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WHIEE - A TAHIRTAIVRF—1\DARYY
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2.1 AIRIEY—n\~DOOJ A1 H&E

ssh IJL—#—/\ cms-ssh.sc.imr.tohoku.ac.jp AT /4> LET,

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

ARIE Y —/\THD vis ~AT 1 LET,

|$ ssh vis I

2.2 FAR—=MMITAITAORAY—/IN({{REH—/\)~AD
4>k %
221 FHR—2ILHSRBEYS—/DOFH

LITF®D URL E$EEL. FRHR—2IL~ADT 1 LET, Firefox E£fzl& Chrome TITRIFALIZELY,
Microsoft Edge & & U Internet Explorer TIXZFIBATEEE A,

https://cmsportal.sc.imr.tohoku.ac.jp/reservation portal/login

— =) e
O o xl+

& C @& https://cmsportal.sc.imr.tohoku.ac.jp/reservation_portal/login #f O

Reservation Portal

LDAPID 2 | |

Password : |

® Information

O A DOBEIZIER—/S—aVE1—F AV T VAT LD ID, INAT—KFRARBRETT,

© Hitachi, Ltd. 2018-2023. All rights reserved.
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REY—/\DFRFEDHEMEFHEBER—2ILEREFNAET 27 ILETSRIZEL,

RBARIADFIARRICGYEL=D, ANTEWA—LTRLAANUTOIERANEESNE

ER

BENA—)LA5 -

[FHEBER—2ILIRETSUFIRARIBOSMOE

username ##

CFHBVTBYELERBETUNKBLYRIATRELRYEL,
AR &

2018-06-18 ~ 2018-06-29
ERYFET,

LTFORETS NS RBIZENET,
SLEET I A SSH MG RIREE > THYET,
2B BURRILEBET L U EBAEELTEGEL TS,

Name : RESERVE-16-000
IP 2 XXX XXX XXX XXX
User : username

PW : QYWWZAGX

FMENRT—R LR AR RICEEL TSN,

222 {RBY—N\~DOVLU Tk

ssh IJL—4—/\ cms-ssh.sc.imr.tohoku.ac.jp [2AY A LET,

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

BHIA—IVIZERE SN TSI —H—H& IP PRLREEELET .

I S ssh -1 username XXX.XXX.XXX.XXX

© Hitachi, Ltd. 2018-2023. 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—TFTAVIT I RTLDAN—UERERLET,

Giﬁﬁﬁ{ﬁﬁﬁﬂ—z \.

M7 EA R

¥ R&ATARTAVAY— (AR —/N)

~

.

/home

(Lustre)

500GB

ARL—CDEREERAE

77-&{(?}‘5‘&7& fHig A quota BT

Ke7a%
OKRIRE A F
FHEY—N
f:zi7b_ JhomeluiD | s006s | 0 PR ATALIR RAAVATLOT
i FIE Haq — IR EREFELET,
VIFITAIR
H—N
OKRIRE 51 =R Lustre BB TY . HAT7AILDEEH
FEY—N 500GB LI E &% 535 E (3 scratch R FAL TZELY,

Iwork/xxx | 7&L . —

Q7 vt3L— T—A4I% home $EHIZBEL. FELT—2(ZHIRT S
AH— FOITLTLEEELY,
Qi FIFTE -4 | /work/ Lustre 4818 ©9", Gaussian 2 E D& FIAL 10 MFEAET
VIFIT4UR | scratch/ A B5—HEI7TAINEREFTH-ODEEHTT, 1w AT
H—/ XXX DEANGEWNT 7L ILIEBEMICHIBRENET,

MUID: A—H—TFHho b4
XXX: A—H—hMERLI-EEDTAL IR EET71IL4A
(*)\work LLF @ scratch $8igi & 1 4+ A7 VAN GW T 7/ ILIEBEMIZHIBRENET,

© Hitachi, Ltd. 2018-2023. All rights reserved.
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B —/I DAL —UERELTIZRLET,

/home-nfs
(NFS)

