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<IEELN,
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1. &VIVDF 31— bUPZILOERERICHUL. STELEVWDF - RFEEZ/EAR L. ERALZ0
VIVIND @ D—0J0—8E&EZ20 ") w2 UWorkflow Setup™ - > ROTEHEEZAGZRTE

Lz, OKZZOUw o LSaIDEET > RIIEHET,
2. UE—MNYSOT2adEzRTCFv Iz ANTE T,

3. ITICINNMBESIVUE- M —/\HOTOT7MIILNHDBEEFTOIT7AILTENZIER

LP. 10[SEATLZEV,. D TRWEEEFEITOIT 7L IDConfigz o Uy I ULFET,

@ vinEE - O X
O ety E%ET
®UE- wwwaﬁﬁﬁ%
077 ) pbs_example ~ Config...
gamess
T L—FAS) T (Default) w Mew... Edit...
AFgis |4 nodes=1:ppn="WM_NUM_PROC % v |
Test Connection... ﬁ? Contral...
BEIEER S5H: User name @xx

Cmmadq b-oremotEJb b:l ut.txt -e remotejob_stderr. txt N
" 4 nodes=1:ppn=1 (script).pbs

O 27 IO RTE £ R 3R T Ll

FIE
#ofMPLProcs 1 | 1
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1. Profile NameTcnNmMsESUE— M—/)(OERECRBIEVWEDZEIRLTLSIZEV, 45
(SEWVWEDOHRVSGE(EH THEUOEE A

2. Duplicatez27'Jw 27 UNew Profile Name(lEHRZFIZ AT UVOKZI Uy O LT EE
VAT

@ Remote Server Profiles — X

Profile Name |pbs_example ~ MNew... Rename... Duplicate. .

Server Tesge_example

slurm_example

Connec Isf_example
focus_gamess

Host M|focus_g16 Port Timeout [sec]

focus_ge

Lser N focus_lammps Password |ew Sh
focus_g16_tunnel :I | | =
focus_gamess_local
focus_ge_egis |

focus_gromacs Profile Mame >
[JrortForward — Demore moer

SSHPr

RemotePort |22 Local Port  [2222 Mew Profile Name |pbs_tesﬂ 4 |
Show Console I—

Queue

Queue PBS w I_

Options |—l niodes=1:ppn=%:\WM_NUM_PROCY% w |

Prefix for Queueing Commands |

Remate Directory |wrn Y\WM_USER_ID % | %M _PROI %/ %=WM_PRO]_WORKDIR %/
(For project mode)
Remote Directory |lnrn SEWM_IUSER._ID %/ %%6WM_SOLVER %6/ %% WM _PREFIX %/ |
(For file mode)

Clear Test Connection... Cancel
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1. Connection®Host Name (IPJ7RL- X, /KX k&) . User Name (I1—H4&) .
Password (J\XJ—R) RELC, #HERULEWIE— M—/)NDBEHRZADIULET,

2. AN, Test ConnectionzZ7Uw 2oL, SSHIEHRTAMDHCF TV IZ\NOK=ET W
JUFET, BHEITX SR [FZAMNEECHETUEURE] ERRSNEESECHEHE
9, ST o> E&&a(3. Connectmn@)\hlﬂ%’iﬁf%ﬁbiﬁo Test
Connectiont&geDiE (I E S CTHER TEE I,

@ Remote Server Profiles — O *
Profile Name | pbs_test w Mew... Rename... Duplicate.. Delete...

Server  Template Scripts

C:ZZ: :]::e [ o000 | port Timeout [sec] @ =&7ak B o X
User Name |U eeeeeee | Passwor: d I:I Show I.-I:E‘_ |""tl'“_.'l ._IJ:-('_'?—_;\ }“?%IEE Eﬁ ?::EU

S5H Private Key | | ]...

[CJPart Forward @ SSHIRRRMH

= () SSHIBfEr g T A1 —3

Show Console

a YA A D1~ SMBAHEH

Prefix for Queueing Commands | |

Options

0K

Remote Directory |J\m Ye\WM_USER _ID% | J%RMM_PROJ%/%:\WM_PROJ_WORKDIR %/
(For project mode)
Remote Directory |J\m Ye\WM_USER._ID %a/%\WM_SOLVER %/ %e\WM_PREFIX %/ |
(For file mode)

Clear | Test Connection... L\L, | 0K | Cancel
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1. QueuedQueue (IATRXRTZ1—SDFELE) . Options (BT =w hIOY> RD5|%) &
Ell. #BERULEVWWE— MI— /\@Ia#&%‘:)\ﬂbi@“o 2B, [%WM_NUM _PROC%] 72 ¢&
DIA V7 RZFHTDEMINEIRECRATIREZRBRIETEERT. GFHIEIZIES)

