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UE—MS—)NCSSHTOTA> LU, 23R a1—SHhHEMELTWBDC EZER L TLKE
=Y,

- DITRTTA-SDA>AM—ILAEIZTES THRRIAITETD.

UE— S —/NCSSHTOT 1> L. WROYVIL)I DA A h—=ILENTWNWB S ERZHEZ LT
<IEE0N,

— IIIDA >R =LA ES THREIEITET .
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1. EVIV\DOF 21— U7)LOERRCHUL. STEULEWDF - RFEESZ/ERR L. FERUEL
VIUIND @ D—02J0—8E%x20"Uw 2 UWorkflow Setup— > RO TEHERMFEET
L7z, OKZO U O ULSIITDEET > ROICEHFET,

2. UE—MNVYS T3 E&2RTICFvITZANET,

3. FTICINMBEDSVUE—-M—/\BHOZTOT 7 1ILhH15EET0OIT 7L IV TENZER
UP. 10(CEATLIZEV. D TRWMEEIEFTOIT 7L IDConfigz o Uw I LFET,

@ vadosE - O X
O ZO7uTUa T
®UE- wwfﬁiaﬁﬁﬁ[}
077 ) pbs_example ~ Config...
gamess
T =AU T (Default) w Mew... Edit...
FFgis |4 nodes=1:ppn="WM_NUM_PROC % v |
Test Connection... ﬁ? Contral...
TR S5H: User name @xx

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

O 27 L RTE £ R R T Ll

LI
#of MPIPrOs [1 | 1
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1. Profile Name TN SESUE— M—/)OEFEICERBIHEVWEDZEIRLTLSEE0,
(SIEWVWEDHRVWGS(FTEE THEUER A.

2. Duplicatez/77Jw 27 UNew Profile NamellEHRZBIZ AN UOKZIUvw oL TLEE
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
focus_lammps |

Useer‘ocusglG_mnnel :I Password |" | Show
focus_gamess_local
focus_ge_eis |

focus_gromacs Profile Mame -
|:|Port orward Remote nost

SSHPr

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

Queue

Queue PES w I_

Options |—l niodes=1:ppn=%:WM_NUM_PROCY: v|

Prefix for Queueing Commands |

Remate Directary |wm_%v-rM_USER_ID% | WM _PROI %/ %=WM_PRO]_WORKDIR %/
(For project mode)
Remote Directory |Wm_%WM_USEF‘._ID%I%\".I'M_SOLVEF‘. % YeMM_PREFIX %/ |
(For file mode)

Clear Test Connection... Cancel
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1. Connection®Host Name (IP77RL X, /RX %) . User Name (O1—H4&)
Password (/\XDJ—R) RREIC, #wHmLEWE— Mr—)\DIEHRZADUET,

2. AN, Test Connectionz2'Jw /L. SSHIEHRT A DI CF T v I LVNOK=Z T
TUET ., 2HET X MR [FAMNEBICHETUELUR] ERRSNZESFEITEHSE
9, RSN > IEEEE. Connectlond))kjjqu SZ=BEERBEUET.

@ Remote Server Profiles - O *
Profile Name |pbs_test ~| | Mew. Rename... || Duplicate.. | Delete..,
Server Template Scripts
Connection
Host Name [ 03000 3000 | Port Timeout [sec] . _
User Mame [user name | Password [ee | \show O =&7an H x
SSHPrivateKey | | |- UE-H - LTTASZIRBEEAA LE
[Irort Forward
22 22 Qe s
Show Console () ssHiEf g Artia—3
Queue
Queue PBS v
‘] Yad A1 S OB

Prefix for Queueing Commands | |

0K

Remote Directory |J\.m %e\WM_LISER_ID % [EWM_PROI%:/ WM _PROJ_WORKDIR %%/
(For project mode)
Remote Directory |.i~.m %WWM_USER _ID %e/%e\WM_SOLVER %a/%WM_PREFIX %/ |
(For file mode)

Clear | Test Connection... L\L) | 0K | Cancel
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1. QueuedDQueue (3TRATZ1—SDFEFE) . Options (T =w hIOY> RDEIE) &
ElC, #BERULEVWE— MY — /\@Iaﬁ&’&)\bbi@“o 2B, [%WM_NUM_PROC%] 72 &
DITA V7 RZFIATDEMINERE(CRHT IHREZBIBIETETERT., GEFHHFIZIEDS)

