 -j 1 /work/app/VASP5/current/bin/vasp_std > vasp.out 2> vasp.err

cd; if cp -raf $WORKDIR/S$DIRNAME $PBS_O_WORKDIR/.. ; then rm -rf SWORKDIR; fi
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6.7 WIEN2k

WIEN2K (I3 REHFLTRVWARFIATEF A AIRREEICLOF TEDOESHEEE
TSV MV REL U A—(CTHRSE TIRWV-RFI A RELLGYET .

LUTRDN—2a A FIARIRETY .

EFES1—ILDINR

Iwork/app/WIEN2k/current

Iwork/app/WIEN2k/WIEN2K_18.2

/work/app/WIEN2K/WIEN2k 19.1

Iwork/app/WIEN2K/WIEN2K_19.2

Iwork/app/WIEN2K/WIEN2k_21.1

fwork/app/WIEN2K/WIEN2k_23.2

CATHBRARDRIYTHEILUTDEY T,
#!/bin/sh

#PBS -1 select=/—F%%

#PBS -q ¥a1—4%

#PBS -N 374

DIRNAME="basename $PBS_O_WORKDIR"
WORKDIR=/work/$USER/S$PBS_JOBID
mkdir -p $WORKDIR

cp -raf $PBS_O_WORKDIR $WORKDIR
cd $SWORKDIR/SDIRNAME

export SCRATCH=$WORKDIR/SDIRNAME

export TMPDIR=$WORKDIR/S$SDIRNAME

export WIENROOT=/work/app/WIEN2k/current
export PATH=SWIENROOT:$PATH

module load intel

aprun -b -d 5% -j 1 --cc depth wien2k RITRIUTL T3 iS5A—4 > HAT7A(I)L 2>
IS—HAhIT7AIL

cd; if cp -raf SWORKDIR/SDIRNAME $PBS_O_WORKDIR/.. ; then rm -rf SWORKDIR; fi
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#!/bin/sh

#PBS -1 select=1
#PBS -q P_016
#PBS -N wien2k

DIRNAME="basename S$PBS_O_WORKDIR®
WORKDIR=/work/$USER/$PBS_JOBID
mkdir -p SWORKDIR

cp -raf S$PBS_O_WORKDIR $WORKDIR
cd $SWORKDIR/SDIRNAME

export SCRATCH=$WORKDIR/S$SDIRNAME

export TMPDIR=$WORKDIR/S$SDIRNAME

export WIENROOT=/work/app/WIEN2k/current
export PATH=SWIENROOT:$PATH

module load 1intel

aprun -b -d 36 -j 1 -—-cc depth run_lapw -p —cc 0.0001 -NI > wien2k.out 2> wien2k.err

cd; if cp -raf SWORKDIR/SDIRNAME $PBS_O_WORKDIR/.. ; then rm -rf SWORKDIR; fi

W FIRITEEBICIE RITRIVT DR T-p AT av%EEL. .machines I7 M ILEERTT(LY
FIICAELEY,

(51)
cat .machines
:localhost
:localhost
: localhost
: localhost
: localhost
: localhost

: localhost
: localhost
: localhost
: localhost
: localhost
: localhost
: localhost

S
1
1
1
1
1
1
1:localhost
1
1
1
1
1
1
1
1

:localhost
granularity:

extrafine:1
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6.8 SIESTA

UTDON—=23 0 AR FAETEETY,
ETED2—ILDINR

I
Iwork/app/SIESTA/current

415 /work/app/SIESTA/siesta-4.1.5

DAaTBARDRIYTNMILTDEYTT

1)

#!/bin/sh

#PBS -1 select=1
#PBS -q P_016
#PBS -N siesta

DIRNAME="basename $PBS_O_WORKDIR®
WORKDIR=/work/SUSER/S$SPBS_JOBID

mkdir -p SWORKDIR
cp -raf $PBS_O_WORKDIR $WORKDIR
cd $WORKDIR/S$SDIRNAME

aprun -n 36 -N 36 -j 1 /work/app/SIESTA/current/Obj/siesta < dinput.fdf >
siesta.out 2> siesta.err

cd; if cp -raf $WORKDIR/S$DIRNAME $PBS_O_WORKDIR/.. ; then rm -rf SWORKDIR; fi
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6.9 ABINIT