/home

A= DEREERTE

tRig 4 quota E L
A—H—DR—LTALIR) REH—/\OO—H)LFEET
/home/UID L HY . BEM/NSRBY—N\FI AR T RITBEIBRSNE
9, FD1=8. /home-nfs. /work-nfs ZZ FIFHLFEE0LY,
KIRE AL FEE 5 —/ D home FEIE NFS v 9L TLVE
/home-nfs/UID 500GB +
KIRE AL F 5 E H—/ D work $818Z NFS ¥ L TLVE
/work-nfs zL

j_o

MUID: A—H—Fho b4

© Hitachi, Ltd. 2018-2023. All rights reserved.
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477 r—>aElnE

41 TwIRIEY—/N
411 GaussView6

4.1.2 ADF-GUI

41.3 Mathematica

41.4 AVS/Express

415 QuantumATK NanoLab

416 Molekel

4.1.7 MOLEDEN

41.8 XCrySDen

419 ANSYS Mechanical CFD

4110 VESTA
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4.2 TFS5AR—MIITARI T4 A Y—/\{REH—/N)
421 Gaussianl6

4272 GaussView6

4.2.3 Mathematica

424 ANSYS Mechanical CED

4.2.5 MATLAB

4.2.6 CRYSTAL

4.2.7 VASP

4.2.8 WIEN2K

4.2.9 SIESTA

4210 ABINIT

4211 CPMD

4212 QUANTUM ESPRESSO

4213 LAMMPS
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4.1 AIfRIEH—/

AR —\UTDOTTI)r—a N FIRAARETT,
HMEETTITr—av DR RAEEZSEBLTESL,

FIVr—a & BhEREH

) 6.0.16
I GaussView 6 GUI
6.1.1

2017.113
2018.105
2019.102
2019.304
2% ADF-GUI 2020.101 GUI
2021.102
2021.106
2022.103
2023.103

e Mathematica 13.2.1 GUI

Z8 AVS/Express 8.5 GUI

2019.03
2019.12
2020.09
S8 QuantumATK NanolLab 2021.06 GUI
2021.06-SP2
2022.03

2022.12-SP1

N Molekel 54.0 GUI

/& MOLDEN 5.8 GUI

B XCrySDen 1.5.60 GUI

2020R1
] 2021R1
B ANSYS Mechanical CFD GUI
2021R2

2022R2

(08 VESTA 3.4.6 GUI

© Hitachi, Ltd. 2018-2023. All rights reserved.
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GUI 7 ) 4r—<a>% Windows MofEAT BIGE & SSH V54T TRDITEX H—\YT
rOT7HAHETY , Macintosh Mo ERT S5 EE. X —/\Y IO 7 (XQuartz 72 &) M ET
T X EEFAICL TR Y —/(vis.sc.imr.tohoku.ac.jp) (A5 4 L TLEELY,

(1)

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

> ssh -1 username vis.sc.imr.tohoku.ac.jp

© Hitachi, Ltd. 2018-2023. All rights reserved.
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4.1.1 GaussView

UTDaTURERTLEYS,
*6.0.16

$ gview

*6.1.1
$ gview-611

LUTOEEAEBLET,

‘ ih Edit Tools Builder View Calculate Results Windows Help

e+ @il =lxba-x[selzdr=ARLZT 3

I[fe @ § @lomommman — S|=<gp@mmeg|xn s 280800
JJ@ . v[(0efault scheme) ;lgl” & A - [oefault scheme) Rak | [JJ & [JJ SFHaP

) Builder Fragment:

[Build [Select Placement |

© Hitachi, Ltd. 2018-2023. All rights reserved.
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€2))
LT D ESIZ, Gaussian DA AT7AILEFRH AL LD

~Yy

HHETY .

File Edit Tools Builder View Calculate Results Windows Help
lersasarll=lxDa-x[selzdrwlarLZ(C 8

[memial =< gkas 289D
|| & % ~[nmamed scheme) @[] @ A [ofeurschene ECIERHEEEE

G4:M1:V1 - test0637.com (/export/work/g16_test]

38 atoms, 162 electrons, neutral, singlet [2[" [inquire [SelectAtom 1 y

© Hitachi, Ltd. 2018-2023. All rights reserved.
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4.1.2 ADF-GUI

