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AFEIL, Winmostar 21 L CAMEENGHARFREUVE (8P FOCUS) @A=L CilthE %
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(FEICLVAMBELRDIGENHD ET) I FA 2 TEMENDFH T O, Winmostar 35 LY
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[EE] PCBLVLANOtX2) 7 A BREOERPLEREEIIA VA b —/UERSKITE B #22
Bandb e, FOCUS ZEFBFOERE SN D FIEIRBE b o TEAEOFIEEZET L TIEI,
AZEOFNETHEEE Y TR WEEIL, FOCUS ~OHEHIZ DWW TIEL FOCUS ZHIY | EBHEAK
Winmostar 8 L N LD A VA b=/ OWTHEEL HDHERIZTHRE L T E &,

1.  PC O ¥#fg
Winmostar ® %A 7 « ZE{EIZ Windows OS D&Y R— F L TWA 728, Windows PC % #Efi5 L
TLIEEW, #EEZAy 7  %Hhs OS %813 Winmostar O EIEERSE CHER L T 7280,

2. FOCUS ~D B 5i o (i
FOCUS A/ Xa v ~DO##HiZIZI VPN 7 7 4 7 > & (Cisco AnyConnect Secure Mobility Client 7
L) BEETY, FOCUS LY BN ENTZFIEIZIE>TVPN 7 A 7 K, Tera Term, WinSCP %
A A=A LTLIZENY,
FOCUS Sz mEn s 5, FOCUS o7 h U v hR3BIT S -1 (4B
f 1BERD 12 OWfFEEITH Z LA TEES,
BEETIC, BEOHFERXOEFFIRZIZ LS TIMETE LT,

3. Winmostar 8L Y LD A A h—)L

A VA M —=/VFIEIZEHE O FIET Winmostar 8 LY L~ E A A b —/L LTLIZELY,

®  FE10TRETT, FOCUSIZA > A b—/LiFEHD V%) BAITTFIE 11 AT,

® TFOCUS ZE#ES®Z#HINSH T, VI0 LD Winmostar 712 7 = v ¥ 3 TR E B H
TRV, 12 A R AT R ~ 5 o4 7 L& CRIMTET £, T CICo B TER RS
A TN LRGN E 2o 12 F I BMWEDE 7+ — L6 ZDFEERBMOLE LSV,

® FOCUS FfEd» LAMMPS #E 2% I 5H51L. Winmostar AE7Z1F Th<, FIE 6 @
CygwinWM, FllE 7 ® LAMMPS & %79 A > 2 h—/L L TL 2 &0, FIE 10, 11 IEARETT,

® FOCUS F/#® Quantum ESPRESSO & OpenMX #E &% Z# S5 H %, Winmostar A&
72 T2<, FlE 6 O CygwinWM (OpenMX % &¥e), FIE 7 ® Quantum ESPRESSO % 4%
FTA LA R—ALLTLEEEY, FE 10, 11 FAETT,

® FOCUS ARary v AT LADOEMHICELE DO, WEIZA A F—/L L7 Winmostar 3 LT
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CygwinWM % ZHF|HF O F 1%, Winmostar DL EMIEHT/N— = & CygwinWM O i/ —
VAT T T =R LTLEXN, Ty 7T — MFETZHLTY, Winmostar © FOCUS
ARA L ~ORNIRILE BT EIE ) SR TE £,

FOCUS Ef#» LAMMPS #3822/ £ /21X Quantum ESPRESSO & OpenMX B #Z@ENDF
i3, BEOBERTETY, LAMMPS #EQUSAREZHIND FIXUTOBREEZETLTIEIN,

4. @FER (LAMMPS O%4)
Z 2T VPN #ROE G OFIEO 7R LE T, SSH ZEAEROL A1 6 22 ML TIIZEW,
1. FOCUS MHLZEND B - 7= HiEIZHE L, Cisco AnyConnect Secure Mobility Client T
FOCUS Iz##fit L T 728V, FRUIAEERREN TOZZHE T,