LT D/IN—23 A F|BARIEETT,
ETES2A—ILD/ISR

/work/app/ABINIT/current/src/98_main/abinit

‘ /work/app/ABINIT/abinit-8.10.2/src/98_main/abinit
[

/work/app/ABINIT/abinit-8.10.3/src/98_main/abinit

‘ Iwork/app/ABINIT/abinit-9.2.2/src/98_main/abinit
I
/work/app/ABINIT/abinit-9.4.2/src/98_main/abinit

9.6.2 ‘ fwork/app/ABINIT/abinit-9.6.2/src/98_main/abinit

I
/work/app/ABINIT/abinit-9.8.2/src/98_main/abinit
I
9.10.3 /work/app/ABINIT/abinit-9.10.3/src/98_main/abinit

DAaTHBARADRIYTMILTDEYTT

f5)

#!/bin/sh

#PBS -1 select=1
#PBS -q P_016
#PBS -N abinit

DIRNAME="basename $PBS_O_WORKDIR®
WORKDIR=/work/SUSER/S$SPBS_JOBID
mkdir -p $WORKDIR

cp —-raf S$PBS_O_WORKDIR $WORKDIR
cd SWORKDIR/SDIRNAME

aprun -n 36 -N 36 -j 1 /work/app/ABINIT/current/src/98_main/abinit < input.file
> abinit.out 2> abinit.err

cd; if cp -raf SWORKDIR/S$DIRNAME $PBS_O_WORKDIR/.. ; then rm -rf SWORKDIR; fi
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6.10 CPMD
CPMD DFIAEFHLEN B S A FEEHM St 4—F T BIMISEL,

LUTRDN—2a A FIARIRETY .

EITED1—ILD/IRR
e
/work/app/CPMD/current

I
/work/app/CPMD/CPMD4.3

DAaTBARDRIYTNMILTDEYTT

)

#!/bin/sh

#PBS -1 select=1
#PBS -q P_016
#PBS -N cpmd

DIRNAME="basename $PBS_O_WORKDIR®
WORKDIR=/work/SUSER/S$SPBS_JOBID
mkdir -p SWORKDIR

cp -raf $PBS_O_WORKDIR $WORKDIR
cd SWORKDIR/SDIRNAME

aprun -n 36 -N 36 -j 1/work/app/CPMD/current/bin/cpmd.x inp-1 > cpmd.out 2>
cpmd.err

cd; if cp -raf SWORKDIR/S$DIRNAME $PBS_O_WORKDIR/.. ; then rm -rf SWORKDIR; fi
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6.11 QUANTUM ESPRESSO

LUTDN—=2a0 A FIFAAREETY .

ETED2—ILD/IAR
/work/app/QuantumESPRESSO/current
/work/app/QuantumESPRESSO/ge-6.3
/work/app/QuantumESPRESSO/qge-6.4.1
/work/app/QuantumESPRESSO/qge-6.5
/work/app/QuantumESPRESSO/ge-6.6
/work/app/QuantumESPRESSO/qe-6.7
/work/app/QuantumESPRESSO/ge-6.8
/work/app/QuantumESPRESSO/ge-7.0
/work/app/QuantumESPRESSO/ge-7.1
/work/app/QuantumESPRESSO/ge-7.2
/work/app/QuantumESPRESSO/ge-7.3