ADF #E AT 5=0IZIF. Bt 2—THRZHFALTWILENHYET,
ADF QR AZEHFLINBIGEIL. CTHLFETITHERLIZELY,

ADF-GUI (& visl.sc.imr.tohoku.ac.jp (2R A LTITHIATELY,
(f51)

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

> ssh -1 username visl.sc.imr.tohoku.ac.jp

UTDaARUFERTLET .
-ADF 2023.103

$ amsinput

*ADF 2022.103
$ amsinput2022.103

*ADF 2021.106
$ amsinput2021.106

*ADF 2021.102
$ amsinput2021.102

*ADF 2020.101
$ amsinput2020.101

*ADF 2019.304
$ adfinput

*ADF 2019.102
$ adfinput2019.102

*ADF 2018.105
$ adfinput2018.105

*ADF 2017.113
$ adfinput2017.113

© Hitachi, Ltd. 2018-2023. All rights reserved.
4-17


https://www.sc.imr.tohoku.ac.jp/contact.html

UTOEEAESLES,

ADFinput

4 File Edit Select Atoms Bonds View Help

FCONHOX O

ADF . Main  Model Properties Details MultiLevel a

Total charge
Spin polarization
Unrestricted

XC functional

Relativity (ZORA)

Basis set:
Frozen care

Numerical quaity:

o | B

Single Point

Singlefoint
o0
o0

Yes

DA

none

Dz

Large

Nor

4-18
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4.1.3 Mathematica
ZEHDOPCIZAVAM=ILLTHERTAIENTEEF T FRALEWLWAIXIESFEFTIT ERKLIESLY,

UTDaTUREERITLET,

LUTOEEAEBLET,

& SIGN IN to access your
Wolfram Cloud files...

New Document v

2 o WOLFRAM
Sp— MATHEMATICA

ooo
ooo
ooo
[=l=]=]

Documentation Wolfram Community Resources

IR
BADEHCRYSMEADTIFA—LaVEENRTENDZEABYET,

IE® wolfram Product Activat

WOLFRAM MATHEMATICA

Connect to a Network License Server

Enter the name or IP address of the computer running the MathLM license server.

Server name 10.1.0.2] ]

l Cancel ‘ [Other ways to activate]

4t AY—/A\D IP PRL R 10.1.0.2 #AHL Activate RAVZEIRMLTEREELE T,
3L IP ZRLANAATERLEEIL other ways to activate RAVEIL, FBEEAZEELT
network license ZRZATHOIAEVRAY—/AD IP PRLAZAHNLET,

© Hitachi, Ltd. 2018-2023. All rights reserved.
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4.1.4 AVS/Express
£ED PCITAVRR—ILLTHERATSIENTEET, HALEVARIELETTBBLEEL,

AVS TREZITIHRIFUTOITURERITLES,

$ express -mavs —-nohw

AVS TRH%E1TT . RRODAEITIGEIIUTDATUREETLET,

$ express.static -mavs -nohw

LUTOEEAEBLET,

© Hitachi, Ltd. 2018-2023. All rights reserved.
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4.1.5 QuantumATK NanoLab

ZBE® Windows PC [T/ AM—ILLTERTBCENTEFT  FARALEVWAIFSELFTITHERKL
=&y,

UTDaARUFERTLET .
-2022.12-SP1

$ quantumatk

=2022.03
$ /Jusr/local/app/QuantumATK/QuantumATK-T-2022.03/bin/quantumatk

+2021.06-SP2
$ /usr/local/app/QuantumATK/QuantumATK-S-2021.06-SP2/bin/quantumatk

=2021.06
$ /Jusr/local/app/QuantumATK/QuantumATK-S-2021.06/bin/quantumatk

=2020.09
$ /Jusr/local/app/QuantumATK/QuantumATK-R-2020.09/bin/quantumatk

=2019.12
$ /Jusr/local/app/QuantumATK/QuantumATK-Q-2019.12/bin/quantumatk

+2019.03
$ /Jusr/local/app/QuantumATK/QuantumATK-P-2019.03/bin/quantumatk

LTOEEAEELES,
9 Open Project @
Filter.
QuantumATK T Path Listopened =

Exmple Project - 201806 /home/hitacse/ vnllcsample_project_20... 2018-07-03

SYTNOPSYS
QuantumATE

Synopsys. All rights reserved.
¥ | Show on startup Open Classic View Remaove. Create Now... | | Quit QuantumATK

