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https://winmostar.com/jp/tutorials/v10/

I. ROTESFUSYD

BEARMINMIRESE(SLAMMPSERE R F 1 — U Z)LESIR U T IZE0),

1. 70 | #RIJOS oo Uy 2o0L,. IO MAIC [pe_elong] EADUTRE
wHOUwWIUET,

2. MUIFL>DEDIRUVEAM (T5>. CHy) Z/ERULET,

3. & BHEITEAZEIODYHTZIVUYILOKZIUYIUET,

4, [EBICEEMRESNELURL] EXRRSNES0KZTIUYVIULET,

5. EBEURICIEDRDIR LB S 4ES T D287 (Head&Tail) ZfElITTOUVIUET,

Head Tail

Charges Available: User (Gtot=0.00,3rms= 0.053)
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I. ROTESFUSYD

1. MD | RUT—| #EDELHEUSHEZT YO ULOKZD -
IJ\yngasa—o Degree of Polymerization

@ Homo Polymer Builder - O =

2. Enter nameT [pe] EAHNULOKZOUWYOIULET, e —
3. [--pe.wmo saved successfully.] EFRRSNIZS50K%ZE
w93
4. MD | RUSY— | IRERUN—EINASAZIUYIUT
DEDICHEULFT,
— Degree of Polymerizationz [50] (CZ&E ooy | [ e
— Repeat Unit(C [pel &i&EiR Tactidty
5. BuildzZU w2 UEnter polymer name<T [pe50] & Ox s
ABDULOKED WD UFET O syndiotactic
6. [---pe50.wpo saved successfully.] EFRESNZS50K O Atactic 0
a7y IUET, Head|Tail Configuration
7. Closez2' w2 UHomo Polymer Buildero-r> KD @ Head to Tail O Head to Head
ZRAUFET,

Build I: Close

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



I. ROEFVU>D

1. MD | RUN— | RUR—BILENSZOUYV O ULET,

2. Polymers Availablemn5pe507z:ERLU. AddzoUw O ULET,

3. Enter ValueT [20] EABDLOKZOUYWIULFET,

3. Polymers Used(C [pe50 20] &EFRSNzDZMER L. BuildzoUw O ULET,

4, 2E0WI 4 RONMNEIRUBTREERUI—DOBEULIEBNARNIZEZ. [ Successfully

generated polymer system.| EXRRSNTES50KZIUWIULET,
5. Closez2'Jw 27 LPolymer Cell Buildero > ROZEHAUET,

@ Polymer Cell Builder - O x @0 Polymer Cell Builder - O x

Folymers Available Polymers Used Polymers Available Palymers Used

€30 Mame Mumber 230 Mame Murnber

<< Delete =< << Delete <<

Display Delete Display Delete
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I. ROEFU>YD

1. .-34>|<-3(: nE3%EIUvIL., ZO2EREHERUET,

LN @ s ey At B

B Gl o =

—BF774 ) (temp.wmm) REFH

N= 6,040 C2000H4040 M= 28,094.32
Marked Order: 1 -2 -8-0

Marked Atom: X= 221096 Y= 28.7208 2= 13.6103
Length= 1.531074 Angle= 118.7858 Dihedral= * Lper= *

&

_ﬂ' ~
-
WAL
%5

Charges Available: User (Qtot=0.00,Qrms= 0.060)
tho= 0.499933 g/cm™3

a= 45.355800 h= 45.355800 c= 45.355800
alpha= 90.00000 beta= 30.00000 gamma= 30.00000
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II. STED=RT

1. YJVIUT [LAMMPS] Z#RU. [¥ (99— J0—8%E) =20y IULFET,
2. BEITI\SA—HZEDHTD (—fi%) ZDreiding(CZEL. B TFTDOKZIJYIULFET,
3. BRUEBNRENZE [NENEESNETLE] EFRRSNTES50KETUYY I ULET,

—FUTPIAL AR AJLIT(H)

= VL |LAMMPS ME

GAMESS Ly
v REF"IEIQuantum ESPRESS0 I o

@ niEEzysT - O ®
FHSREIN S TEAERERLT R

® BETHSA—SEEINLT

{(—#%) |Dreiding [ ~ | | Exception...
UFF -

GAFF
GAFF2
OPLS-AA/L + GAFF

Durnp Mow...