CITHBRARDAIYTEILTOEYTY,
#!/bin/sh

#PBS -1 select=/—K#

#PBS -q ¥1—%

#PBS -N 374

DIRNAME="basename $PBS_O_WORKDIR®
WORKDIR=/work/SUSER/$PBS_JOBID
mkdir -p $WORKDIR

cp -raf $PBS_O_WORKDIR $WORKDIR
cd SWORKDIR/$DIRNAME

aprun [ -n 5% 1[ -N /—FHEYDILEFIE 1 -j 1
/work/app/QuantumESPRESSO/current/bin/pw.x < AATZ7AIL > HAT7AIL 2> TS5—HA
274

cd; if cp -raf SWORKDIR/S$DIRNAME $PBS_O_WORKDIR/.. ; then rm -rf SWORKDIR; fi

151)

#!/bin/sh

#PBS -1 select=1
#PBS —-q P_016
#PBS -N espresso

DIRNAME="basename $PBS_O_WORKDIR'
WORKDIR=/work/$USER/$PBS_JOBID
mkdir -p SWORKDIR

cp -raf $PBS_O_WORKDIR $WORKDIR
cd $WORKDIR/$DIRNAME
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aprun -n 36 -N 36 -j 1 /work/app/QuantumESPRESSO/current/bin/pw.x < cluster4.in
> ge.out 2> ge.err

cd; if cp -raf SWORKDIR/S$SDIRNAME SPBS_O_WORKDIR/.. ; then rm -rf SWORKDIR; fi
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6.12 LAMMPS
BT OA—Sa R AT TS,

N—23ay EITED2I—ILD/IRR
31 Mar 17 /work/app/LAMMPS/current
22 Aug 18 /work/app/LAMMPS/lammps-22Aug18

12 Dec 18 /work/app/LAMMPS/lammps-12Dec18

5 Jun 19 /work/app/LAMMPS/lammps-5Jun19
7 Aug 19 /work/app/LAMMPS/lammps-7Aug19
3 Mar 20 Iwork/app/LAMMPS/lammps-3Mar20
29 Oct 20 Iwork/app/LAMMPS/lammps-290ct20
29 Sep 21 /work/app/LAMMPS/lammps-29Sep21
23 Jun 22 /work/app/LAMMPS/lammps-23Jun22
2 Aug 23 Iwork/app/LAMMPS/lammps-2Aug23

CITHBARDAIYTMEILTOEYTY,
#!/bin/sh

#PBS -1 select=/—K#

#PBS -q ¥1—%

#PBS -N 374

DIRNAME="basename $PBS_O_WORKDIR®
WORKDIR=/work/SUSER/$PBS_JOBID
mkdir -p $WORKDIR

cp -raf $PBS_O_WORKDIR $WORKDIR
cd SWORKDIR/$DIRNAME

aprun [ -n 5% 1[ -N /—FH=YDIEHE 1 -5 1
/work/app/LAMMPS /current/src/lmp_intel_omp < AATZ7AIL > HAT7AIL 2> T5—H
HI74IL

cd; if cp -raf SWORKDIR/$DIRNAME $PBS_O_WORKDIR/.. ; then rm -rf SWORKDIR; fi

151)

#!/bin/sh

#PBS -1 select=1
#PBS -q P_016
#PBS —-N lammps

DIRNAME="basename $PBS_O_WORKDIR®
WORKDIR=/work/SUSER/S$SPBS_JOBID
mkdir -p $WORKDIR

cp -raf S$PBS_O_WORKDIR $WORKDIR
cd SWORKDIR/SDIRNAME
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aprun -n 36 -N 36 -j 1 /work/app/LAMMPS/current/src/lmp_intel_omp < in.ij >
lammps.out 2> lammps.err

cd; if cp -raf SWORKDIR/S$SDIRNAME SPBS_O_WORKDIR/.. ; then rm -rf SWORKDIR; fi
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6.13 OpenMX
UTFONA—Sav A FIATRETT

ETED2—ILD/IRR
/work/app/OpenMX/current
/work/app/OpenMX/openmx3.9.1
/work/app/OpenMX/openmx3.9.2
/work/app/OpenMX/openmx3.9.9

DAaTBEARDRIYTMILLTDEYTT

151])