’g Cisco AnyConnect Secure Mobility Client - *

@ e
Ready to connect,

w | I Conneck

& O o

2. Winmostar Z##E) L T 72 &0,

@ Winmostar (TRIAL) V10,60 — [m} x
IrflliF REE OBRL &S00 EEROMP) OM MWD EH(S PRFAVA) U-LM Fa-RUTILW EoMm ALTH)
DA - -2 0D OEal e M8 B HME R ke E
T v+ @ @ D & H % % o6l can|-con [0 frenere| £ & {| @ £ & 0O LS A2
(1) Winmostar N-2 CH M-13.02 &1 EF PRECISE GNORMF0.05 NOINTER GRAPHF YECTORS WHDK
Marked Order:1 -2-0-10 Winnostar
oo Marked Atom: XK=0Y%¥=02=10
OB | ength= 1.1 Angle= * Dihedral= * Lper=*
%]
Z-MatrixX1Z
10 0.0000 1 00000 1 0.0000 1
a3 ZH Loon 1 DLoooo 1T 0L0000 1

TOoOQH® O

[c o o o
1

~ 1l ~ 1 ~

r

] + 100%
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https://winmostar.com/jp/installation/#update
https://winmostar.com/jp/revision_history/

Winmostar A1 > 7 4> KT MD | LAMMPS | ¥—U—FREZ 7V v 7 LTLEE
AN
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BFEBA(N..

» % f smTEEENLTO L £ 0 B £
FEITEEEIUETO 4 41 EF PRECISE GNORM=0.05 NOINTEF
TUF-(P) D Winmostar
SEEILAn..
A F A A CE D).,
Gromacs L4 e VW
LAMMPS NB/EIIHT.. 1|
Arrber [ F-D-FEE. I} !
MODYLAS B ET.

WDEATa 7 TENnEZ Y v 7 LTLEEND,

B *

I HEEANMLCH4L LTHELZT Y
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EMHEESNTVRVA FHSENET. SWEBELS
77

WEIN) vl




6. KOU4RUTORK%E7Y w7 LTLESN,

@ sEwEguat - O x
ERrREN ST HERERL TS
[ £ T@OMethod% | AM1-BCC v| [ZZRE

BRCE R0 & To e FRC AR R R 20 S T

RSO BIE A A AR R CE a2 N S T

1st component: CH = 1 Mo charge

BM1-BCC Charge |0~

< Back Cancel

Buary—ny g RURNHE LERAERRNT-%, ROFXAT7a 7 TOK %227 >y
7 LTLIZEN,

Winmostar X

ERICEEAFEESNGLE

WDOFEAT a7 TOKE7 Y v 7 LTSN,
T EIERE *

FBAREEA [A] : [ |

[o] 9 Cancel
Lok




9. WMOUA4RUTOK%ZZY v 7 LTLIEEN,
@ nmEesT - O ®

NIBEEN ST R EEEIRL TSN
® BETNSA—TEENLT
(—#%) |GAFF ~ | | Exception...
AMEERDF

SPCIE

Durnp Maw, ..

O M54 —h7r I E(EFELSN S, ReaxfF. SUSRTEHY RET)
O A o B IpA MBI 1S A — R R
O H3A-RDENETEF v

< Back Cancel

10. Bnary—ny v RUNHBLLERQAERNRNLTZE, ROFX AT TOK %27 )y
7 LTLIZEN,

Winmostar x

NENEESNELE




11. ®kOv 4> K TOK (Run TiEgWw) #2710 v 7 LTLEEY,

{0 LAMMPS Setup — O *
[ Extending Simulation MPI processes
Preset Minimize (Fask) W

Autaornatic Manual entry Opkians
Basic Advanced Oukput Inkeraction Mon-equilibrium {1} Restraint

Unit/Format,/Potential Temperature Coupling

Uriits real ~ 300.0

Atorn skyle Full w o0,

Pair style lifcutfcoulflong Pressure Coupling

Force fieldiPotential file | GAFF ~ is0

Run Control .o Lo |10
z.0 1oa.

# of time steps 5000

Ensemble minirnize A4
¥elocity Generation
Generate initial velocity

12345

Reset, .. Load.., Save.., Save as Default Cancel

12. Winmostar A A > 7 4V RUTY =)L | V=V aTHEAZ 27 Y v 7 LTLEEN,

sy PEA2) 9=llTy Fa-FUZILLY o Fane  AJLTH)

.| I BEETEP.. Ctrl+,
TR T E ST RERRP 4 8
19 EEAEAND.. =
B EE RS (Balloon)..
SEEEIG)...
AFREE, FHEM)
FARDHHA) L
BIEEEN [
Sterimol /{5 A-9(5) b
EEEDEEEEAT LR 082
-0.52

2 FouizrIsotiop
PEREE SN
UE—F&“H?’E@E?\[R)---%
Cygwin(C)
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13. Submit Remote Job 7 .t > K7 @ Profile T [focus_lammps] Z&ER L T 7ZI 0,