2. A%, Test Connectionz=Z7 w2 L. SSHIE®RES AT AT S1—S(CFTVvIHRAN
F9, DATRAIT1—-SORKEBAFERREIC(E. SaTHhERICHT =V FSLIEH T
TIBFETOBEHREEZ AN ULOKZIUYIOULET, UESLL<FTR MR [ ROV
EBICHTUEURE, | EXRRSNESEKIGEHFFTT ., XRSNEH OGS (a* Queue®

ATANEZBEREULET,
@ Remote Server Profiles - ] =
Profle Name | pbs_test | New... Rename... || Duplicate.. Delete. .. @ BETAH - O X
o UE= /S ETFA N BEE A TR
Host Name ‘ | Port |22 ‘ Timeout [sec]

KKK, 10K or
User Name [user name | Password [es | |show OSSHEﬁma}
SSSSSSSSS | b= @ssHigfEeIazI-3
[ rort Forward
2 222
Console
. FaTAIT1-SORAGEIEE [0 )
Queue PBS ~ AN
> Options nodes=1:ppn=%WM_NUM_PROC%: ~] | 0K b I<
refix for Queueing Commands
&WM_USER_ID% PROI%/%WM_PRO]_WORKDIR %,
M _USER _ID %/ % X%

Clear | Test Connection... L\L I 0K I Cancel
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1. Remote Server Profiles > ROGTDOKEIIUWIULET,
SIATDEFET > ROTITATPAIVCEFEERLUZTOT7MILNBIREN TR &

%ﬁ&ﬁlu\ LE9I,

@ Remote Server Profiles —
Profile Name |pbs_test ~ New... Rename... Duplicate. .

Server  Template Scripts

Delete...

Connection
Host Name |xxx.xxx.xxx.xxx | Port Timeout [sec]
User Name |User name| | Password |00 | Show
SSH Private Key | [ |-
[ rort Forward
22 2222
Show Console
Queue
Queue PBS e
Options [ nodes~ 1:ppn =%t _NUM_PROC) v

Prefix for Queueing Commands |

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

| JYEWM_PRO 1%/ % WM_PROI_WORKDIR %/

Remote Directory |v\rn WM _USER _ID %%/ %\WM_SOLVER %6/ %WM_PREFTY %/

{For file mode)

Cancel

@ yadozE - 0 %
O PvuLTIaTERET
@ UE- LT U 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 Contral...

55H: User name @, XX X000 XXX
Command: gsub -o remotejob_stdout. et -8 remotejob_stderr. bt M
4 nodes=1:ppn=1 (script).pbs

i e

LI 271 LTRSS a R =T LA

ILFIE]
# of MPI Procs ]
PEREH LA |work |

CEEEN R
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1. 9 ClccnmhsESUE—-MN—/\BDF>TL—cROUT SO H315551357>TL—MR
DUTNTEZENZBIRUP. 12[CEHFE T, TS TRVNEEE. TOTL—RRIUT MD
Newz2Uw /L. Script namellEHQREGRIZ AN ULOKZOUY DO UERT, BB, 7>
TJL—bhRXOUT hOHE(FIP. 8DQueueDFFFA(CIG U CTEE I IMNEND Dz, QueueZ
ZEUEBESEZEEFI(ERAUET T L—MROUT heERTEEB A

2. TFERABMIFTA4HAITT>TL—RROUT SHHEWES,. [# Insert commands herel
& [# Do not modify the followingsl] @FE?(C‘J)WWDE@J(CLZ\E@ZI?) NS EE Y,
REFEUEI., 9 TICVILNCPATHAE D TULBAIGEIIFISEBIMAEBRCENHDDFET,

@ fﬁH;‘UJE:EE - O hd ) lammps. 1.txt - ATE - m] x
TrUF) EEE FR0) 'RV ALTH)
O oz TIaIEET #1/bin/bash ~