2. AJ1#%. Test ConnectionzZ7Uw /L. SSHIE®RESIAT RIS 1—F(CFTVIHEAN
F9, (COTFAPTEERICIEFE TN I I ZAUVLER(ICEITNDINEENDE
9, ) DT RTS1—-SORKBASSERREIC(EZ. a3aTHhERCHIT =V hSNYUIENT
TIBDXETCOEIHRBEZANDULOKZIOUY O UET., UESLKLFR MY [Z= R ROV
ERBCHRTUELUR, | ERRSNESKICEHFEF T, RSN IEH ./:I\(af Queuez=x
fz(3OoptionsDEEENFEYN, ZOFRTSIaIRTZ1—SETEHEEMREL TR E
NEZS5NEY. Queuex/z(ZOptionsDATAHABTZBEREIN. aTRXT21—-3(C
BIAYFRAE U CUVRVMREETEBEZERITU T ZEL), Test Connectiont4gEDsFMlISE 5T
MR CEEXT @ =&7ah - o X

Queue
Queue = o UE— - ETT AN ZIREBEEATIEED
Options nodes=1:ppn="6\WM _MNUM PROC %G| B | O SSHEﬁﬂUa}
Prefix for Queueing Commands | |

(@) SsHIBiEF g At -5
Remote Directory |Am %WM_USER_ID% | M _PROI%/%WM_PROI_WORKDIR %/

{For project mode) : ::
Remote Directory | wm_%e\WM_USER_ID %s/%\WM_SOLVER %6 /%:\UM_PREFIX %/ |
{For file mode)
AT 1 —SME A TR 5] &0 y
AN I
Clear | Test Connection... L\\Ll 0K | Cancel | oK N
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1. Remote Server Profiles > ROFTDOOK=EZT v IO ULET,
2. SITDOERET>ROTIDIAT7AIVCKEFEEKRLUIETOT7AILNERESNTWWD S &

%EEE,L‘.\ LEI,.

@ Remote Server Profiles —
Profile Mame | pbs_test w New. .. Rename. .. Duplicate. .

Server  Template Scripts

O

Delete...

Connection
Host Name |xxx.xxx.xxx.xxx | Port Timeout [sec]
User Mame |User name| | Password |oo | Show
SSH PrivateKey | [ ...
[Jrort Forward
22 2222
Show Console
Queue
Queue FBS [
Options [ nodes= 1:pon=6WiM_NUM_PROC%) ~]

Prefix for Queueing Commands |

Remote Directory |\r\m WM _USER_ID %
{For project mode)

| JYEWM_PROI%/ Y% WM_PROI_WCORKDIR %/

Remote Directory |v\m oMM _USER._ID %%/ %WM_SOLVER %6/ %WM_PREFTY %/

{For file mode)

Cancel

@ JainEE — | %
O PvuLTIFERET
@ UE- LT Ua I RET
Jo0771 b pbs_test w
gamess
T =207 (Default) w Mew... Edit...
A3 |4 nodes=1:ppn="%WM_NUM_PROC, w

Test Connection. .. ﬁ?n Control...

55H: User name @, XX, XX XXX
Command: gsub -o remotejob_stdout. bt -8 remotejob_stderr. bt N
4 nodes=1:ppn=1 (script).pbs

i e

LI 271 LD FTFE b R =T LA

ILFIE]
# of MPI Procs ]
FERE LS |work |

CEEEN R

m winmostar copyright 2008-2025 X-Ability Co., Ltd.



IV.7>2JL—bROUT bDER

1. g ClccnhsESIIE—M— }K‘ﬁﬁd)_\ TJL—hrROUT SB35 0EF7>TL—MR
DUT MTENZEIRUP. 12(3EHFE T, €O TRUVLBEE. TTL—BMROIUT MDD
Newz/ZJUw U, Script namellEZRZEIZANULOKZIUYIUEXRT, 1. 7>
TJL—hrROUT bOHRE(IP. 8DQueueDIFFE(CIEU TEE T INENH DI, Queuez
ZEURBESEZEEFIICFERLEST>T L — M ROVUT hEERTEEE A

2. TFERARNIFTAHATT>>TIL—RROUT I BEWLEZS, [# Insert commands herel
& [# Do not modify the followings] @FE?(C\J)L/(@E@J(CLZ\EUHV\/ RZiE5C U
FREFELUET, I TICVILINCPATHN E D TUL\BIGEIIFICEINABRC ENHDDFET,