File  Profile Connection Job  Queue DOptions
Profile  |pbs_gamess ~| | Manage... ¥
phs_gamess
focus_gamess e:PBS
focus_glé
focus_ge
Fncus_glﬁ_tunﬁ
Send §focus_gamess_local k 8 Open Log File
focus_ge_eis
focus_aromacs
qstat llsubmit_g9 pbsnodes -a | [
>

14. Submit Remote Job 7 ¢ > K7 T Profile | Edit Profile #7 U v 7 L TL 72 &\,

m Subrit Rermote Job (Local User ID: Sa

File ' Profile Connection Job  Quew

Profil Add Profile...
Edit Profile... C
Duplicate Profile... &
Rernowe Profile.., B
, _ m
Send & Subrit | ls cat  areo  tail



15. Edit Profile 7 .t > K C User Name & Password |2 FOCUS 2o lidfi S =7 v v b

EASTLTLIZEN (BT AT T), 20H%, V1 ¥ KU FEO Test Connection R
K% 7Y w2 L, [Successfully connected.] &9 XA 7 a7 nE/RINTHIEFICHE

BXTEMNTE =2 L1272V £9, [Successfully connected.| AFERIN7ehr~726 User
Name & Password # FERS HASI LTSV,

D Edit Profile - O *
Profile Marme |F|:u:us_lamrn|:|s |
Conneckion
Hiosk Mame |FFDI Jj-Focus.jp A
ser Mame
S5H Private Key | \{
[ 1Part Farward
22 2222
Queus & Solver
Queue SLURM e
Salver lammps bl
Shell Script (") lUse Default
(®) Use Template  |lammps. focus201210.kxk ™
Add... Edit... Remove,..
Options P QO06M -n %WM_NUM_PROC% - 1 v|
Remoke Direckary |wm_‘:‘.n"oWM_USER_ID°fo,I'°.-"oWM_SOL'\l'ER°a"oIl"‘.-’oWI""I_F‘REFIX“.-’o,I' |
Prefix For Queueing Commands |
Clear Test Connection H}l 0K Cancel
Winrmastar x
Successfully connected.




16. Edit Profile 7 1 > K7 ® Queue&Solver ® Shell Script T lammps.focus210614.txt]

IR L TS EE 0,

Queue & Solver

Queus SLURM ~
Solver lammps i
Shell Script () Use DeFault

(®) Use Template

Options |-p Q006 -n %4M_HUM_PROCS: N 1

Remote Directary |wm_%WM_USER_ID%,l'%WM_SOLVER°£o,|'°£oWM_PREFIX°£o,|’ |

Prefix For Queueing Commands | |

Clear Test Connection Cancel

17. EditProfile V t > RUTOK %27V v 7 LT EENY,

Add... Edit... Remove. ..

ns |-|3 qo0&m -n %ot _WMUM_PROC% -N 1

ite Directory |wm_%WM_LISER_ID°.-’o,I'°.-"oWI'\‘1_SOL\-'ER°.-’o,I'°.-’oWM_PREFIX°.-"o,I' |

¢ for Queveing Commands | |

ar Tesk Connection Cancel

18. Submit Remote Job ¥ .t & K7 T Send & Submit A% %7 U v 7 L TLIZEV,

m Subrnit Remote Job (Local User ID: Sakamaki)
Eile  Profile Connection Job  Queue DOpti

Profile | focus_lammps f

»  Uiul0003@FFOL j-Focus.jp Queus:SLUR

Remaote Direckary: win_Sakamakiflammps)|
Send & Submit ‘ s cat  grep  tai | Gk

squeue  scancel sinfo -5 ‘ sQUEUEs

>

19. ROFZA T BRHB L6 7 74 V412 [focuslammps| E AT UIRTFEEZ 7 U v 735,

D wRra e RS T SR EE I LR R RLT G X

P o winmos1d s UserData v 0 UserDataDiE 3= o

74 & (N): |focu5lammps|
Jr4 LOEE(T): | LAMMPS data File(*.data)

v DAl S-DFEIE RIS N Ftll




20. EFPALBERFEALT- 1% . Submit Remote Job &7 1 > K7 ® THIZ [Submitted batch job .... ]

21.

LRTREND L EMRLET,

Send & Submik l= cat agrep kail | Get & Open Log File v| et All Files

squene  scancel zinfo -5 | squeues  freenodes | Direct Contral...

