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S - WEREDENK EE X

I TITAISHDITETLREE - WERD 7 1)L ERBEHDZEEP. SICEATLIZS,
CDR—ZT(ICygwinzfE> THZEEK T D752 RUEX I MMUDTTETHERBVEE A,

1.
2.

3.

4.

WinmostarziZ# LW —Jb | CygwinWM=z2o Uw /2 LET,

HUWCZERBWD > RO LET [ssh-keygen -m pem -f /tmp/id rsa hpcsys] EAAUL
EnterF—%=#ULFET ., (WinmostardSSHHLEE(ZPEMAZTNDFH 3T i)

[Enter passphrase (empty for no passphrase):] EFRRSNES5XFU EDEED/ (R
JL—X (AEZED) ZAHNUTEnter+—Z#HULET,

[Enter same passphrase again:| EFXRRSNES4TAD U/ R TL—-XZASDLT
Enter9=—Z# L. [Your identification has been saved in /tmp/id_rsa_hpcsys] &F~
SNBDCEZERUET,

CygwinWMDA > A =)L ALY (T A)LKTIEC: ¥ecygwin wm) DTFDtmpJ A4 )L
DFICHDid rsa hpesys (WEHE) &id rsa hpcsys.pub (2\BE8E) 2D T 7 A )L
wECHERERIBRICOE—UET,

7 WlanStar Copyrlght 2008-2023 X- Ab|||ty Co., Ltd.
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I. ESE - WERERDER &S

o PNREHPCE AT AX(CEFBEHDIBEEP. 6(SEA TS0,

CNHBEERTDEEF. 2 (P. 407G ETEMUCIHEE(Eid rsa hpesys.pub) &
HPCS RFAXITED, BEINDIFTHEEI,
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II.2' 07 71 )LDiEIR

1. VIV DF 11— U TILOEBHRICHUV. STEUZVLWDF - EFESZERL. FERUZL
VIUIND @ D—02J0—8E%x20"Uw 2 UWorkflow Setup— > RO TEHERMFEET
Uiz, OKZZOUw 2O UTaID/ET > RIITEHET,

2. UE—MYS DT ERTICFITVIZANTET,

3. TS5 TRWNSSIETOIT7AIVDConfigae o' JwvIUET,

@ JsTnFE - o x
O ZORuTHa EHT
®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...
BiEEER 55H: User name @xxx. X%, XXX, XXX

Command: gsub -0 remotejob_stdout. txt - remotejob_stderr. txt N
gSakamaki 4 nodes=1:ppn=1 (script).pbs

O 27 L RTE £ R R T Ll

I BIER
#of MPIPrOs [1 | 1
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I11.7°'02 7 1 )LOFRFRVERK

1. Profile NameT [pbs_example] Z&ERLTLEELN,

2. Duplicatez/7'J)w 2~ UNew Profile Name(C [hpcsys (VIL/\$a)]  (BIX(EGAMESSD
HBa(E Thpesys gamess] ) EANDULOKZOUWOLTLIZELN,

r @ Remote Server Profiles — >

>Proﬁ|e Mame |pbs_example w Mew. .. Rename... Duplicate..

Server  Template Scripts

Connection
Host Name | Part Timeout [zec]

|
User Name | | Password | | Show
|

55H Private Key

DPortForward Remote Host
Remote Port 22 Local Port | 2222
Profile Mame ot
Show Console /
Mew Profile Mame |hpcsys_gamess (
Quese pesys_gamess|
Queue PBS -
e
Options |—I nodes=1:ppn=%WM_NUM_PARALLEL % - walltime=23:50:00 R | k
Prefix for Queueing Commands |
Remote Directory |wm_“}‘u'|"a'M_USER_ID% | [%eVWM_PROI%:/%\WM_PROI_WORKDIR %/

(For project mode)

Remote Directory |wm_%v-fM_USER_ID%f%v-fM_SOLvER%MWM_PREFIX%,' |
(For file mode)

Clear Test Connection... Cancel
m winmostar Copyright 2008-2023 X-Ability Co., Ltd.