#i_SCRIPT_HEADER
if [ | -z 3PBS_0_WORKDIR 1; then

® ) E— e T RET ed $PBS_O_WORKDIR
|
if [ | -z $PBS_NODEFILE 1; then
SLTAL pos_test ¥ | | Config... , unia 995 NOLEFILE > hastf iTe
|
gamess i VERSION 11.2.1
- t LANG=C
T =FAOUF | (Default) v Mew. .. ﬁﬁ’gr
P
AFua |-|n-:-des=1:|:-pn=%\“a'M_NLIM_PROC% \! V SM_SCRIPT_BODY
Test Connection. .. &7 contral... giho PRI KOOI
echo ik Start LAMMPS ok ek
D = = o o e e e 2 S S e S e e e e T S
set -w
Seh +y .
echo T HRKERORE R RO R Ok
Add TE'IT‘lp|EtE' x echo Txkk Set user-defired variables Hokk”

echo “HEkkomnooEoooRENTRREED RO O soor

¥ Insert compands here .
WP T_COMMAND="mp i run --hostfile $PBS_NODEFILE -n 2AM_MUM_PROC
BIN_L AMMPS= [ mp_mp |
OPT_LAWMMPS_CONV RESTART=-restart # for LAMMPS before 240(:{2018
gggT Iiéfiﬂlﬁ\gﬂPS DONV_RESTART=-restart2data # for LAMMPS after

ct

Script name: gamess., m

# Do ot modify the followings

-Abi I ity CO y Ltd L] echo **)K**XX*XXXX)kXXXXXXXXX*X)k**X**X**X*XX*XXXXXX*XX** 1 0
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1. Test ConnectionzZ7Uw /2. SSHiEHRES AT A S1—-5Le0 e (ERLIZVILN
2) (CFITVIORAMNET, ST RTS1—SORXSFERBIIC(E. a3 THhERICHD
=vw hESNALIBHTE T@“%itd)@éfﬁ%ﬁl%‘:)\bLJOK%‘:O'J\JOLJE? LIES<FX ~

AN [RABMPRERCKRTUIRULZ] ERRSNIZSKICEHFT T, RSN D25
ald. P100) SERNSZBERELET,

@ vsdoszE - O b
O 2T TH T EH=T
@UE-FRVLTUIERST @ =57k — O W
T = ] | oy UE= b =) L TFA NI BRE ERAT S
gamess
(O ssHIEFRDH
T —FAUTE | (Default) ~ Mew... Edit...
ECIEW, H nodes=1:ppn=%WM_NLIM_PRyi; v () ssHiBiRE g Al Tia—3
Test Connection... @ SSHEﬁtiﬁaﬁlb’iﬁr—ﬁtGmmacﬂ
N YIIASTV1-SOEAEEEME [0 |
gL S5H: User name @, K XL XHK
Command: gsub -0 remotejob_stdout. bt -8 remotejob_stderr. tut N
gSakamaki 4 nodes=1:ppn=1 (script).pbs oK [ k_{_*?}.t”l)
L2 L RFiE S T BT LA

Af FIfEh

# of MPI Procs (]
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1. UE—bY—)DOF 1 —DIRER EDHERNIAERIZE(EP. 12(0EHF T, EELLEVWES
(XControlz2o w2 ULEXT,

2. Control Remote Job/Server~ -« > RORERDMNS > THEIMRIEZETULTLIZEL),
3. E17#. ClosezZUw oL TLIZELY,

@ v3TnsE — O e @ Control Remote Job/Server (Local User ID: ) — O =
File Profile Connection Job Queue Options
o IglRE P
R T T
—kFLTUS iT
“0774 I i s - Confia = @172.27.31.114 Queue:PBS ‘

gamess

FuA— 2O FE | (Default) ~ New... Edit... | | M |
4
EpIEW] |4 nades=1:ppn=2%WM_NUM_PROC% /1 v astat 2 qdel gstat-s gstat | gstat - phsnodes a | Direct Contral... +
; =] > creat e bomelobo cocipt,,
UE TR we Contral... amess, t| List Submitted Jobspwly created at N

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

. > 1(3/4) Sending data...
TR S5H: User name @xx. 0 XXX, X0 P
Command: gsub -0 remotejob_stdout. txt -8 remotejob_stderr. tut M > (4/4) Recieving data. ..
| nodes=1:;ppn=1 {script).pbs

Connect ion test succeeded.
Successful ly finished

; gstat -a
L2 L RFiE D BRI T LA
AL TS
% of MPI Procs ]
< >
VEE7+IL 48 |work |
Clear Log Close