@ '?.)'fa;‘UJET-EE - O > 7 lammps. Ltxt - AFE - m] x
TriIUF  EEE FH0) 'RV ALTH)
O ZOwy o TIalEaHET fL/bin/bash a

#iiM_SCRIPT HEADER
if T | -z 3PBS_0_WORKDIR 1; then

@) E— e T RET ed $PBS_OWORKDIR
|
if [ 1 -z $PBS NODEFILE J; then
SLTAL pos_test ¥| | Config... , unia 9P NOEEFILE > hastf i Te
|
gamess i YERSION 11.2.1
_ t LANG=C
T =FARUZF | (Default) w New... ﬁgﬁ’gr
pind
AFua |4 nodes=1:ppn="6WM_NUM_PROC% \! V $4M_SCRIPT_BODY
Test Connection. .. 5? Control... 2?}10 v‘4(X******X**X)K‘/KX)K‘4(X*‘4(X*‘4(X******X**X**X**X**X**X***"
echo ik Start LAMMPS job raok”
echo TERkERREROOERCERROERECR RO R R
set -
Seh +y .
echo kbbb
Add TE'IT‘lp|EtE' * echo Trek Set user-def ined variables o

echo “frkbtooroieociscRR s

¥ Insert commands here .
WP T_COMMAND="mp i run --hostfile $PBS_NODEFILE -n 3AM_MUM_PROCK
BIN_LAMMPS= | mp_me |
OPT_LAMMPS_CONV RESTART=-restart # for LAMMPS before 240ct2018
ggBT IiéwgPS CONV_RESTART=-restart2data # for LAMMPS after

ct

Script name: gamess., m

# Do not modify the fol lowines

-Ablllty CO-, Ltd- echo THERRERERRRSORRRREOR R SRRk 10
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1. Test Connectionz27/UJw/Z L. SSHIEHRESIT AT 1—S¢ee e (ERLIZVILN
2) ([CFTVvIORANET, S3TRATSa1—-SORKGERBIICIE. a3 THERICHT
SV RSHULIBNTE T I R3FETORIEARBEZANDULOKZIUY I ULET, LIESLLFA
RN, [T ARMEBCHERTUELRE] EXRRSNESKICEHFFT T, XRSNAMNDIEH
&lE. P10OSENESZBEREULZE Y., Test ConnectiontégED:FlllEICE S THERTE
x99,

@ vsToszE - O X
O 2T TH T EHET
®UE- LTI EET @ sE7ak — 0 %
Jarin = ¥ | Oy UE= b =) ETFA MBI SR ATEE
gamess
() SSHIBEEM A
FUF =AU | (Default) ~ New... Edit...
A7 E nodes:1:ppn=%1ﬁfM_NUM_PR9/iu - () SsHIBiEFg i AT —35
Test Connectior... @ SSHEﬁtﬁa}"l{Tﬁr—ﬁtGmmam
N YadANT1-SORAMESEME [0 |
B EER 55H: User name @y 000X
Command: gsub -0 remotejob_stdout. txt -8 remotejob_stderr. tut M
gSakamaki 4 nodes=1:ppn=1 (script).pbs oK [ *-":_'"Fl-"'EJL'

O o4 LI RTF & e R T LA
AL FIEr

# of MPI Procs (]
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. UE—BMY—)\DIREREER

1. UET— |\-U- /\O):Fl OD’Ij(,u\Td\t@ﬁEmub Tgfdj (Q:P 12(C 37'353_ EEE:L,\LJT (/\ EI/\
(FControl=zoUw I ULET,

2. Control Remote Job/Server~« > ROFERDNT > THEMEIEEEITLTLSIZEUN,
3. FE178. ClosezoUwoLTLIZEL)\,

@ vsjo=E — O » @ Control Remote Job/Server (Local User D ) — O =
O e File Profile  Connection Job Queue Options
I E | T
=L T
07+l iz ms - Config = @172.27,.31.114 Queue:PBS |

gamess

FUA =2 F | (Default) ~ New... Edit... | | e |
4
FHua 4 nades=1:ppn=2%M_NUM_PROC% /1 v| astat 2 qdel gstat-s  gstat | gstat - phsnodes a | Direct Contral... ~
) =] > creat jfi o tomnlato cacipt,
Test Connection... EEL zaness. tiList Submitted Jobsfenly created at N

> Starte
> (1/4) Connecting to server...
> (2/4) Creating a directory...

IERIEER 55H: User name @, 30, X004 X0 > 13/4) Sending data...