I11.7°'07 7 1 JLDFRFRAE %

1. Connection®Host Name (IP7RL- X, '/RX &) .

Port (3Efo/R—

NMES) .

User

Name (OI—H4%) . Password (JV\XTJ— RTIFR<IZHED/\XTL —X) (C. HPCZ X

FLXMSBHIDS D IZIERZANIUET,

2. SSH Private KeyD:-/KF>Z2 0 Uw oL, WEHZERLUET,
HeaEpk UTcima(Eid rsa hpesys) WMERHNPEMENUSNDGE

3. AB#&. Test ConnectionzoUwv oL, EHRTAMDH =TIV IULEFRT . BHEETA S
RN, [TAMIERCRTUERLULZ] ERRSNESKICEHFFT, RRSHEN DT

&l&. ConnectionDA TN ZBEREUXEY,

@ Remote Server Profiles Oa >
Profile Name | hpesys_gamess ~ Mew... Rename. .. Duplicate. . Delete...

Server | Template Scripts

Connection

Host Mame |xxx.xxx.xxx.xxx | Part 22 Timeout [sec] |60
User Name |xxxxxx | Password |xxxxxx | Show

55H Private Key |xxxxxxxx| I |

[Jrort Forward

Remote Directory |'A'm_%'n"u'M_USER_ID":-’u,."‘!-‘u'v"a'M_SOL'u'ER"}’u,."":-’u'n".n'M_PREFIX%f |
(For file mode)

Clear Test Connection, .. !:I\} | 0K | Cancel

mn winmostar Copyright 2008-2023 x-Ability Co., Ltd.

(P. 4ADFIEDIZE TWE
FCOFIETEHRUET,

EETAN *
BET AR E— R — ) i a2 — SMEET Z¢ FEITLETING
faE] AFRA D e R MR ?03 E 3
| MAET | HHET D Il
Winmostar =

Successfully connected.
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I11.7°'07 7 1 JLDFRFRAE %

1. QueuedDOptions(C. gsub N> RDJ|EZ AN UERT, @B, [%WM_NUM_PROC%]
IREDT AV AZFRT D ENMHNEIRE(CRAT DREZMGIRETEET. GEHHEZIES)
OEFITEWEERIZITUIREWEE(ET I AL FDRETHERISEHFE T,

2. Test Connectionz2Uw/OU. #EHET AN CTHARITZIVUYVIULET ., mAFEIRE(C
(F. I3 TNHNERICHT v FSHLIBNIRIE T DF TOEHRIEZ AT LOKE T U w2
LEYI. UESLFR MR [FABMEBCHETUEURE. | ERRSNESEISEH
F£9, RSO D5 (zt\ QueueD ANTABTZBEREULET,

-
Queue BEFAN

Queue PBS e /] BETALSUE - —) | ETOVa IR Va — SOBET AL ERELETM ?

(3| IS TREEDBUE T,
Options |—I nodes=1:ppn=%WM_NUM_PARALLEL %% 4 walltime=23:50:00 ( ] A OB e
\\ e 2

Prefix for Queueing Commands | V |

Remote Directory |u\'m_‘!-‘u'xf'.n'M_L.ISER_ID“fu | [5RWM_PROI%0/%WM_PROI_WORKDIR %/

(For project mode)
Remote Directory |ux-m_%';“:'M_USER_ID%,."‘!-‘.:';“:'M_SDL'I.-'EF‘.%,."!-‘u'uﬁa'M_PF‘.EFI!!{%,." |

(Far file mode)

f Bl
Clear Test Connection... [‘]}l 0K | Cancel
N

mn winmostar copyright 2008-2023 x-Ability Co., Ltd.
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1. Remote Server Profiles > ROGTDOKEIIUWIULET,

2. 37 0;
=z UE I,

@ Remote Server Profiles
Profile Name | hpcsys_gamess ~ New... Rename...