» Laftp test>

Connect ion test szucceeded.

» gend focuslammps. data

> Submizsion conmand for lammps and focus|ammps.datas

» zbatch -o wirmoz.o - winmos.e -J Bakamaki.focuzlammps -p £006m -n 1 -N 1 script
> cat winmoz.x

SuFmitted batch job 1536222

e

Submit Remote Job 7 1 > K7 D squeue R ¥ > (squeues TlI7e\) #2727 L, U
4 Y RUTFENC > LETRRSNDZEEMERLEST (Pa vy NET LI EEEKRL
FP)e b LMALLDA vy E—VRFRINDHET. LIS K ZE T R ~%47)
Flosqueue R¥ %7 U v 7 LTLIEEN,

Send & Subrmik ls cat  grep tail| Get & Open Log File v‘ Get Al Files

squeuep\ scancel sinfo -s | squeues  freenodes | Direct Control,., -

> <sftp Thet>

Connect ion test succeeded.

¥ send focuslammps. data

» Bubmizsion command for lammps and focuslammps.data:

» sbatch -0 wirmos.o -e winmos.e -J Sakamaki.focuzlammps -p 20086m -n 1 -N 1 script,
> cat winmos.x

Submitted batch job 1B3E22Z2

i Fqueue -h -0 #5070 ORVIP EO15) E. 80 RL2t EO10M 6D ER¥Y | zrep Sakamaki

10



22. Submit Remotedob 7 ¢t > 7D Get AllFiles "% > %27 U v 7 LET, LIXH < WLBEN
W%, 74 RUTEIC [(done)] EFERENDZ L E2MERLET,

Send & Submit ls cat  grep tail | Get & Open LogFile - | et All Files

sguelE  scancel sinfo -5 | sgueues  freenodes | Direct Contral,., -

¥ <sftp test>

Connection test succeeded.

» gend focuslammps. data

> Submizsion command for lammps and focuslammps.data:

» sbatch -o wirmos.o -e winmoz.e -J Zakamalki.focuslammpzs -p £006m -n 1 -N 1 zcript.
> cat winmos.x

Submitted batch job 153E222

> gqueus -h -o ¥UR.71 OBLAP A.15) .80 B.2t BL10M AL6D BR¥Y | zrep Sakamaki
» get focuslanmps

»unzip files

(please wait...)

done. )

>

23. Winmostar D A A >V 4 K 72KV, MD | LAMMPS | v 7/ &F& x4 27 ) v 27 LET,

amostar [TRIAL) Y1060
I oM MD | BES FEAVE Y-Im Fa-RUTIW b ANLTH)
2 = @ EERE LS. == [ | User@ifil
SFERAIN..
L % | P mETERENIHTO f <0 & d
0 FETEHEYLTO b M1 EF PRECISE GNORM=0.05 MOIMTE
HUR-(P) D Wirmostar
E00ET mmLsp.
AEAACELR(O)..
Gromacs L4 I——
LAMMPS ABEIHT.. 1
Armber Y M F-I-FEE. }
MODYLAS VB OEF. -
O5EEF (log)... I,\\,
[ b S TE VT
24, WOXA T TR 7V v 7 LET,
@ ooor L EBRLT X
A <« winmos1d » UserData » v | 0 UserDatalfe s J=
EE > HlLwIaS- = O @
.dropbox.cache ~ &8 . B =] 2
& -Temporaryltems = chd_Imp_nvtlog 2173 3E
. sC =] chdsuclog 202107730 046
=| focuslammps.log ETAEZ 1548
@ OneDrive =] Irnptestl.log 0206021447
A or &l - z
IrA L& (N quslammps.log| V| LAMPMPE Log File(* log) ~
[=H10)) N Tl
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25. AEWRTHRIZEOHFEOR PR LT, TOHICAZm— L, TREQE LS RNE
(2722 T0D Z L&l LEd, BiEmERITLL LT,

focuslammps.log - XTHE — O x

Jrfllip REE RO R=RM ALIH)

Kspacs | 0.00048508 | 0.00048508 | 0.00048508 | 0.0 | 17.01 "
Meigh | 9.5395¢-06 | 9.5395e-06 | 9.5395¢-06 | 0.0 | 0.33

Comm | 1.4044e-05 | 1.4044e-05 | 1.4044e-05 | 0.0 | 0.49

Output | 0 |0 | O | 0.0 0.00
Medify | 0 | O |0 | 0.0l 0.00
Other | | 0.00227 | | | 79.58
Mloecal: 5.00000 ave 5 max 5 min
Histogram: 1000000000

Mghost: 2.00000 ave 2 max 2 min
Histogram: 1000000000

Meighs: 10.0000 ave 10 max 10 min

Histogram: 1000000000

Total # of neighbors = 10

Ave neighs/atom = 2.0000000

Ave special neighs/atem = 4.0000000

Meighbor list builds = 1

Dangerous builds = 0

System init for write_restart ...