O M43 A—875 &I ER RS, ReaxFr, SHEHTENHEHEIT
O A 2m o B A MBI $ 5 A — 5B
O RS-0 Y TE ST

< Back 0K Cancel
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II. STED=RT

1. LAMMPS Workflow Setup> - > RO TUTDRDICEEZEZEELE T,
1. 2nd jobd>Temperaturez [500] (CEE
2. 3rd jobdTemperature [250] (CEE

2. STERERZEZELEUTCHEZERE<ETIEVLEET1st job., 2nd job. 3rd job3I3 XTD
Precisonz [Low] (CEEULXT,

3. OKZOUY oL, SITDRET > ROTHEHENRE ULRRITZI v IULET,

@ LAMMPS Workflow Setup -

Preset | FluidfAmorphous NPT Equilibration ~ | (modified) #ofJobs: | 4+ -
Enable parameter scan Config...
1st job
Ensemble Minimize ~ 300, 1.
Simulation time [ps] # of snapshots From parent
[Free boudnary condition Predision Medium w Details...
2nd job

Ensemble MVT ~ | Temperature [K] 1.

Simulation time [ps] # of snapshots Initial velocity Random ~
[Free boudnary condition Predision Medium w Details...

3rd job

Ensemble NPT ~ | Temperature [K] Pressure [atm]
Simulation time [ps] # of snapshots

[Free boudnary condition Predision Medium w Details...

. Reset... Import... |v Export... Cancel
mﬂ winmostar copyright 2008-2023 X-Ability Co., Ltd. 11




II. STED=RT

1. workl LMP _MINh 5 work3 LMP NPTETDI3IDDEE T A LS DIRENEND ZE /= (F
END(-)(CZELTZS. BU [v (9—9270——S%%E) 20Uy IULFET,

2. M3 TIZ2RITUEIN? -] ERRSNESEBWEZEIUYVIUET,

3. work3_LMP_NPTZ:EIRULOKZIUwW O ULET,

¥ oAtk
{'FEE 74 )4 (glasstemp) Options ¥
S hRE
& workl_LMP_MIN END(-1
L work2 LMP_NVT END( - )
L work3 LMP_NPT END( - )
| Ly >
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@ JadogET0EEIALTEER - O X
VT OETOEE 4 LA EIRL TLEE 0
==0) AR FO027A 0 N7 r4 )AEFR
workl_LMP_MIN END(-) phs_example Loc{Partl&Rem
L work2_LMP_NVT ENDC-] phs_example Loc(Part)&Rem
L work3_LMP_NPT ENDC-) phs_example Loc(Partl&Rem

oK D | )
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II. STED=RT

1. Presetz [Fluid/Amorphous NPT Production] (CZEUZET,
2. UTFDLDICGEEZZEELFET,

1. 1st jobd>Temperaturez [250] (CEE

2. 1st jobdSimulation timez [100] (CEE

3. ST BREZTERLELUCGHEZELET=EZLEE(E1st jobDPrecisionz [Low] (CEEULET,
4. Details-- =z v oOUZFET,
@ LAMMPS Workflow Setup — O ¥
Preset | Fluid/Amorphous NPT Production v | (modified) #of Jobs: | 4+ :
Coninue from work3_LMP_NPT Enable parameter scan | Gonfig...
1st job
Ensemble NPT | Temperature [K] Pressure [atm]
Simulation time [ps] % of snapshots 250 Initial velocity  From parent
[ Free boudnary condition Predsion Medium w | Details... 1 |
L
Reset... Import... |¥ | Export... oK Cancel
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II. STED=RT