Server  Template Scripts

Duplicate..

Delete...

Connection
Host Name |xxx.xxx.xxx.xxx | Port
User Mame |xxxxxx | Password | MM

Timeout [sec]

| Show

55H Private Key |xxxxxxxx

[Irort Forward
22 2222
Show Console
Queue
Queue FES b
Options |—| nodes = 1:ppn="%\WM_NUM_PARALLEL %  walltime =23:50:00 ~ |

Prefix for Queueing Commands

Remote Directory |wm YeWM_USER_ID%
(For project mode)

| [oWM_PROI %/ %W M_PROI_WORKDIR %af

Remote Directory |U\m %eWM_USER._ID %/ %e\M_SOLVER %/ %WM_PREFIX %/

{For file mode)

Clear Test

> oc |

Cancel

REDT« > ROTIAOIT7ZAICEKEEERLIETOT 7 AILNEIREN TS L

@ v=7nEE - O X
O LRy T I EHET
@UE— LTI RET /I
Fo07eA |hpcsysgarness < nfig...
gamess N_
ToA =AM T | (Default) w Mew... Edit...
AHaz, |4 nodes=1:ppn="WM_MNUM_PARALLEL % 1 wallime=23:50:00 "
Test Connection. .. ﬁ?: Contral...
=R S5H: 200000 @0 M0 X000

Command: gsub -o remotejob_stdout. tt -8 remotejob_stderr, fact
a 1 nodes=1:ppn=1 4 walltime =23:50:00 (script).pbs]

L 7r LDiRTF & T T BT T AL

picedlEsy
£ of MPI Procs 1
FEEET L4 |work |

)l
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IV.7>JL—BbMROVUT MDEIR

1. 2L —BMROVVUT MDONewz= 2w 2L, Script namelC [hpcsys] EATTUOKED
w2 UET,

@ JadosE - O *
O Oy T RET
® UVE- UL TUadEET

07w hpceys_gamess ~ || Config...

gamess

TR - AR (Default) e

A3 |4 nodes=1:ppn=%WM_NUM_PARALLEL % 4 walltime=23: 50%

Add Template .

Script name: gamess. |hpeayg|
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IV.7>JL—BbMROVUT MDiEIR

1. TFARIFTAATT>TL—RROUT OBV EZS,. [# Insert commands herel
& [# Do not modify the followingsl] DEICVIL \DESICHEBIRFETE - AN K%
BEURFULET, HE - IV RICDULTIE https://www.hpc.co.jp/support/ DY =1
- A9>0—R->HPCPITUT—Sa > oHERTEET,

mj gamess.hpesys.txt - ATE
IrAlF) EEE S0 =RV ALTH)
L/bindbash —
i éBR BT HEADER 5l : /usr/local/gaussianl6b01 legacylc1 X
' 5 ipeE S R CHDIR J; then M—JLEN T\ BGaussian (g16) ZFALEWESE
1 L1 =2 9PBS NODEFILE 1; then LFDOLSICERLVLES. (TOJSLADARA —
g mia SPESNIEFILE > hostf e JUSFRIZAL T OIS ATEI-HICE > TRBDE
i VERSION 1151 TOTHERRL T ZE0, )
export LANG=C
date
pd
#4_SCRIPT_BODY # Insert commands here
D e QTR . % 0 . 30 % 0 S e
ho Tk Start GAMESS job wrk”
Eg?g_;x***mxxxx***xmxxixrok:k*mxxxxigxxmmmmmxmxxx” expo rt PATH =$ PATH: /u sr /| ocal /g aussian16b0 1_| egacy
t +
iiho Ex***x***xx***x*x*xxx***x***xx***x*x*xxx***x*x*xxx”
echo kK Set user-defined variables ok # Do not modify the followings
echo OO oy
et -
# Insert commands here A_
% E]o not modify the followinas
ecﬁo O O™
echo Tkkk Check ervironment Kkx”

