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H—/\% TIAR—=MMIITARTLIR ARy —"
Y=Y —/\)

H—NEH 29 5017 BIXETEY—/Y)

T7otIL—4% - -
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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 12 LET,

|$ ssh vis I

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

LITF®D URL E$EEL. FRHR—2IL~DT 1 LET, Firefox £izl& Chrome TITFIFALIZELY,
Microsoft Edge & & U Internet Explorer TIXZFIBETEEE AL

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. 2018-2021. All rights reserved.
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REY—/\DFRFEDHEMEFHEBER—2ILEREFNAET 27 ILETSRIZEL,

RERACDFIATRECEYEL=D, ANTBWA—LTRLAANLUTOIERAAEEEINE

ER

BENA—)LA5 -

(FHEBR—2LMRET R ARBOSMLE

username ##

CFHBVTBYELERBETUNKBLYRIATRELRYEL,
AR &

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

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

Name : RESERVE-16-000
P XXX XXX XXX XXX
User : username

PW : QYWWZAGX

FMENRT—R LR AR RICEEL TSN,

222 {RBY—N\~DOVLU Tk

ssh 1JL—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. 2018-2021. 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—OERERLET,

Giﬁﬁﬁﬁﬁi‘fﬁﬂ‘—l .
¥ R&ATARTAVAY— (AR —/N)
M7 EA R

.

~

/home

(Lustre)

500GB

ARL—CDEREERAE

77-&{(?}‘5‘&7& fHig A quota BT

S
OXRFRZ A 51
AEY—A
?:zi7b_ S P — A—H—DR—LTALIN)  RINAVVRTLDT
B FIE Ead — BT RELET,
VIFITAIR
H—n
DK IR AL 51 =& Lustre SBIITY . HAT7MILDEFH
FEY—N 500GB Lk 7515 & (E scratch ZFIFAL TS0,

work/xxx | %L - —

@7 vt5L— T—74(% home $BEICFL. RELT—2(ZHIFRT S
AH—/N FIITLTLEEELY,
QUiFETE -1 | work/ Lustre $815 T3, Gaussian & D& ZIL 10 AAFET
UIARTA4UR | scratch/ | %L 5—BFI7MIINERFETH-ODMEEHETT . L vART
H— XXX JEADGWNT7AILIEZBEIRIIZHIBRSNET
*ID: A—HF—ThI 4

XXX: A—HF—hERLIEEDTAL IR E X771V 4A
(*)\work LLF @ scratch f8ig& 1 4 A7 VAN GWT 7/ LI B EIRIIZHIBRSNET
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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 7L HY . BEHIINEL=8. /home-nfs E KU /work-nfs = FI
{f=Z&0y,
KB A FNETEH—/ D home $85EZE NFS v RLTLVE
home-nfs/UID 500GB +
KIPE A HFHEH—/3D work F81EE NFS v RLTLVE
work-nfs 7L

j_o

MUID: A—H—Fho b4

© Hitachi, Ltd. 2018-2021. All rights reserved.
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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
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4.2 TFS5AR—MIITAR 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
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4210 ABINIT
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4.1 AIfRIEH—/

ALY — I\ UTOT7 T r—ar AR ARIEETT .
HMEETTITr—av DR RAEEZSEBLTESL,

FIVr—a & / BhiERERI
_ 6.0.16
i GaussView 6 GUlI
6.1.1
2017.113
2018.105
W ADF-GUI 2019.102 GUI
2019.304
2020.101
<l Mathematica 12.1.1 GUI
28 AVS/Express 8.5 GUI
2019.03
S8 QuantumATK NanoLab 2019.12 GUlI
2020.09
G Molekel 5.4.0 GUI
& MOLDEN 5.8 GUI
B XCrySDen 1.5.60 GUI
B ANSYS Mechanical CFD 2020R1 GUI
0N VESTA 3.4.6 GUI