#!/bin/sh

#PBS -1 select=1
#PBS -q P_016
#PBS —-N openmx

DIRNAME="basename $PBS_O_WORKDIR®
WORKDIR=/work/SUSER/S$SPBS_JOBID
mkdir -p SWORKDIR

cp -raf S$PBS_O_WORKDIR $WORKDIR
cd SWORKDIR/SDIRNAME

aprun -n 36 -N 36 -j 1 /work/app/OpenMX/current/source/openmx C60.dat > C60.out
2> C60.err

cd; if cp -raf SWORKDIR/S$DIRNAME $PBS_O_WORKDIR/.. ; then rm -rf SWORKDIR; fi
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6.14 SMASH
T ON—Sav A FIEFRETT .

ETES2A—ILD/ISR

e
/work/app/SMASH/current

3.0.0 /work/app/SMASH/smash3.0.0

DAaTBARDRIYTNMILTDEYTT

1)

#!/bin/sh

#PBS -1 select=1
#PBS -q P_016
#PBS -N smash

DIRNAME="basename $PBS_O_WORKDIR®
WORKDIR=/work/SUSER/S$SPBS_JOBID

mkdir -p SWORKDIR
cp -raf $PBS_O_WORKDIR $WORKDIR
cd $WORKDIR/SDIRNAME

aprun -n 36 -N 36 -j 1 /work/app/SMASH/current/bin/smash < mp2-energy.inp >
mp2-energy.out 2> mp2-energy.err

cd; if cp -raf $WORKDIR/S$DIRNAME $PBS_O_WORKDIR/.. ; then rm -rf SWORKDIR; fi
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6.15 TOMBO

TOMBO Z{FERHT A=0IZIE. FIAEBE SN TOMBO DAtV REMELTWAHELAHYET,
TOMBO DF|FEZFLEINSEEIL. TOMBO DSAEUREEL. StEMBEE L 4—FTTE
B0y,

DAaTERARDRIYTNMILTDEYTY

1)

#!/bin/sh

#PBS -1 select=1
#PBS -q P_016
#PBS -N tombo

DIRNAME="basename $PBS_O_WORKDIR®
WORKDIR=/work/SUSER/$PBS_JOBID

mkdir -p SWORKDIR
cp -raf S$SPBS_O_WORKDIR $WORKDIR
cd $SWORKDIR/S$DIRNAME

mkdir tmp
aprun -n 36 -N 36 -j 1 /work/app/TOMBO/current/main > tombo.out 2> tombo.err

cd; if cp -raf SWORKDIR/S$DIRNAME $PBS_O_WORKDIR/.. ; then rm -rf SWORKDIR; fi
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6.16 RSDFT
SATBARDRIYIHNEU T OEYTT,

f5)

#!/bin/sh

#PBS -1 select=1
#PBS -gq P_016
#PBS -N rsdft

export MPICH_NO_BUFFER_ALIAS_CHECK=1
DIRNAME="basename $PBS_O_WORKDIR®

WORKDIR=/work/SUSER/$PBS_JOBID
mkdir -p SWORKDIR

cp -raf S$PBS_O_WORKDIR $WORKDIR
cd $SWORKDIR/S$DIRNAME

aprun -n 16 -N 16 -j 1 /work/app/RSDFT/current/src/rsdft.x > rsdft.out 2> rsdft.err

cd; if cp -raf $WORKDIR/$DIRNAME $PBS_O_WORKDIR/.. ; then rm -rf SWORKDIR; fi

i FI % (& fort.1 D PROCS DEDNFEEIRTELET .

i)
$ grep PROCS fort.1l
PROCS 22 4111 / process partioning

— 2%2%4*1*1*1=16 %I§FE
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6.17 HPhi

DATHEARADRIYTMILTDOEYTY,

1)

