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<1. Winmostar ZFALVT data 77 MILDHEERTHEE >

@ Winmostar V11.12.1 AV Xb—ILLET , 1V R—ILFIEI
https://winmostar.com/jp/installation/

[THWET, FIE 7 LIBROEREIIFETY,

Winmostar ##2ELE T,

TN | FRIOSIMED vl TSI EEANL OKEY )V ILET,
PFP TEHRELIE-WIHABEZERLEY . RFEEDERAGEDHIE

LAMMPS £ Fa1—k)7 )L
https://winmostar.com/jp/tutorials/index.html #LAMMPS
HMEA—Y<=a7I
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THRTEET ., VEFTHUTUVT—ETHELEWSEXI7AL | 1oR— |
Samples Z7AJL | Sicif #01)vHoLZET,

® W—JL | BEHE | 55 | MD | LAMMPS O pair_style, Potential file ® A W& FFAIIZF
& AN OKED)vILET,

® 7ML | THAR—F | LAMMPS data File (for metal)Z#4')vo L., HALT=L\ data 774
IWDAREAALREEZD)VILET , Mok Matlantis DH—/\[ZEREL CTEHEEETT
LET.
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[CHEWFET, FIE 7 LIBEOERIIFETT,

Winmostar Z#2EILFE 7,

I | FRIOSOrES )L, TASONEEASTL OKED YV ILET
PFP TEHRELEWISARBEZERLEY . R FBEDERAEDHIE

LAMMPS £ Fa1—k)7 )L
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Samples Z7AJL | Sicif #01)vHoLZET,

w—)L | BIEHRE | & | MD | LAMMPS O pair style, Potential file D A AZEEFRIIZF T

YDEAN OKEV )V ILET,

MD | LAMMPS | 7—4920—8&%E%5vILET,

[BRIZHELEITMN ? IERTENHODWVAEI)YILET,

NFGA—RTPAIWEERIZFTVvIEAN OKED)vILET,

RBMREHEICTF VI AN (BRMETETHHEELIE5%EIRN) | Pair style [

lpfp api. v (PFP M/A—23Y)  (AtEE—F) 1T _IIFAR—X IR Tpfp api

_v5.0.0_,CRYSTAL PLUS D3]). Potential file [C[species]&EAFAALET , PFP HiH

NI BERFERMEIMBFLI-LMEE X, Atom style ZlatomiclMBblcharge JICERLE

. ZELTOKZEY)YILET . [NBMNERESNELIIERTESNT=5 OKZEY )y ILE
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LAMMPS Workflow Setup V4RI TR HMNEFRHZRELE T At EEXHDOREHIL
LAMMPS &iEFa1—kJ7IL
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.htmlf#md-lammps-workflow
THRTEEY,

@ LAMMPS Workflow Setup 7> R TOREA KD 215 OKEV )V ILET . T7MILD
BRERDCITERTLEVCFvIEZ ANREEY)VILET , [Potential file (species)
was not found-*- JERREINTF=BIXWVEVVILET, (ERDaTDHEFTIaTORERES
RIRSNDDT, TNOLITANTITHLIEWEI IV ILET ) I7MILERFLELIZIER
RENT=5 OKEVYILET

@ AR EROTACIIIRTIT DERITANT TREETHIVIERY)VY
L. Show in Explorer #2')v L& T, RIRENT=T7MIL D% Imp.data, lmp.in H
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LAMMPS Dt EIZHELRANT7AILTT , TNH%E Matlantis DH—/\IZEE L TEtE %
ETLET.

<3. Winmostar MBS ERE Matlantis H—/\ZEHKELTOITEEITTHEHE>

@ Matlantis SSH #&#t BREHEDR—Y
https://matlantis.zendesk.com/hc/ja/articles/40524152374169-

SSH%E6%8E$A5%E7%B6%9A-3E8%A8%ADSES$AES9ASE6%963BISE6%B3%95
DFIEIZHL, Z—3F LY T (I ZIE PowerShell) T Matlantis 4—/ 2%t 9% SSH I#
BEEELET, FL T, C: ¥YUsers¥ [USERNAME] ¥. ssh TAILARHD config 7ML
[z

LocalForward 10335 localhost:2222

LEBRELFET,

" *contig - ATE — O
IrlR E\EE SHO BFV ALTH)
#f S3H configuration for correcting direct |v to Matlantis
Host matlantis
ProxyCommand C: ¥Users¥[USERNAME I¥MyScr ipt s¥ssh_mat lant is.bat
User jovvan .
IdertityFile C:¥Users¥[USERNAMETY . sahy (FHe8gle 7 7 L&)
LocalForward 10335 localhost 12222

It Mote: For Windows, use an absolute path |ike C:¥lUserc¥[UUSER NAMEDY. schy|(Fisssda 7 7 1 )LB)

@ H—3FILYIFT

$ ssh matlantis

EA AL Matlantis H—/\IZHEHREN TLVHIKEE T, 42— FILZEBMTEEL .