PPPM initialization ...
using 12-bit tables for long-range coulomb [../kspace.cpp:339)
G vector (1/distance) = 0.13000737
grid=333
stencil order = 4
estimated absclute RMS force accuracy = 0.00266538843
estimated relative force accuracy = 8.0282314e-06
using double precision KISS FFT
3d grid and FFT values/proc = 512 27

Total wall time: 0:00:00

< >
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5.  @{EMFE (Quantum ESPRESSO O4)
Z 2T VPN #5086 O GIED KR L £, SSH ZEBEHE DS 613 6 B L T 728wy,
1. FOCUS MHLZENDH > 7= HIEIZHE, Cisco AnyConnect Secure Mobility Client T
FOCUS Iz#fit L T 728V, FERUIATEMRN TOZZHE T,

’& Cisco AnyConnect Secure Mobility Client - *

@ e
Ready to connect,

w | I Conneck

& O o

2. Winmostar Z##E) L T 72 &0,

@ Winmostar (TRIAL) V10,60 — [m} x
Jrfllif REE O ERILD &R0V EEROMP) oM MR EES PEARA) Y- Fa-RUTIL o Eewg SLTH)
B -8 EDOE A wws M A EHOE ww g
fi- @ @0 & H% % oo cn st Jue| £ 40 8F & OIS F
E Winmostar N=2 CH M= 1302 &1 EF PRECISE GNORM=0.05 MOINTER GRAPHF YECTORS MMOK
Marked Order:1-2-0-10 Winmostar

oo Marked Atom: XK=0Y%¥=02=10
OB | ength= 1.1 Angle= * Dihedral= * Lper=*

1C 1_0.0000 1 0.0000 |
ZH T.1000 1 D.oooo 1T 0.0000 1

1 Jc o o o
1

~ 1l ~ 1 ~

I:—n

BH OHYTOQH®SO

] + 100%
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Winmostar # 1 > 7 4 > K7 CE | Quantum ESPRESSO | $—U— RRE%2 7V v
7 LTLIEEN,

I MDD ENES) FEAVAY Y=WT Fa-RURILUY aE AJLRH)Y

1 A RBEELSC. = (3 UserEf
AS5TEIERE(S)..

CHI 2 BRI, L 40 &
EEETY L. #1 EF PRECISE CNORM=0.05 NOJ
ERETREAD.. Wirmostar
DIAFEIERL (M),

HFEERL..

Quantum ESPRESSO M #D-F&EE. i
OpenhX Y B =T % annn|
FDMMNES Ve DFEST (pwouth.. onao

WDEATa 7 TENnEZ Y v 7 LTLEEND,

B *

I HEEANMLCH4L LTHELZT Y

WINAN) vl

WDOHEATe s TOK%E7 Y v/ LTLIZEN,

TILETER X

EBRIEATI [A]: [3 |
Cancel

lAnalyzing symmetry using Spglib...| £\ 9 X4 7 v 73 HEL U ALBE S L 7= 7%
WDFATuZTOKEZ ) v 7 LTSN,

Winmostar x

NENEESNELE

14



DY 4> F7TOK Run TIEARW) 227U w7 LTLEEN,

D Ouantum ESPRESEQ Setup - O ¥
Output Direchary Create b | |
Fresst SCF v Use MPI

RISM (2} Okher Options Properties Pseudo Potentials
Basic Advanced SpinfDFT+U Phonon MO Dipole Corr ESM RISM (1)
calculation scf ~ | [J5etibrav = -12 and celldm
[Jusenbnd  {# valence bands: 7) & ecutwfc

oocupations
none
none
[ 5et default k-path [Itprrfor [tstress
Mrosym [ nainy
Reset... Load... Save... Cancel ,&1 Run

Winmostar A1 >V 4 RUTY— )L | VE—RPaTHBAZ 7Y o7 LTL &N,

sy PEA2) 9=llTy Fa-FUZILLY o Fane  AJLTH)