#!/bin/sh

#PBS -1 select=1
#PBS -gq P_016
#PBS -N hphi

DIRNAME="basename $PBS_O_WORKDIR®
WORKDIR=/work/$USER/S$PBS_JOBID
mkdir -p SWORKDIR

cp -raf $PBS_O_WORKDIR $WORKDIR
cd $SWORKDIR/SDIRNAME

export OMP_NUM_THREADS=36
aprun -n 1 -d 36 -j 1 ——cc depth /work/app/HPhi/current/build/src/HPhi -s stan.in
> hphi.out 2> hphi.err

cd; if cp -raf $WORKDIR/$DIRNAME $PBS_O_WORKDIR/.. ; then rm -rf SWORKDIR; fi
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6.18 mvMC
CAaTBARDRYYTHILTOREYTY,

1)

#!/bin/sh

#PBS -1 select=1
#PBS -gq P_016
#PBS -N mvmc

DIRNAME="basename $PBS_O_WORKDIR"
WORKDIR=/work/S$USER/$PBS_JOBID

mkdir -p SWORKDIR
cp -raf S$PBS_O_WORKDIR $WORKDIR
cd SWORKDIR/S$DIRNAME

aprun -n 36 -N 36 -j 1 /work/app/mVMC/current/build/src/mVMC/vmc.out -s
StdFace.def > mvmc.out 2> mvmc.err

cd; if cp -raf $WORKDIR/S$DIRNAME $PBS_O_WORKDIR/.. ; then rm -rf SWORKDIR; fi
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6.19 CP2K
LUTDN—=2a0 A FIFAAREETY .
ETED2—ILD/IRR
/work/app/CP2K/current

I

/work/app/CP2K/cp2k-8.1.0
I

/work/app/CP2K/cp2k-8.2.0
I

9.1.0 /work/app/CP2K/cp2k-9.1.0

Iwork/app/CP2K/cp2k-2022.1
Iwork/app/CP2K/cp2k-2023.1
‘ Iwork/app/CP2K/cp2k-2023.2
Iwork/app/CP2K/cp2k-2024.1

DAaTHEARDRIYTMILLTDEYTT

f51)

#!/bin/sh

#PBS -1 select=1
#PBS -q P_016
#PBS -N cp2k

DIRNAME="basename $PBS_O_WORKDIR®
WORKDIR=/work/SUSER/$PBS_JOBID

mkdir -p SWORKDIR

cp -raf S$PBS_O_WORKDIR $WORKDIR

cd SWORKDIR/SDIRNAME

export CP2K_DATA_DIR=/work/app/CP2K/current/data

aprun -n 36 -N 36 -j 1 /work/app/CP2K/current/exe/CRAY-XC50-cce/cp2k.popt
H20-32.1inp > cp2k.out 2> cp2k.err
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cd; if cp -raf SWORKDIR/S$SDIRNAME SPBS_O_WORKDIR/.. ; then rm -rf SWORKDIR; fi
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6.20 Elk

LUTRDN—2a A FIARIRETY .

ETED2—ILD/IAR
fwork/app/Elk/current/src/elk
/work/app/Elk/elk-6.8.4/src/elk
/work/app/Elk/elk-7.2.42/src/elk
Iwork/app/Elk/elk-8.7.6/srclelk

DAaTBEARDRIYTMILLTDEYTT

)

#!/bin/sh

#PBS -1 select=1
#PBS -q P_016
#PBS -N elk

DIRNAME="basename S$PBS_O_WORKDIR®
WORKDIR=/work/SUSER/$PBS_JOBID
mkdir -p SWORKDIR

cp -raf $PBS_O_WORKDIR $WORKDIR
cd SWORKDIR/SDIRNAME

module load intel
export OMP_NUM_THREADS=36
aprun -n 1 -d 36 -j 1 ——cc depth /work/app/Elk/current/src/elk > elk.out 2> elk.err

cd; if cp -raf SWORKDIR/S$DIRNAME $PBS_O_WORKDIR/.. ; then rm -rf SWORKDIR; fi
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6.21 ALAMODE
AT ON—Saw i FIEFRETT .,