VU winmostar copyright 2008-2023 X-Ability Co., Ltd.
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IV.7>JL—BbMROVUT MDiEIR

1. Test ConnectionzZZUwvw oL, #EHETANCHMARITZO VYOI UET, mRFSHRE(C
(. TIATHERICHT =V bSHUIENIRIE T DX TOEHRUEZ AN UOKZETI U WD
LEd., [TUE—FMS—/{ELTOOOODTXEEERITUEIN? | EFXREINESIEWED
UwZOUET, UESKFAMYERN. [FRAMEBCERTUELR] ERREINIESTEIC
EHET, BRSO TEHEEF. PI20ORENESZBERBELE T,

@ vsinEE - O %

O Oy LTI % =T
@ -7 TIadEET

20771 hpcsys_gamess ~| | config...
gamess
T = bANUF | gamess.hpesys. txt ~ Edit... =28 5
4
Ag |4 nodes=1:ppn="%WM_NUM_PARALLEL % /Illﬁme=23:SD:DU w
| Test Connection... [\_. UE‘F‘J‘EU:T’@GAMESSEFRf‘ﬁ?’;Lﬁiﬂ‘?Cﬁjflh
BEREN S IR SN BYET.
Ei= g ER S5H: 1000000 @000 1000 XX XXX 5
Command: asub -o remotejob_stdout. txt -2 remotejob_stderr, tit -N H Faoutll
g todes=1:ppn=1 - walltime=23:50:00 (script).pbs 2

O 77 NOIRTFT &2 ERIT LA
AF 51

# of MP1 Procs 1

PEETH AR |work |

2 = FoArl

mn winmostar copyright 2008-2023 x-Ability Co., Ltd.




V. UE— B —)\DIRREHEER

1. UE—bY—)\DOF 1 —DIRER EDHERINAERIZE(EP. 15(EHFEF T, ERELIEVWES
(XControlz2o w2 ULEXT,

2. Control Remote Job/Server~ -« > RORERDMNS > THEIMRIEZETULTLIZEL),

3. E17#. ClosezZUw oL TLIZELY,

LaJmEE - O x
e = @ Contral Remote Job/Server (Lacal User 1D ) — ] X
() CMR L THg IR =T File Profile  Connection Job Queue Options
@ UF— 7T RET hpcsys_gamess Manage... ¥
20771 hpcsys_gamess ~| | config... ¥ XNXKXEEINK, XXK, K00 KKK Queue:PES ‘
gamess
T = bANUF | gamess.hpesys. txt v Edit... | | - |
4
BN 4 nodes=1: =CEWM_NUM_PARALLEL % 4 walltime=23:50;
A3 | nodes=Lippn =i _ ot ° % wattime yl v| gstat-a  qdel gstat-s  gstat | qsbt—% pbenodes 3 | Direct Contral... «
| Test Connection... |, | Ig‘?t:ontrol... Foreating a template script... m ' q
zamess. hpcays. txt has been newly created Show Usage of Each Queues
B
Ei= g ER S5H: 1000000 @000 1000 XX XXX
Command: asub -o remotejob_stdout. txt -2 remotejob_stderr. tut M
g todes=1:ppn=1 - walltime=23:50:00 (script).pbs
O 774 NDIRTEE D T ERIT LA
AR FIE
# of MPI Procs 1
PEETH AR |work |
Clear Log Close
8 = Azl
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VI.©3J DET

1. ERBBHER LN SN EEEE URITeI v oL ToadzmMinLEd.

2. YEETAILFDREEIL. EEICETEMNEIT LRSS
NEW—SEND—PEND—RUN—END(Rem) (EE#&TUHHT7AILAUE— MHD)
—RECV—END (EE®RTUEEH T 7)LAO—-UICEREEH) BB TEZILUET,

3. ‘J)I//((CA:D_C(JHE—%(CENDODFCDD(CEND(-) (EEgTLOJE—E T 7 ILDOHFO—1
JVICEREBH) EIDFET, TDHE. BHECIU TP 3>Hh5Receive All Remote
Output Filesz2o U Uwv O UETCOEN T 7 I)L7ZZ20O—HILICERXULE T,

4, =D, O—NDIL23T EARICHRERROBHRIE. #TEiT0ET.