© Hitachi, Ltd. 2018-2023. All rights reserved.
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£ QuanturnATK ManolLab - Exarnple Project

File FPmjecis View Tools  Windows  Help
Pmoject Files
Filter. Text - Filc types
Builder
Mamz

| Builder_Stash hdf5

| benzenc_molcculanergys poctrum. hdts
| benzenc_molcculawnergys pectrum. py
| hZo_on_mgo_wactionb r.hdts
| h2o_on_mgo_rcactionbarricr.py
| mdbajectory_cnt.hdfs
(T | mdumjcctory_cnt.png
Seripter | mduajectory_ent.py

" sic_bandstructurs, hdfS

| sic_bandstructurc. py

" silicon_fatbandstructure hdf5
| silicon_fathandstructure. py

| silicon_pdos hdf5

LRL L AL SRl R SRl SRl SRl NEL SR ARl SR

| silicon_pdos. py

Jobs

£

Ready

LabFloor b Bader Chage Analysis 2

Gmup by | Filename - b Computational Chemistry Impaortcr
b Elcctnde Validator
b benzenc_moleculamnerg. .
b Geneml Infa
b h2o_on_mgo_mwactionba. ..
b HTST Rats
b mdmjoctory_ent
b IV-Generator
b sic_bandstructurs
b Mctatext
F silicon_fathandstructure
b Pmjccted DOS-Genemtor
b silicon_pdos
p  Thermocleetric Coctficicnts

Crystal Structure Prodiction Seripter..

© Hitachi, Ltd. 2018-2023. All rights reserved.
4-22



4.1.6 Molekel
TOaATURERITLET,

LUTOEEAEBLES,
& Molekel [E=% B )

File  Edit Displyy Intcraction Animation  Surfuces  Analysis  View Help

a[x s w o[« -[Bw s [0 00[r ] w

Workspace ﬂﬂl

L Molecules

Molceule Propertics jﬂ
Property Value |

Title

Aoms ||
Number of Frames:

Bonds

Non-H bonds:

Residucs i

4.1.7 MOLDEN
UTDIRUREERITLET,
UTOEBEAEEHLET,

5% MOLDEN

MOLDEN|

X Molden Control E=n =BT

Select Pointy Render Forces:

_I Forces

3is

e I
Dens, Mode |
Read | Write |
2T Ecitor |
Postooript |
Draw Modet
| solid
I- StickColor
[~ shade
_l Perspect, | Zoomg

| Label In |

_I BackBone Out.

Calculate 3

Distance I
Angle I
Dihedral I

Converaence:

RS SR S E U

Status line:

|No coordinates found ! |

© Hitachi, Ltd. 2018-2023. All rights reserved.
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4.1.8 XCrySDen

UTDIATUREETLET,

LUTOEEAEBLET,

B3 scres0en
=

© Hitachi, Ltd. 2018-2023. All rights reserved.
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4.1.9 ANSYS Mechanical CFD
ZBDOPCIZAVAM—=ILLTERTAIENTEFTT  FARALEVWAIZSESFETITERIEE,
UTOav U REETLET,

=2022R2

$ /Jusr/local/app/ansys/v222/ansys/bin/launcher

»2021R2

$ launcher

«2021R1
$ /Jusr/local/app/ansys/v211/ansys/bin/launcher

*2020R1

$ /Jusr/local/app/ansys/v201/ansys/bin/launcher

LUTOEEAEBLET,

uncher [Profile: *** Last ANSYS Run ***] Hostname: app13 o [ P

D ANSY: | APDL Prodi

Procuct Help

© Hitachi, Ltd. 2018-2023. All rights reserved.
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41.10 VESTA

UTDaTUREERITLET,

LUTOEEAEBLET,

% VESTA - [ X

File Edit ¥iew Objects  Utilities  Help
= Bt o . sepiy [450 A F  4m u Sepeo |10 -
c a c : I 4 o