ETES2A—ILD/ISR

e
/work/app/ALAMODE/current

I
1.3.0 /work/app/ALAMODE/alamode-1.3.0
I

1.4.2 /work/app/ALAMODE/alamode-1.4.2

DAaTBEARDRIYTMILLTDEYTT

f51)

#!/bin/sh

#PBS -1 select=1
#PBS -q P_016
#PBS —-N alamode

module load intel

export LD_LIBRARY_PATH=$LD_LIBRARY_PATH: /work/app/ALAMODE/current/spglib/¥
install_d+ir/1l1ib

DIRNAME="basename $PBS_O_WORKDIR®

DIRNAME="basename $PBS_O_WORKDIR®

WORKDIR=/work/SUSER/S$SPBS_JOBID

mkdir -p $WORKDIR

cp -raf S$PBS_O_WORKDIR $WORKDIR

cd SWORKDIR/SDIRNAME

export OMP_NUM_THREADS=36
aprun -d 36 -j 1 --cc depth /work/app/ALAMODE/current/anphon/anphon test.in >
anphon.out 2> anphon.err

cd; if cp -raf SWORKDIR/SDIRNAME SPBS_O_WORKDIR/.. ; then rm -rf SWORKDIR; fi
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N—232 1.3.0 &KUY 1.4.2 M anphon TlE MPI4+OpenMP TOR{TMNAIEETT,

)

#!/bin/sh

#PBS -1 select=1
#PBS -gq P_016
#PBS -N alamode

module load 1intel

export LD_LIBRARY_PATH=$LD_LIBRARY_PATH: /work/app/ALAMODE/current/spglib/¥
install_dir/1lib

DIRNAME="basename $PBS_O_WORKDIR®

DIRNAME="basename $PBS_O_WORKDIR'

WORKDIR=/work/SUSER/SPBS_JOBID

mkdir -p SWORKDIR

cp -raf S$SPBS_O_WORKDIR $WORKDIR

cd SWORKDIR/SDIRNAME

export OMP_NUM_THREADS=9
aprun —-n4 -d 9 -N4 -j 1 --cc depth /work/app/ALAMODE/alamode-1.3.0/anphon/anphon
test.in > anphon.out 2> anphon.err

cd; if cp -raf $WORKDIR/$DIRNAME $PBS_O_WORKDIR/.. ; then rm -rf SWORKDIR; fi
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6.22 SALMON
T ON—Sav A FIEFRETT .

ETES2A—ILD/ISR

e
/work/app/SALMON/current

I
2.0.0 /work/app/SALMON/SALMON2-v.2.0.0

2.1.0 /work/app/SALMON/SALMON2-v.2.1.0

DAaTBEARDRIYTMILLTDEYTT

f51)

#!/bin/sh

#PBS -1 select=1
#PBS -q P_016
#PBS -N salmon

DIRNAME="basename $PBS_O_WORKDIR®
WORKDIR=/work/$USER/S$PBS_JOBID
mkdir -p SWORKDIR

cp -raf $PBS_O_WORKDIR $WORKDIR
cd $WORKDIR/SDIRNAME

aprun -n 36 -N 36 -j 1 /work/app/SALMON/current/bin/salmon.cpu < test.inp >
salmon.out 2> salmon.err

cd; if cp -raf SWORKDIR/S$DIRNAME $PBS_O_WORKDIR/.. ; then rm -rf SWORKDIR; fi
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6.23 OCTOPUS
SATBARDRIYIHNEU T OEYTT,

)

#!/bin/sh

#PBS -1 select=1
#PBS -q P_016
#PBS -N octopus

DIRNAME="basename $PBS_O_WORKDIR®
WORKDIR=/work/SUSER/$PBS_JOBID

mkdir -p SWORKDIR
cp -raf S$PBS_O_WORKDIR $WORKDIR
cd $SWORKDIR/S$DIRNAME

aprun -n 36 -N 36 -j 1 /work/app/OCTOPUS/current/bin/octopus > octopus.out 2>
octopus.err

cd; if cp -raf SWORKDIR/SDIRNAME $PBS_O_WORKDIR/.. ; then rm -rf SWORKDIR; fi
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6.24 Wannier90
PTFON—Sar b HI AT,