GUI 7F)/r—3>% Windows MRS 2I5E &, SSH 9547 b Iz 7E X H—\Y
Th 7 HLETY , Macintosh Mo ERAT HHEE L. X H—/ VY ThH 7 (XQuartz 72E) HLE
T9,

X BRiEZ AL TRR{EH—/ \(vis.sc.imr.tohoku.ac.jp)(CA45 A1 > L TLEELY,
(f51)

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

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

© Hitachi, Ltd. 2018-2021. All rights reserved.
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4.1.1 GaussView

UTDaTURERTLEYS,
*6.0.16

$ gview

*6.1.1
$ gview-611

LUTOEEAEBLET,

Fl Edit Tools Builder View Calculate Results Windows Help

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

I @38 § @lcmereman  Sl=dF Moy En s w8800
| & % ~[osfetscheme 1] & A [orfuischeme BRI

) Builder Fragment:

[f2)[ " [Build [SelectPlacement

€7)]
LIFD&ESIZ. Gaussian D AN IT7AILEGRH AL ZEMNAHETT .

© Hitachi, Ltd. 2018-2021. All rights reserved.
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File Edit Tools Builder View Calculate Results Windows Help
lersasarll=lxDa-x[se¢lzdrwlarLZ(C 8

[memial =< s@mxegkas 289D
|| & % ~[mamed scheme) @[] @ A [ofeurscheme ECERHEEEE

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

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

© Hitachi, Ltd. 2018-2021. All rights reserved.
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4.1.2 ADF-GUI

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

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

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

LUTDav rERITLES,
*ADF 2020.101

$ amsinput

*ADF 2019.304
$ adfinput

*ADF 2019.102
$ adfinput2019.102

*ADF 2018.105
$ adfinput2018.105

*ADF 2017.113
$ adfinput2017.113

UTOEENAESLES,
ADFinput S < )
“} File Edit Select Atoms Bonds View Help
ADF Main |Model Properties Details MultiLevel Q

Title

4-16

Preset Single Paint
Task: SinglePoint
Total charge: 0.0
Spin polarization 0.0
Unrestricted: " Yes
XC functional: LDA
Relativity (ZORA) None
Basis set bz
Frozen core Large
Numerical quality: Normal
T C ONHCX O
. .
© Hitachi, Ltd
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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
BADEHCRYSMERADTIFA—LaVEENRTENDZENHYET,

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]

A4t AY—/A\D IP PRL R 10.1.0.2 #AHL Activate RFVZERLTEREELE T,
3L IP ZRLANAATERLIEGEIL other ways to activate RAVEIRL, BEEAZEELT
network license ZRZATHOIAEVRAY—/\D IP PRLAZAHNLET,

© Hitachi, Ltd. 2018-2021. All rights reserved.
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4.1.4 AVS/Express
£ED PCITAVRR—ILLTHERATSIENTEET, HALEVARIELETTBBLEEL,

AVS TREZITIHRIFIUTOITURERITLES,

$ express -mavs —-nohw

AVS TRH%E1TT . RRODAEITIGEIIUTDATUREETLET,

$ express.static -mavs -nohw

LUTOEEAEBLET,

© Hitachi, Ltd. 2018-2021. All rights reserved.
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4.1.5 QuantumATK NanoLab

£ B Windows PC [T/ AM—ILLTERT B ENTEFT  FRALEVWAIFISELFTITHERKL
=&y,

LUTDav rERITLES,
2020.09

$ 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

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

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

SYTOPSYS

QuantumATE

Synopsys. All rights reserved.

V| Show on startup Open Classic View Remove... Create Now... | | Quit QuantumATK

© Hitachi, Ltd. 2018-2021. 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. 2018-2021. All rights reserved.
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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. 2018-2021. All rights reserved.
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4.1.8 XCrySDen

UTDIATUREETLET,

LUTOEEAEBLET,

B3 scres0en
=

4.1.9 ANSYS Mechanical CFD
ZBDPCIZAVAM=ILLTERTAIENTEFTT  FALEVWAIZSESFETITERIEEL,

UTDIRUREERITLET,

LUTOEEAEBLET

APDL Produ

rofile: *** Last ANSYS Run ***] Hostname: app13

© Hitachi, Ltd. 2018-2021. All rights reserved.