.| I BEETEP.. Ctrl+,
TR T E ST RERRP 4 8
19 EEAEAND.. =
B EE RS (Balloon)..
SEEEIG)...
AFREE, FHEM)
FARDHHA) L
BIEEEN _
Sterirmolf {3 2-9(5) A
EEEDEEEEAT LR 082
-0.52

2 FouizrIsotiop
PEREE SN
UE—F&“H?’E@E?\[R)---%
Cygwin(C)

HrEE L

=
£
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9.  Submit Remote Job 7 « > K7 ® Profile T [focus_qe] %R L T 7Z &V,

File Profile Connection Job  Queue QOptions

Profile  [Focus_ge | | Manage... ¥

focus_lammps LIRM
pbs_gamess
forus_gamess
focus_glé Epressof)
focus_glé_tunnel

Send ifocus_gamess_local b & Open Log File
focus_ge_eis
focus_gromacs

SAUel|lsubrnit_g09 freenodes | [

10. Submit Remote Job 7 ¢ > K7 T Profile | Edit Profile #7 U v 7 L TL 72 &\,

m Subrit Rermote Job (Local User ID: Sa

File ' Profile Connection Job  Quew

Profil Add Profile...
Edit Profile... C
Duplicate Profile... &
Rernowe Profile.., B
, _ m
Send & Subrit | ls cat  areo  tail

16



11. EditProfile 7 .t > K T User Name & Password |2 FOCUS 2o lidfi S =7 v v b

EANLTLLIEES W (I BEARETT), D%, U1 v KU RO Test Connection
K% 7Y w2 L, [Successfully connected.] &9 XA 7 a7 nE/RINTHIEFICHE

BXTEMNTE =2 L1272V £9, [Successfully connected.| AFERIN7ehr~726 User
Name & Password # FERS HASI LTSV,

@ Edit Profile - O X
Profile Mame |F|:ucus_qe |
Canneckian
Host Mame FFO1 . j-Focus.jp J Port
Lser Mame :l Password
S5H Private Key | \l
[ JPart Forward
22 2222
Queue & Solver
Queus SLURM i
Solver quankumespresso b
Shell Scripk () Use Default
(@) Use Template  guantumespresso,focus210524, kxt v
Add. .. Edit... Remove, ..
Cptions |-|:. Q0B -1 AWMU _PROCS: M 1

Remote Directary |wm_%WM_USER_ID%II'%WM_SOL\.I'ER°fo||'°.n"oWM_PREFIX°fo||'

Prefix For Queueing Commands |

Clear Test Connection [‘g | (1] 4 Cancel
—V
Winrnostar *,
Successfully connected.
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12. Edit Profile © + > F U @ Queue&Solver @  Shell Seript

lquantumespresso.focus210524.txt] ZER L T 7Z X0,

Queue & Solver

Queue SLURM ~
Solver quankumespressa i
Shell Seript (O Use Default
@ Use Template | gquankumespresso.Focus210524.kxt ~ |

|quantumesp resso.focus200115eis, bt

Opticns |- g0 - %WH_HUM_PROC: -N 1 ~|

Remate Directory |wm_%WM_USER_ID°.-"o,l'%WM_SOLVER°.-"o,|'°.-"oWM_PREFIx%,l' |

Prefix For Queusing Commands | |

Clear Test Connection Cancel

13. EditProfile V 1 > RUTOK %27V v 7 LT EEY,

Add... Edit... Remove. ..

ns |—p QO0EM -n WM _NUM_PROC M 1 - |

ite Directory |wm_%WM_LISER_ID°.-’o,I'°.-"oWI'\‘1_SOL\-'ER°.-’o,I'°.-’oWM_PREFIX°.-"o,I' |

¢ for Queveing Commands | |

ar Tesk Connection Cancel

14. Submit Remote Job ¥ .t & K7 T Send & Submit A% %7 U v 7 L TLIZEV,

Eﬂ Submit Remote lob (Local User Dy Sakarmaki)

Eile  Profile  Connection  Job  Queus Qption

Profile  focus ge P W

3 uinlD003@FF01 . j-focus.jp  Queus:SLURM

Remate Diractary: win_Sakamakijquantunmespre
Send & Submit | s cak  grep  tail | Gek &

squeue  scancel sinfo -5 ‘ squeuss |

15, WOXATaZRlHE LS T 7 A V4IC Tfocusqel EANULREEZ U v 735,

@ wRUaTRRENT SR AN I L ERTFLTCREL X

4N « winmos1d » UserData » v @ UserDatalig s el

I74 VA& (N): [focusqe
774 LDER(T): | Quantum ESPRESSO Input File(*.pwin)

v JallY-DEE(E) RIF(S) N Frte)l,

18
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16. BB FEAL =% . Submit Remote Job 7 1 > K7 O FHBIZ [Submitted batch job ....]