2 = N
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VI.©3J DET

1. ERBBHER LN SN EEEE URITeI v oL ToadzminLEd,

2. YEETAILFDREEIL. EBEICESTEMNEITURESIE
NEW—SEND—PEND—RUN—END(Rem) ([EE&TUENIT7AILHUE— NIHB)
—RECV—END (EEZRTUEEH T 7L O—D)UICEREEH) BB TEZILUET,

3. VILNCELD _C(a*HE'—?‘a“(t_ENDd)ﬁDD(L_END(-) (EEgTLOJVE ST 71)LDHFO—1
JVICEREBH) EIDFET, TDHE. BHECILUTFZIS3>Hh5SReceive All Remote
Output Filesz2o v O ULETOHEAN T 7AILZZ2O—HIUICERXULE T,

4, =D, O—NDIL23T EARICHERROEHRIE, #TEiT\ET,

Fo07eA 0 pbs_test ~ Config...

- P23 (work3_LMP_MIN)
T =R Default) ~ Mew... Edit...
AFan |-|nodes=1:ppn=‘}‘n\“a’M_NUM_PROC% v d CﬂﬂrdlﬂEtE {Inlhal}l
Test Connection. .. ﬁ?Control... l: ! Cnﬂrd"]ate {F|r‘|a|}
L
(n]
1B SSH: User name@or.x ey Lo
dq b-ore te_]b td ut. bet -2 remotejob_stderr. txt M
gS k nodes =1:ppn=1 (script).pbs Lﬂ-g {E}I:tracted}
774 L OiRTFEE Y R E T LG
Energy plot
AT
= of WP Procs | =1 Show in Explorer A

N

PRI work ] Receive All Remote Qutput Files. .. t é
Ftl
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SIATRITRIS—HREEUEESDL

VEZED A )L DIREEN'ABORT (EERT) DiFE. ROFIETIS—REEFEHELEI,

« JOSIOBMRRIVIZ TUROEEIAISGICIYIZAN—VILZER, ITS5—Avt—>%
WELUEI,

o WROIEETAILSFEHIUwWZL. Show Command for Job Submission&Show
Result of Job Submission T3 J%2HJ=w cUleEEDIRRZEERULUET,

o WROEEITAINASFZIIUWVIL. PPS3>Tlog (Extracted)E7z(dLogzoUw o LO
D7 AILDARBZHERLUET,

« WROEXEITAILSFZHI w2 L. Open Remote stdoutE/z(Istderrn5JE— b —
JINCEITESNEBEROEER D - TS 2R UFT,

o WROEEITAILSFEHI )WL, Control Remote Job/Serverz/Z7'Jw /L. lIs. tail.
Get & Open..."2ETH—) WD%%\\’?_‘U‘—J_ U:ODQT’I’) LODIRREZ R L E T,

¥ Jodizdk Ve 1 Open Coordinate (Initia)
. Run...
{EE 7214 (propylene] Options ¥ - @ Run
Show Keyword Setup 2ha 9>
- work2_GMS_TDDFT)
=1 s - Show Job Setting / 'f]_)'ﬂ_;' { - -
. - E_A
L work2 _GMS_TODFT END I:D_i ﬁ? Control Remote Job/Server... d Coordinate {Ir”‘han
@ L Horkﬁ_GHS_O PT-IR %ABG RT Show Command for Job Submission . . .
b work?_GMS_T ... ;HH_PT_ > _m_ Show Result of Job Submission 'd Coordinate (Final), Charge & Dipole
work3_LMP_MIN [FERINVFICEZTRT] Receive All Remote Output Files e /
_Lme_ = ) mas el s |
L worksd _LMP_NVT ﬁgl;' :BDE;(RE_—FGMS—GPT IR Open Remote stdout . o9 - -
L workS _LMP_NPT ?‘D‘h;_"/“.- be test Open Remote stderr | ng {EItI'EL—tEd}I h \
£ -+ ! P P == Delete Remote Working Folder... Ly 4
#1774 A5FT: Remote 4 MO & Charges N
=yt a4 Exec3 Delete.. =
P03l (work6_GMS_OPT-R) =" Empty log file & Show in Explorer
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