LAMMPS Keyword Setup™-r > R CBasic%
~JdDPressure controlz [xyl| (CEEUET,

Non-equilibrium(1) 5 J (CBB LU TDLDI(C
SREEZEUET,

1. Enable elongationzF T v

2. Eng. Strain Rate%z [1e-5] (CE&E
OKzZ=2UwZo L TLAMMPS Keyword Setup
T4 2 ROZEALUET,
LAMMPS Workflow Setup™~ - > RO TOK%=2
w2 UFERY,
TATDREDT > RO THEEREZZE UET
OV IOUERT,
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@ LAMMPS Keyword Setup

Preset b
Automatic
Basic Advanced Output
Unit/Format/Potential
Units real
Atom style full
Pair style lifcutfcoul flong

Force field/Potential fle | Dreiding

Run Control

— d x
Manual entry Options
Interaction Mon-equilibrium (1) Restraint
Temperature Coupling
w | Temperature [K] 250
) reem
v Pressure Coupling

“w | Pressure control
S

Ea P

A

Pressure [atm]

@ LAMMPS Keyword Setup

Preset i

Automatic
Basic Advanced Output
Elongation
Enable elongation
Affine transformation
Eng. strain rate [1/fs]
Max eng. strain: 1,000

[JPreserve volume

— O *
Manual entry Options
Interaction Men-equilibrium (1) Restraint
Simulated Annealing
[JEnable simulated annealing

300.0

Pressurization

[TJEnable pressurization
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II1. 75 5R A%

1. work4 LMP_NPTODEZET A )L DIREENENDZEZ(ZEND(-) (CEL LT 5.
[work4_LMP_NPT] Z#0Uwv 2oL, Z9P53>T Energy plotz2oUwv /2O ULET,

2. Energy Terms(C CPzz&v_EngStreilCFTwvoZ ANE I, £/zBlock Average(C
FI v I ANSizeZ10(CEELFXT,

3. Drawz/7o w2 L. Options | Export csv & Open Excelz2oUwv 2O ULET,
el
4. ZRZEMITITRECREZO UV IOLET,
v Josithh @ Energy Plot = O X
{EE 744 (glasstemp) Options ¥ LAMMPS Energies Eneray Terms
200 |:| Density
&t P - o
© workl1_LMP_MIN END( - ) ’ Engstai | |,
L work2_LMP_NVT END{-) -200 EE;:
L work3_LMP_NPT  END(-) oo \ Mz
L work®4_LMP_NPT END(-) ] I 1 | - Eﬁj:
E 500 Il l ! | | gpe
-800 ) ‘ i i ‘ ] ggj::rsurf
£ > 1000 | i [ E_vdwl
£ >
ng}l EI:J W—M—W -1200 [MBlock Average  Size: EI
1 Coordinate (Initial) 2 -1400
'd Coordinate (Final) 0 50000 100000 Calc Ave
Log Time (fs)
LDQ {Extracted] Show Setting Refresh ‘ Draw Close

| Energy plot |,
Lag

= Show in Explarer

| i
° v 323 (work4_LMP_NPT) m
m winmostar Copyright 2008-2023 X-Ability Co., Ltd.

Copy Image

Export csv 8 Open Excel... h

1

Export csv...
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II1. 75 5R A%

1. 35IEE, 25IB(C-1Z#F25) (Z2TEDA) Z270v hUFERT . CNEFOT H-IGHBRER
(S-SHEfR) (CHEULXT,

(CZTEHEmaoTFRIFOELTITOY FUFE L)

A B C D E F G H ) K L
175 94690 -1209.42| 0.9469| 1209.42
176/ 94890 -1147.87| 0.9489| 1147.865
177/ 95090 -893.406| 0.9509| 893.4062
178 95290 -999.587| 0.9529| 999.5867 1400
179 95490 -956.997| 0.9549| 956.9967 1200

1800

1600

<IN+

180, 95690 -528.636] 0.9569| 528.6356 1000
181 95890 -1064.54| 0.9589| 1064.544| O s00 Q
182 96090 -921.441] 0.9609| 921.4413 500
183 96290 -1197.64| 0.9629| 1197.639 200
184| 96490 -597.295| 0.9649| 597.2949 200
185 96690 -430.674] 0.9669| 430.6738 .
186/ 96890 -995.589|  0.9689| 995.5892 s 12 S