17.

LRREND L EZFRLET,

Send & Submit ls= cat grep tail | Get & Open Log File V| et All Files

sguele  scancel sinfo -5 | sgueles  freenodes ‘ Direct Contral,.. -

> teftp test>

Conmect ion test succeeded.

» zend focusge.pwin

¥ 3ubmizszion command for guantumespresso and focusge. pwin:

» zbatch -o winmoz.o -e winmoz.e -J Zakamali.focuzge -p z00Bm -n 4 -N 1 zcript.sh
> cat winmoz,x

gubmitted batch job 1536231

1

Submit Remote Job 7 1 > K7 D squeue R ¥ > (squeues TlI7e\) #2727 L, U
4 Y RUTFENC > LETRRSNDZEEMERLEST (Pa vy NET LI EEEKRL
FP)e b LMALLDA vy E—VRFRINDHET. LIS K ZE T R ~%47)
Flosqueue R¥ %7 U v 7 LTLIEEN,

Send & Submit l= cat  grep tail | Get & Open Log File - | Get All Files
SOUELE h\scancel sinfa -5 | squeues  fFreenodes | Direck Cantral,.. -
> <sftp test>

Connection test succeeded.
» zend focusge.pwin
> Bubmizzion command for guantumespresso and focusge.pwin:

» zbatch -o winmoz.o - wirmos.e -J Zakamaki.focusge -p g006m -n 4 -N 1 script.zh
Focat winmoz.x

Submitted batch job 1536231
i squeus -ho-o ¥8.70 BLAP B015) E.fu E.2t EC10M 36D ERYY | zrep Sakamaki
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18. Submit Remotedob 7 4 > K7 ® GetAllFiles R Z > %7 1V v/ L9, LIEH S LEEN
W%, 74 RUTEIC [(done)] EFERENDZ L E2MERLET,

Send & Submik l= cat  grep  tail | Get & Open Log File | Get all Files

squeue  scancel sinfo -5 | squeues  freenodes ‘ Direct Contral. ..

¥ <aftp test>

Connection test succeeded.

> gend focusge.pwin

> Submi=zsion command for quantumespreszo and focusge.pwing

> sbatch -0 winmoz. o -2 winmos.e -J Sakamaki.focusqe -p 2006w -n 4 -N 1 script.sh
> cat winmosz.x

Submitted batch JDh 1536231

» squene -h -o ¥°R.70 BLOP 30150 A.80 B2t R10M .60 ER¥Y | zrep Sakamaki
¥ get focuage

Funzip files

(please wait...)

{done. )

>

19. Winmostar D A A > 7 > R 7IZEY | F# | Quantum ESPRESSO | v /& FR% 7 U

v 7 LET,
HAL) V1960
awM WD B FEAA Y-WM Fa-FUTLW oqeEom AJLH)
A | Quand BRI (| [ | User@fr
ASTEIRALS)..
CH3 | Z-f-EERR(G). £ 4 0 &
FEEENHELN.. &co?*:rol ) ,
=EFERAD.. Exd;)rfl : :¥$ca§qe_qe_w
OIAPEIAM). woslty 2 Ihiey
BREEBIL.. restart_mode = "from_scratcl
wf _col lect = LTrue..
Ouantum ESPRESSO ¥ *-7-F&EFE. D
OpenMi Y2 ET. ,9007
FOMMES P DJRES (pwout.. |\ a0
L3807
| H 7ox-vay » [
20. RWOXA T TR &2 Y v/ LET,
@ 077r L EBRLTEE bt
i < winmos1d » UserData » v O UserDatalig s P
ZE - #HLWIALS- = O @
3 Prafet A a - XA g
= FoFw m focusqe pwout 20210813 16822
B KT m formaldehyde_1_amlbcc_gaffout 2021,408,/06 1:06
JN 2a-3pyh m formaldehyde_mop.out 20217/08/06 0:32
_l = m furan.out 2217251537 W
e O-HIL 7427 (C) wll e =
J7 LB (N |f0cusqe.pwout V| Quanturm ESPRESSO Dutput Filt ~