VESTA

Tools  Style

Objects

PR O T

Structural medels

[ show models
[ show dot surace
Siyle

(=) Balland-stick
Q) Spaccilling
() Polyhedml

() Wirfame
™ VESTA
Volumetic data

[ st sectons Visualization for Electronic and STructural Analysis

[] show iscsurfaces
[ sudace caloring
Style

(8) Smoath stading
() Wirclmme

() Dot suface
Crystal shapes

[ show shapes
Style

(®) Unicolor

() Custom color

i view port: 4096 x 4096

() Wirfame

pth bulicrbit: 16

Pmperics |

Boundary.. ‘ Oricntation. . |

Oupu | summary | Comment |

© Hitachi, Ltd. 2018-2023. All rights reserved.
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4.2 T5AR—= M UDTAITAO ARG —/N\({REH—/Y)

TIAR—MUTART AP A Y =N (RBY—/ ) TRUTOT7 IV r—2ar N FAREETT,

FI)r—a M Bh{EFERI
) Rev B.01
I8 Gaussian 16 SMP
Rev C.01
7B GaussView 6 6.0.16 GUI
< Mathematica 13.2.1 GUI
/88 ANSYS Mechanical CFD 2022R2 GUI
R2020a
S MATLAB GUI
R2021a
MPI
G Crystal 17
SMP
4.6
/& VASP 5.4 MPI
6.2.1
17.1
s WIEN2k SMP
19.1
4.0
N SIESTA MPI
415
8.8.2
(0 ABINIT MPI
8.10.3
4.1
K88 CPMD MPI
4.3
6.2.1
i QUANTUM ESPRESSO MPI
6.4.1
31 Mar 2017
Il LAMMPS MPI
5 Jun 2019

4-27
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GUI 77)r—3>% Windows Mo ERTBIHE (X, SSH ISA TR TR T7E X H—i\UD
FOT7HHETT, Macintosh o FERTHIGEIE. X H—/\YT+D 7 (XQuartz HE) XL ET
ERS

X EEZBMLTRBY —/NCOJ 4oL THEZELY,
(1)

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

> ssh -1 username XX.XX.XX.XX

K XXXXXX XX AREH—/\D IP PRL R

© Hitachi, Ltd. 2018-2023. All rights reserved.
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4.2.1 Gaussianl6

LUTRDN—2a A FIARIRETY .

N—o3> RIBREAE

IE- source /usr/local/app/Gaussian/g16.profile

Cc.01 source /usr/local/app/Gaussian/C.01/g16.profile

Gaussian 16 D A 774 )L (***.com)ZZEHELE T,

AFHALRZILIAZ) LOBERBILETEIANTZFAILNUTIZHYET DT, ZELZE
Lo SOANT7AILTIL Hartree-Fock ;EZ LY, 3-21G EE TR ERBELSTEEXTLVET,

(f51)

$ 1ls -1 /usr/local/app/Gaussian/example.com

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

- HNBDIEE

A 5 IEBZEITI=OIZE . ANT7AILIZ'CPU=0-N'Z$EE L TLFZELY,
(f51) %CPU=0-31

'NProc=N'CIZIEEEICHFNEAITHREE A,

LUTFDaATURTEITLET,

)

© Hitachi, Ltd. 2018-2023. All rights reserved.
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4.2.2 GaussView
UTOav U REETLET,

LUTOEEAEBLET,

Edit Tools Builder View Calculate Results Windows Help
la+rSsES@RH=llxDa-X|se[zJd = aRLZIC §
[FEERE i V2 e ik AR =1
|| & & w[(oefault scheme) LIE“J ) A [oefault schame) Rak | lJJ & “J SFHa»

»  Builder Fragment: Carbon Tm-h.dul]

0 atoms, 0 electrons, neutral, singlet [f2)[ " [Build [SelectPlacement

€7)]
LITFD&ESIZ. Gaussian D AN IT7AILEGRH AL CEMNAHETT .

e

i|= Edit Tools Builder View Calculate Results Windows Help

larcESapf=lxba-X[s¢ |z r&aRLZ[T

[ECERE e A=< 2@ g[%n s 2d305
|| & % ~[Wnnamed schemel 1@ @ A - [oetschene ELIERHEEEE

G4:M1:V1 - test0637.com (/export/work/g16_test)

38 atoms, 162 electrons, neutral, singlet [T[ [inquire [Selectitom 1

© Hitachi, Ltd. 2018-2023. All rights reserved.
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4.2.3 Mathematica
ZEHDOPCIZAVAM=ILLTHERTAIENTEEF T FRALEWLWAIXIESFEFTIT ERKLIESLY,

UTDaTUREERITLET,

LUTOEEAEBLET,

& SIGN IN to access your
Wolfram Cloud files...