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

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. 2018-2021. All rights reserved.
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4.2 T5AR—=MMUDTAITAO ARG —/N({REH—/Y)

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

PV —Las B BETER
) Rev B.01
i Gaussian 16 SMP
Rev C.01
7B GaussView 6 6.0.16 GUI
e Mathematica 12.1.1 GUI
88 ANSYS Mechanical CFD 2020R1 GUI
s MATLAB R2020a GUI
MPI
G Crystal 17
SMP
4.6
& VASP MPI
5.4
17.1
B WIEN2k SMP
19.1
N SIESTA 4.0 MPI
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

GUI 77)4r—<ar% Windows Mo ERAT 55 E (L. SSH V54T UMY ITR D7 EX H—/\VTD
FoOT7 BB ETT , Macintosh WoERTHIEE (X X H—/\V Tk 7 (XQuartz %5.E) BN ET
ER

X EEE AL TREY—/N\ R 1o LTZELY,
(1)

© Hitachi, Ltd. 2018-2021. All rights reserved.
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$ ssh -X -1 username cms-ssh.sc.imr.tohoku.ac.jp

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

K XXXXXX XX ARBEH—/\D IP PRL R

© Hitachi, Ltd. 2018-2021. 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,

AXHALRZILIAZD LOBERBELETEIANTFAILHAUTIZHYET DT, ZBLZS
Lo SOANT7AILTIE Hartree-Fock ;EZ LY, 3-21G EE THERELSTEEXTLVET,

(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

A5 WEBZEITI=OIZE. ADT7AILIZ'CPU=0-N'ZIEE L TLFZELY,
(f51) %CPU=0-31

'NProc=N'CIZIEEEICHFNEAITHREE A,

LUTFDaATURTEITLET,

)

© Hitachi, Ltd. 2018-2021. 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 §
[fe @8 § @lemmmman  S[=<G P R Moy %8 4| w8 oG]0 0
|| & & 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)]
LIFD&ESIZ. Gaussian D AN IT7AILEGRH AL ZEMNAHETT,

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. 2018-2021. 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]

A4t AY—/A\D IP PRL R 10.1.0.2 #AHL Activate RFVZERLTEREELE T,
3L IP ZRLANAATERLIEGEIL other ways to activate RAVEIRL, BEEAZEELT
network license ZRZATHOIAEVRAY—/A\D IP FRLAZAHNLET,

© Hitachi, Ltd. 2018-2021. All rights reserved.
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4.2.4 ANSYS Mechanical CFD
ZBDOPCIZAVAM—=ILLTERTAIENTEFTT  FARALEVWAIZSESFETITERIEE,

UTDIATUREETLET,

LUTOEEAEBLET,

cher [Profile: *** Last ANSYS Run ***] Hostname: app13

© Hitachi, Ltd. 2018-2021. All rights reserved.
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425 MATLAB
ZEHDPCIZAVAR=ILLTHERTAENTEEFT  FRALI-VWAIXIELFEFTITERKIZEL,

UTDaTUREERITLET,
UTOBEENESHLET,

MATLAB e (=) i

- : New Variable Analyze Code 2) &% Communit w
L2 | [ Find Files &. H = e T @ preerences | 2 &
Impert
o

Open Variable + " Runand Time = Request Support
Mew New Open | Compare e 2OP & q P

seript ata  Workspace () Clear Workspace w |77 Clear Commands

Layout [ set Path Hep

~ g add-ons v
VVVVVV cone EuviRomENT ResouRCEs

FILE
<o (G E Oy work » matiab

2
Command Window ®
Name |Size |Date Modif... £[Type New to MATLAB? See resources for Getting Started x

Acadenic License

Fi >
Details ~
Workspace ®
Narne = value
Reany

© Hitachi, Ltd. 2018-2021. All rights reserved.
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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 [E54 Y REEFLTHEVWAXFATEFTEA FIRFERICLoFTEDELHEEET
W SV REL AT THRSE TRV RFARREGYET,