N—o3Y AV S
A
1.2 Iwork/app/Wannier90/wannier90-1.2

2.1.0 /work/app/Wannier90/wannier90-2.1.0

3.1.0 Iwork/app/Wannier90/current

DAaTBEARDRIYTMILLTDEYTT

f51)

#!/bin/sh

#PBS -1 select=1
#PBS -q P_016
#PBS -N wannier90

DIRNAME="basename $PBS_O_WORKDIR®
WORKDIR=/work/$USER/S$PBS_JOBID
mkdir -p SWORKDIR

cp -raf $PBS_O_WORKDIR $WORKDIR
cd $WORKDIR/SDIRNAME

aprun -n 36 -N 36 -j 1 /work/app/Wannier90/current/wannier90.x wannier90 >
wannier.out 2> wannier.err

cd; if cp -raf SWORKDIR/S$DIRNAME $PBS_O_WORKDIR/.. ; then rm -rf SWORKDIR; fi

ETES1—LORITEET 20E. ANT7ALOHEFORORSTY .
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7 Python R %

7.1

Python QFIRIZDLNT

1.2

pyenv IRIBOIESE

1.3

IRIEZE DR TE

1.4

B fERERR

1.5
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7.6
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7.1 Python MFIAIZDLNT

AOATLTIE, FTREOARV)TERTTHIETLI—H—DIREIC pyenv AV AM—ILTBTE
MTEET, pyenv Tl python D/A—Da  EBMNEIEETY . 3FMIE TR JHESEIZELY,

7.2 pyenv IRIBEDIEBE

TEDATUREEITTBHE super BELU gpu LIZ pyenv MA U A—)LENFET,
I $ bash /work/app/pyenv/pyenv-setup-20210617.bash I

7.3 BREXBDRE

AVAR—ILARD) TREITEZIZAL U TALIR)IZ bash env EWVST7AILAERENET , pyenv
T IAINTEHEAADEEIETEDITURT /bashprofile [CRAZEZIE—LET,

I $ cat bash_env >> ~/.bash_profile I

7.4 BVERER
AVAM=)LEIZZOVMIVR/—RKS—EFEOS 7o . BEOT A%, TEEOaATUREETL
*9,

$ pyenv --version
pyenv 1.2.8-5-gec9fb549 —N\—TavEBRLABENHYET,

7.5 EXMGENT

*Python DA A+—)L

$ pyenv install --list —FIFATRTRE%E Python M/ N\—2aV &R

$ pyenv install 3.7.8 —Python 3.7.8 ZA >V A—ILT BI5E&
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*Python M/\—3 Y E R

$ pyenv versions —AVRR—=ILENTNDN—230 DRERR
* system (set by /home/user0l/.pyenv/version)
3.7.8
$ pyenv global 3.7.8 —Python 3.7.8 [ZYIYE X
$ python --version

pyenv A A+—)LLT= Python Tl&. pip ZAHWT/ S\ —U DIEMNEA[EETY,
FYSEMGERAEIZDONTIL, pyenv DR F 1A MEFTHEZELZE,

Simple Python version management

https://github.com/pyenv/pyenv

7.6 RITAHE

BE DB Python AV S LK, FJAVRIUR/—FTIIGGHE /—R ETETLTIZELY,

23T RV T M

#!/bin/sh

#PBS -1 select=1

#PBS -q P_016

#PBS -N sample

DIRNAME="basename $PBS_O_WORKDIR®
WORKDIR=/work/SUSER/$PBS_JOBID
mkdir -p $WORKDIR

cp -raf $PBS_O_WORKDIR $WORKDIR
cd SWORKDIR/$SDIRNAME

aprun python program.py

cd; if cp -raf $WORKDIR/$DIRNAME $PBS_O_WORKDIR/.. ; then rm
—rf_SWORKDIR: fi
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