New Document v

2 o WOLFRAM
Sp— MATHEMATICA

ooo
ooo
ooo
[=l=]=]

Documentation Wolfram Community Resources

IR
BADEHCRYSMEADTIFA—LaVEENRTENDZEABYET,

IE® wolfram Product Activat

WOLFRAM MATHEMATICA

Connect to a Network License Server

Enter the name or IP address of the computer running the MathLM license server.

Server name 10.1.0.2] ]

l Cancel ‘ [Other ways to activate]

4t AY—/AD IP PRL R 10.1.0.2 #AHL Activate RFVZERLTEREELE T,
3L IP ZRLANAATERLEEIL other ways to activate RAVEIL, FBEEAZEELT
network license ZRZATHOIAEVRAY—/\D IP PRLAZAHNLET,
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4.2.4 ANSYS Mechanical CFD
ZBDOPCIZAVAM—=ILLTERTAIENTEFTT  FARALEVWAIZSESFETITERIEE,

LUTDav U raEITLET,
*2022R2

LUTOEEAEBLET,

her [Profile: *** Last ANSYS Run ***] Hostname: app13
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4.2.5 MATLAB

ZEHDPCIZAVAR=ILLTHERTAENTEEFT  FRALI-VWAIXIELFEFTITERKIZEL,

UTDaTUREERITLET,
*R2021a
*R2020a

$ /Jusr/local/app/matlab/R2020a/bin/matlab

LUTOEEAEBLET,

MATLAB SHRCR X"
HOME Hisaiaco®] 9
3 - £l Newvariasle < Analyze Code 2y &% Commun v
2 @ O rene & E - B grmime | @
£} Open Variasle ~ | £ Runand Time & e Suppert
Mew New Open ||| Compare Import  Save Layout (%5 et path Help
script v v ta  Workspace ) ClearWorkspace v () Clear Commands v v v gEAdd-Ons v
FILE VARIALE cone ENVIROHN ENT RESOURCES
<o (5 E Dy o» work » matlab v P
ent Folde Command Window ®
Mame [Size |Date Modif... £|Type | New to MATLAB? See resources for Getting Started x

Acadenic License

Details ~

waorkspace

Name £ Value

Ready
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4.2.6 CRYSTAL

UTDaTUREERITLET,
source /usr/local/app/Crystal/current/utilsl7/cryl7.bashrc
runmpil7 MiFNE AHT7AIL

f5l)
source /usr/local/app/Crystal/current/utilsl7/cryl7.bashrc
runmpil7 2 testll

4.2.7 VASP

VASP 354V REEH L THWAIFFATEEF A ARG EELIELFEFTENESHEET
SV, AU RE LB A—(CTHERSE TIEVWV-RAATRELBYET,

UTDN—2a A FIRERETT .
ETED2-ILDESE EITED2I—-ILD/IRR
VASP4.6.36 lusr/local/app/VASP4/current/vasp

VASP4.6.36 Gamma kR {usr/local/app/VASP4/vasp.4.6_gamma/vasp

VASP5.4.4 Standard ki lusr/local/app/VASP5/current/bin/vasp_std

VASP5.4.4 Gamma mhR lusr/local/app/VASP5/current/bin/vasp_gam

VASP5.4.4 non-collinear ki {usr/local/app/VASP5/current/bin/vasp_ncl

VASP6.2.1 Standard hfz /usr/local/app/VASP6/current/bin/vasp_std

VASP6.2.1 Gamma RhR lusr/local/app/VASP6/current/bin/vasp_gam

VASP6.2.1 non-collinear ki {usr/local/app/VASP6/current/bin/vasp_ncl

UTDATUREETLET,
mpirun [ -np 5% 1[ -ppn /—FHUDMFNE ] -hostfile RRAFTF7AIL

/usr/local/app/VASP4/current/vasp

1)

mpirun -np 2 -hostfile hostfile /usr/local/app/VASP4/current/vasp
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4.2.8 WIEN2k
WIEN2K 54 REHEFHLTHWAITFIETEZFRA. MAFEEICLLETEDOERHEE
TEW, FAEV RELY L A—ICTHERSETCEWV-RF BHRIReELYET,
u‘Fa)/%‘—’)a‘/ﬁ*IJFHEIﬁE'GTO