= l10)] Fetrll
BLICIN
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21. AEMRTHERIEFEOHEOv IRHEET, TOFICAIZn—n L, TRELZ XD NE
2> TND I EEERLUET, BMEMRIZLL LT,

| focusge.pwout - JELE — O et
JrrlliR REE SHO ®FEWV ALTH)

regterg:last : 0.00s CPU 0.00s WALL ([ 24 callz) -

h_psi : 0.35s CPU 0.36s WALL [ 38 calls)

5_psi : 0.00s CPU 0.00s WALL ([ 38 calls)

g_psi : 0.00s CPU 0.00s WALL {24 calls)

Called by h_psi:

h_psi:calbec : 0.01s CPU 0.01s WALL [ 38 calls)

vloe_psi 0.34s CPU 0.35s WALL [ 38 calls)

add_vuspsi : 0.00s CPU 0.00s WALL [ 38 calls)

General routines

calbec : 0.01s CPU 0.01s WALL [ 51 calls)

fft : 2.54s CPLU 2725 WALL ([ 151 calls)

ffts : 0.09s CPL 0.09s WALL [ 27 calls)

Tt : 0.34s CPLU 0.35s WALL ([ 182 calls)

interpelate : 0.28s CPU 0.29s WALL ( 14 ealls)
Parallel routines

fft_scatt_xy : 0.25s CPU 0.26s WALL (360 calls)
fft_scatt_yz: 0.67= CPU 0.80s WALL (360 calls)

PWSCF : 9.78s CPU 6.72s WALL

This run was terminated on: 16:21:15 12Aug2021
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6. % B SSH ## D FIHE
VPN #f@3 TE 7eWiGA . 2B SSH # 21TV E 7,
1. FOCUS ARXar>HP®D [ AT b~Du A — L2 —Fv 50O SSH #fFIC LD

07 A v OFNEEEZEIZ, TeraTerm = AW Cra 7 A % —s3 (ssh.jfocus.jp) (cu AL
N

2. mrlArH—RZua s A LIRAET TeraTerm ORE | SSHEEEEZ 27V v 7 LET,

EES | IRO-IHG)  P4YEI(W)
= (T)...
I EI(W)..
JAVHF) >
F-m—FK...
ST Nat—(E)...
JOF(P)..
SSH...
SSHEEEE(A)...
SSHEE[DJ...%

3. BmEsYV s LET,
SSHM- R e

A — BRI

AENmEA).. i Ei. I|F:
REE HlIF3(F)

WIS T PN — el DT
ClUFE—F@r T — g # O — Lt — ) | 2RTd s

ol N
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https://www.j-focus.jp/user_guide/ug0002010000/#ug0002010102
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DLFDXSICAN L, OKE 27U v 7 LET, a—HADR— ML, 10335 2Miho#E Cffibi
TWAEASITEEROR— ML TLEEND,
SSHfl—HEEE 4

A — FELEETT IEIF IR

@ O— L — L) Ly 220 | |
T — IR (M) (01 j-facus jp | A=
OUT— b= A — R Loy 27245
A= 1A8 72 (a0 o+ — (0]
(DA F et — (D) L 22ATY

ool
OK%7 Vw27 LET,
SSHfi— g =

A — FERIECE)

T,

- |_||_:.E|||"||:|:E:‘tII |'_'.-_::l.-'

BNOCA) BIER(R)
WESA T FET — el ahiETiE
CUE— @ p T — e w0 — 1) Dt — 1 —FRm 5
Fritzil ~LH)
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FREORRET T4, BEfERE (LAMMPS O%54) | £7213 15, @h{E#E (Quantum ESPRESSO

DGE) ] OFNEZF L EJ, 7272 L. Cisco AnyConnect Secure Mobility Client D fL#) & #

BIIARETT, #IEFIX TeraTerm Tr 7o U — NIZEEHR L CODIRRERMERF L T 7280,

ZLC, Winmostar ®Y—/\ | JE— V3 7HA | Profile | Edit Profile ® 7 1 >} T

Y+ % BR2 . Host Name % [localhost]. Port # [10335] (4. Tu—hADR— M E2ZH L7~

EXIFEDOEFT) ITEELET,
@ Edit Profile

Profile Name |fucus_|amm|:us_lucal |
Connection
Host Mame ||Dca|hc|st ( | Port EEC]
AN
User Mame |uiuIDDD3 V | Password |m‘ | Show
55H Private Key | |
[Jrort Forward
22 2222
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