. : . > (4/4) Recieving data...
Command: gsub -o remote_]ob_sb;lout.b(t -e remotejob_stderr. txt -N Canmect ion test succesded.
| nodes=1;ppn=1 {script).pbs

Successful ly finished

; gstat -a
774 I RTEf & 3 &= T LA
il
2 of MPI Pracs ]
< >
PR R |wc-rk |
Clear Log Close

Frtl
mﬂ winmostar copyright 2008-2025 X-Ability Co., Ltd.
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1. EREFEHRZHEE LN SHINBZEEEE URTZIUY I LT3 Tz ULET.

2. YEEDTAILSFDIRRE(Z. EE(CSTEMNMEIT USSR
NEW—SEND—PEND—RUN—END(Rem) ([E&Ei&T UHEHI7AILAUE— ~NTHB)
—RECV—END ([EE#ZRTULEEH T 7L O—-DILICERXREFEH) EBEBTERIEUET,

3. ‘J)I//UCJ:D_C(?IHE'—?%(ZENDODR?DD(ZEND(-) (EEgRTLOVE ST 7A)LDOHFO—1
JVICEREXBH) ERDFET, ZDiHEa. wEICIGUTPOIS3>h5Receive All Remote
Output Filesz2o Uw O ULETCOHRAN T 7AI)ILZ20—)UICEREUFET,

4. ZDOH, O—HIL>3T EARRICHEROTIRIL. FBTEiT\ET,

F07eA0 pbs_test ~ Config...

- FAL g (work3_LMP_MIN)
T L= Default) ~ Mew... Edit... | ! ) N
AF T |-|nodes=1:ppn=‘}‘n\“a’M_NUM_PROC% v CﬂﬂrdlﬂEtE {Iﬂltla'}
Test Connection. .. ﬁ?ﬂConhol... d Cnnrd"]ate {F|r‘|a|}

L
ac
R St Use name @ookx s Log
dq b-ore be_]h td ut. bet -2 remotejob_stderr. txt M
95 k nodes=1:ppn=1 (script).pbs L {E}(tra d}

774 LDiRTEE Y R ET LG
Energy plot
AL FIE

< of WP Procs | (=1 Show in Explorer V4

N

PR work ] Receive All Remote Qutput Files. .. t §
el
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ST RITERIS—DRELUIZSDHL

VEZE DT A )L DIREEN'ABORT (EEHT) DIFE. ROFIETIS—REFBFEHELUET,

e JOSTIVBMRRIVIZ THROEZE I AIAICRIRAA—VILZER, To—Avt—>%
R UEY,

o WHROEXEIAILSF=ZHIIUwW2 L. Show Command for Job Submission&Show
Result of Job Submission T3 J#HJ=w cule&ESEDIRRAEHERZLET,

o WROVEEIAINASZIIvOUL, PPS3>TLog (Extracted)=x/z(ILogZzo w2 LO
TI7AIDORNES =R LUET .

« WROEETAILSFEHIIwWZI L. Open Remote stdoutE/z(dstderrmn 5 E— h—
JINCEITSNEFRORER D - TS —ZHEREUET,

« WROEEITAILSFEHI )WL, Control Remote Job/Serverz/27'Jw /L. ls. tail.
Get & Open...2ETH—) (0347%?15\\’?‘5'—/_ (i@??%)b@qﬁ%%ﬁﬁﬁfgbiﬁ'o

¥ Jodioolk €] Open Coordinate (Initia)
. Run...
EZE )14 (propylene) Options ¥ a @ Run
Show Keyword Setup hTag
- work2_GMS_TDDFT)
=101 ERtL " Show Job Setting e - =
. - A
L workZ_GMS_TDDFT END e &7 Control Remote Job/Server.. ':__1 Coordinate {Ir||t|a|}
L0 ] _ Horkﬁ_GHS_OF'T—IR ABORT Show Command for Job Submission . . .
b work?_GMS_T ... %-&Hﬂ_m_ _I__ﬂl_ L Show Result of Job Submission ':__1 Coordinate (Final), Charge & Dipale
work3_LMP_MIN [f’}jﬁﬂ?l”}’lhﬁﬂ?—] Receive All Remote Cutput Files... LDQ /
L workés_LMP_NVT ﬁEL :BDE;(:_—FGMS—GPT_IR Open Remote stdout — - -
L workS_LMP_NPT TD-L;_"/,IL- be test Open Remote stderr | ng {EItI'EL—tEd}l h \
£ -+ ! ‘P =5: Es Delete Remote Working Folder.. L3 -
#1774 IABFT: Remote (% MO & Charges \
2yt 3 E: Exec3 Delete... =
P33l (works_GMS_OPT-R) =" Empty log file & show in Explorer
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