N—3ay  EBEFESI—ILOIRR

IE- {usr/local/app/WIEN2k/current

19.1 {usr/local/app/WIEN2k/WIEN2k_19.1

LUTFDavTUREEITLES,

1)

export SCRATCH=/work/$SUSER/scratch

export WIENROOT=/usr/local/app/WIEN2k/current
export PATH=SWIENROOT:$PATH

run_lapw -cc 0.0001 -NI

4.2.9 SIESTA

LUTRDN—2av A FIRFIRET Y,

N—23ay EITED2A—ILD/IAR

4.0 {usr/local/app/SIESTA/current/Obj/siesta

4.1.5 {usr/local/app/SIESTA/siesta-4.1.5/0Obj/siesta

UTOavUREETLET,

f51)
mpirun -np 2 -hostfile hostfile /usr/local/app/SIESTA/current/Obj/siesta <

input.fdf > siesta.out
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4.2.10 ABINIT

LUTRDN—2a A FIARIRETY .

N—o3Y ETED2—ILDINR

8.8.2 {usr/local/app/ABINIT/current/src/98_main/abinit

8.10.3 {usr/local/app/ABINIT/abinit-8.10.3/src/98 _main/abinit

UTDaTUrEETLET,
mpirun [ -np HMiFIE 1[ -ppn /—FHUDHFNE ] -hostfile HKRAFIT7AIL

Jusr/local/app/ABINIT/current/src/98_main/abinit < AXT7AIL
1)

mpirun -np 2 -hostfile hostfile

/usr/local/app/ABINIT/current/src/98_main/abinit < input.files

4211 CPMD
CPMD M FIAZEHESINDIGEILHEMBEL A—F TITERKIIZSLY,

LTDN—230 A FIATIRETT,

N—o30 EITED2—ILDINR

4.1 {usr/local/app/CPMD/current
4.3 {usr/local/app/CPMD/CPMDA4.3

LUTFDaATUREEITLES .
mpirun [ -np H;MiFE 1[ -ppn /—FHEYDAFIZ ] -hostfile RRART7AIL

/usr/local/app/CPMD/current/bin/cpmd.x AHAT7AIL > HAT7A(IL
1)
mpirun -np 2 -hostfile hostfile /usr/local/app/CPMD/current/CPMD/bin/cpmd.x

inp-1 > cpmd.out

4.2.12 QUANTUM ESPRESSO
UTDA—SavhFIATRETT .

N—3y EFEDI—ILDISR

6.2.1 {usr/local/app/QuantumESPRESSO/current
6.4.1 {usr/local/app/QuantumESPRESSO/ge-6.4.1

UTFDavbaEITLEY,
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mpirun [ -np MiFHE 1[ -ppn /—FHEYDAFIE ] -hostfile RRAMI7ZAIL

Jusr/local/app/QuantumESPRESSO/current/bin/pw.x < AAZ7AIL > HAT7AIL
fA1)

mpirun -np 2 -hostfile hostfile

/usr/local/app/QuantumESPRESSO/current/bin/pw.x < cluster4.in > ge.out

4.2.13 LAMMPS
UTFDN—TavhFIRATEETY

N—23y EITED2—ILD/IRR

31 Mar 17 {usr/local/app/ LAMMPS/current
5Jun 19 {usr/local/app/ LAMMPS/lammps-5Junl19

UTDIATUREETLET,
mpirun [ -np #MiFIE 1[ -ppn /—FHUDMFIE ] -hostfile RRARTF7AIL

/usr/local/app/LAMMPS/current/src/lmp_intel_cpu_intelmpi < AAZ7AI > HAH7
74l

i)

mpirun -np 2 -hostfile hostfile

/usr/local/app/LAMMPS/current/src/lmp_intel_cpu_intelmpi < 1in.ij > lammps.out
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