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

mn winmostar copyright2008-2023 x-Ability Co., Ltd.




SIATRITRIS—HREEUEESDL

EZE T A LI DIREENABORT (EEHT) Dina. ROFIECIS—HREBAZEELEF T,
- JOSITVBPREIVFP THROEEIT AN CRIAN—VILZER. TZ—Avt—>%

MR L XTI,

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

DI7AIDOABZHERLUET .

« WROEXEITAILSFZHI w2 L. Open Remote stdoutE/z(Istderrn5JE— b —

INCHRITSNIZBRORER S - TS —Z2HERUERT,

o WROEEITAILSEHIwW L. Control Remote Job/Serverz/7Uw /2. Is. tail.

Get & Open...J3 ETH—/) \DREDPY — /LD T 7 1 )LOIREZ B L FE T

b :? D'?.J'" I‘f] }" m d Open Coordinate (Initial)
{EE 4% (propylene) Options ¥ @ Run.
E Show Keyword Setup
=101 s ~ Show Job Setting
L wor k2_GMS_TDDFT END :D: ﬁ? Control Remote Job/Server...
L0 _ Horkﬁ_GHS_OPT—IR ABORT Show Command for Job Submission
L worky_GMS_T ... %AHHPT m Show Result of Job Submission
work3_LMP_MIN [QE%EIUT[:%E—‘:] Receive All Remote Output Files...
L worksd _LMP_NVT % EI;: worké GMS_OPT-IR Open Remote stdout
L workS_LMP_NPT A%: ABORT Open Remote stderr
y B ?‘Dj?/“}: pl::-_s_test Delete Remote Working Fold
€ N T774 )45FT: Remote g reier
T3 E Exec3 Delete...

P03l (work6_GMS_OPT-R) =" Empty log file & Show in Explorer

mn winmostar copyright 20082023 x-ability Co., Ltd.
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s} Log | /I

| Log (Extracted) |-, \

L_,‘J' -
E MO & Charges l

16



miZ(C

o BHBEDFFEZIANTCEWVWAFI—UXY a1 VISR UTIZEU),

Dozs » Winmastar ™ 2—H2= 2 7)1

Winmostar M 143 =31 F7JL

ABI(E, Winmesta TV DEMEEDBIE RFEETETNTUTT, FE0RMMET &
T - PBAFARTT.

winmestar(TMPTEAISO TR DA K -2 F 28l T,

TR JJHZ BS, FIRED [ M?J VBS(E BEEFINTLS L<B3EH - T
Iza—Fr 2l BB

o BEFz—UTI
E&.Hh (TEE o

- 3 EEGEHE - BFRE
-4 5&’]&5‘#0%“

- 10 B
- S<BBEY - FSTNSa TN

1—Y<=a7)L Winmostar uﬁﬂAdDﬂg

« AREODHNBDEBZHFLEINDAIE. WinmostariB AEES. WinmostarEREES.
FlMEAREEsOTHE Z R <ZEE0.  (GFHl(ZP.2)

. ABOWSED [CREMEFRSEE. FTLHIEMESRUTI RS,

« KK HIEMMTHERUBRWSGE(E, BROEBE - BEDIZH. BSEEEIA—AC. REED
ﬁﬁ?’j‘ﬁ&%@ﬁki&éﬂf? AL FMT U TER T2,

Ut
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