LTDN—23 AN FARRETY .
ETEDA—ILDIESE ETED2A—ILD/INR

VASP4.6.36 {usr/local/app/VASP4/current/vasp

VASP4.6.36 Gamma lusr/local/app/VASP4/vasp.4.6_gammal/vasp

VASP5.4.4 Standard ver. [/ usr/local /app/VASP5/current/bin/vasp_std

VASP5.4.4 Gamma point ver. [ usr/local /app/VASP5/current/bin/vasp_gam

VASP5.4.4 non-collinear ver. [ usr/local /app/VASP5/current/bin/vasp_ncl

DLTFOaATUREETLES,
mpirun [ -np 5% ][ -ppn /—FH=YUDiEFI%E ] -hostfile RRAFI7AIL

/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 RAEBHETHEWAIIHATEEFRA FIAFEEICLLETEDERHEE
TEWN, SAEVRE L A—|ICCHERIE TV R FIBATREELBYET,
UTDN—2ar N F e 8E T,
EITES2—ILD/INR

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

UTDaTUrEETLED,

export SCRATCH=/work-nfs/$USER/scratch

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

wien2k ETRAOUTr T3 iNS5A—4
f51)

export SCRATCH=/work/SUSER/scratch
export WIENROOT=/usr/local/app/WIEN2k/current
export PATH=SWIENROOT :$PATH

run_lapw -cc 0.0001 -NI

429 SIESTA

UTDATUREETLET,

mpirun [ -np MiFHE 1[ -ppn /—FHEYDAFIE ] -hostfile RRANTF7AIL
/usr/local/app/SIESTA/current/Obj/siesta < AXWT7AIL > HAT7AIL

f5il)

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

input.fdf > siesta.out

4.2.10 ABINIT

LUTFDON—230 BNFIEERETY
EFED2A—ILDISR

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

LUTFDaATUREEITLES .
mpirun [ -np 5% ][ -ppn /—FHzYDiiFI%k ] -hostfile HRAMI7ZAIL

/usr/local/app/ABINIT/current/src/98_main/abinit < AAT7AIL
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1)
mpirun -np 2 -hostfile hostfile

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

4211 CPMD

CPMD Z{# B3 51=HIZ1E. FIREB &M CPMD DS/ REWMBLTVWSARELHYET,
CPMD DFAZHLEINSHZE (L. CPMD DA REWMEL. SEMPFE L F—F TITHERLS
=&y,

UTDN—2a0 D ARIEETT,

N—3y ETED21—ILDINR

4.1 {usr/local/app/CPMD/current
4.3 {usr/local/app/CPMD/CPMD4.3

UTOavUREERTLET,

1)
mpirun -np 2 -hostfile hostfile /usr/local/app/CPMD/current/CPMD/bin/cpmd.x

inp-1 > cpmd.out

4.2.12 QUANTUM ESPRESSO
UTFDON—Cav AFIRRTRETY

N—3y EFEDI—ILDISR

6.2.1 {usr/local/app/QuantumESPRESSO/current

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

LUTDav U raEITLET,

1)
mpirun -np 2 -hostfile hostfile

/usr/local/app/QuantumESPRESSO/current/bin/pw.x < cluster4.in > ge.out
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4.2.13 LAMMPS
UTDA—Sav hFIATRETT .

N—o3Y ETED2—ILDINR

31 Mar 17 {usr/local/app/ LAMMPS/current

5 Jun 19 {usr/local/app/ LAMMPS/lammps-5Jun19

LTFODaATREETLES,
mpirun [ -np 5% ][ -ppn /—FH=UDiEFI% ] -hostfile RRFI7AIL

/usr/local/app/LAMMPS/current/src/lmp_intel_cpu_intelmpi < AAZ7AI > HAH7
74
1)

mpirun -np 2 -hostfile hostfile

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