$ ssh -p 10335 jovyan@localhost

ERTL., MERARFICREL/AXT—FEA N, Matlantis H—/\~NEGRATESS

EEHERLET,
@ <2. Winmostar ZALVT LAMMPS AT EEI 7/ ILE—IBERTHEBE> DO HAD
FTERFTLFY,
LAMMPS Workflow Setup 74 F I THEREMNEH o120 OKEVvILET,
DadDREI4VFITYE—IIOVTOITERTITFIVIEAN., TAT7ALD
Config.. RAVED v ILET . OLIBEDFIEEZERITTH_ETPFP EZRATEEIAUE
—;oadDXYFELWEREAZFEMYEWMESE, YE— 3770V VME—RAITFa
—kJ)7IL
https://winmostar.com/jp/tutorials/RemoteJob tutorial 1%28Proje

@ ®

ctMode%29.pdf
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https://winmostar.com/jp/manual jp/html/operation/calc import.h

tml#calc-import-proj
THHERTHIENTEET,

® Host Name [Zl1ocalhost]. Port [Z[10335], User Name [Zjovyan]. Password [Z(D
TR A RBFITERE LT=/ SR T —F, SSH Private Key [COTIER L= ZE R T 7LD
A EFNFNRAALET , FDi& Test Connection ')y L. SSH BEHFEDAH(ZF v
DELN OKZEV) L BRI T A EBIZER TLELIZIERTEINLDEFERLE
T TAMERBRTLIZGSIEREEZRELET,

@ Remote Server Profiles — Od s
Profile Name | mat ~ New... Rename... Duplicate.. Delete...

Server  Template Scripts

Connection
Host Mame |Iocalhost | Port Timeout [sec]
User Mame |jovyan | Password |ouuuo | Show

S5H Private Key |C:¥Users¥Puinc¥ssh_c0nﬁg¥.ssh¥mykey.pem |

[Jrort Forward
22 2222
Show Console
Queue
Queus Run i
COptions | e |
Prefix for Queusing Commands | |
Remote Directory |wm_%\"a'M_USER_ID Yo | JoEWM_PROI%G/%WM_PROI_WORKDIR. %o/

(For project mode)

Remoate Directory |wrn_%\"fM_LISER_ID%J’%U'J'M_SOLUER%,’%WM_PREFIX%J’ |
(For file mode)

Clear Test Connection... Cancel

@ Queue IZTRun1Z:ERLET . TD7% Test Connection %4')yL . SSH #EHiEDaT Ry
Da—3ITF v IELN OKEV )y Il BRI TR ERE ISR TLELIzIER RSN
PDEHERLET . TAMEERTLEGEEREZRELEFY,

Remote Server Profiles V4R AETD OKE0)vILET,
CATDBREVAVRITTOIU—RRI)TED New.. REUED ) ILET,

['Script name: lammps.|ER RSN =5 matlantis]EAALFET, RIZ,. TFAI T2
THRMNTz lammps.matlantis.txt MI# Insert commands herel&l# Do
not modify the followings]DEIZERD&IIZEZHZ (Python3.9 TEILRLTZE
a). LEEREFLFET,

# Insert commands here

® ©®

export PATH=/home/jovyan/.py39/bin:$PATH
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export LD LIBRARY PATH=/usr/local/pyenv/versions/3.9.16/1ib:$LD LIBRARY PATH
MPT_COMMAND=""

BIN LAMMPS=lmp serial

# Do not modify the followings

74$. export LD LIBRARY PATH=..MDEXFE(FEJLREFD Python M/ N\—23>(2&Y
EHYES, LELRET LAMMPS AEEICEMELAWMGES [ 83— LY IMEEEIL T
Matlantis H—/\IZAS A2 LET, LT,
$ 1dd $(which lmp serial)

EZEFTL not found E725 T4 TN EFKR LG,

$ find /usr -name (notfound &E#E2T=S5A4TSMDAR]) 2>/dev/null
EEXETLTEDTFAITIIDNRERELET . FATFVDEMM TS TALIN)ZE LR
M &SIZ LD LIBRARY PATH [TEBMLFET,

BlZIE. 1ibpython3.9.s0.1 A not found EZEY . $ find /usr -name
"libpython3.9.s50.1.0" 2>/dev/null T
/usr/local/pyenv/versions/3.9.16/1ib/libpython3.9.s0.1.0 &
FTIRSNT=B export
LD LIBRARY PATH=/usr/local/pyenv/versions/3.9.16/1ib:$LD L
IBRARY PATH ELFETF,

@ Winmostar IZRY . 3T DIRE D1 E) D# of MPI Procs M1 1IZEEL. BIT%0vY
LES [TUTL—rROYTH - jERRENTFHIELED) 9 ILET , [Potential file
(species) was not found--* I|ERTRENT=IFWNVEY)vILET, GEFTaTNBEED 3T
DEBARTENED T, ENLTRTITHLIELEI)vILET )

® BEO LAMMPS ZRAWEEERBRICHRBINEEDET BT FIRDHIE LAMMPS
BEF1—NITILICTHERTEEY,
https://winmostar.com/jp/tutorials/index.html #LAMMPS

UL

}“ X-Ability BRALHI/OXFEYUT s https://x-ability.co,jp/

HYORFEUT 1


https://winmostar.com/jp/tutorials/index.html#LAMMPS