187 97090 -497.13| 0.9709] 497.1305
188 ar2an 101213 0a72al 1012133

ZZEHk: Hossain, D., Tschopp, M.A., Ward, D.K., Bouvard, J.L., Wang, P., Horstemeyer, M.F,, Polymer, 51
(2010) 6071-6083.
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1. Winmostar(C&ED. Energy Ploto - > RJ(dClosez v I ULTHUZET,

2. FEEITAINAID [workd LMP_NPT] Z2oUw 2oL, P53 >7T H Animationz2oUw
TUFET, FUEEVIENTENR, 7 A—>2 3> %1893 TUT7HAHIRUET,
3. Open ViewerzZJ w2 ULFET,

Yy BokiFEof70d ik work4_LMP_NPT A 1774 )l (mp.data) u
= =N
J0519h T A hNA= ?{D;% 520%%330401 M2= 236094.32 '
arked Order: -1-2- -
o pcslony HHEEND L, Marked Afom: X= -5.921726 Y= 13508815 2= 19.009393 -
dpd HE Length= 40.777934 Angle= 26.53435 Dihedral= * Lper= * -
sio2phondisp ALL END -
esmrism ALL END i -
[ ]
y ZFo3zdbk -
{EE 7414 (pe_elong) | OptionsV¥ | :
&t i "
workl_LMP_MIN END(-) =
L work2 LMP_NVT END(-) :
L work3_LMP_NPT END(-) | ]
1 ©  *worka_LMP_NPT  £ND -
[ ]
[ ]

< >

7H3 3% (workd_LMP_NPT)

1 coordinate (initl) E
1 coordinate (Final) FrkR @z (O z-Matrix
Log o Elem X i Z
f 6036 H  -4.2743 21.4422 19.1420 A
| Log (Extracted) | 6037 H -3.3469 19.9416 15.8984
1 D | 20 i gl
k “J. - -
s by T Force Field: Available (LAMMPS) = ¥
[j Energy;plot . Charges Available: User (Qtot=0.00,Grmis= 0.060) ®rEE [O&akrss OFm o
L% Diffusion Constant/MSD rho= 0.709223 g/icm™3 - =
e a= 40.367160 b= 40.367160 c= 40.367160 4 &5 |o0w0 TR |
E Bac DEmbolorn G Eions alpha= 90.00000 beta= 90.00000 gamma= 90.00000 EHE [-5.921728  |[19.508815 |[19.009393 |
[ Scattering Function = L 1 _
== Seattering Punctior v Cn [+ 5o LjEEETSS 1 vl v v
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1. #E&H U=Winmostar ViewerdView | Representationsz2o w9 3,
2. RepresentationsD- > RU(CCRainbowzFTv I ULFET,

3. Winmostar ViewerJ« > RIJELD w» MY ZITUVIL, RUY—NE|ISHEETIND
*’%%%ﬁ%‘:‘s LET. @ Winmostar Viewer V11.1.0 .mpjdata¥worka LMP_NPT¥impdata — O X |Representations

epresentat X
) ) Crbit/Fotate

Ele View Help @orbit OX O Oz
[ ] Periodic Boundary Condition

1 951 951 (O Mone (O Atom (@) Mol

ce (®) Loop () Found Group by
@ Winmostar Viewer V11.1.0..mpjdata¥workd LMP_NPT#imp.dat| 3 % > 8 © Malecule O Composition
EG IF | Closs 1 w| [Blue
View | Help l/
4 w | |Fed Lo
1 Representations... b 3 | [Magen -
. e w | |Li B
Perspective i e
Or 5 w| |Cwan o
e Background Color > B w| [Tellow
[J4F Molecular Representation ¥ 7 w| [White
S . ] w | |Brown
+  Show Animation Control Panel - o B R
'S _J:,\‘ ol e q wo| |Gray
Automatic Rotation T f‘".‘zf*.'i’“;, § Raibow [ ]Gaold

) $4 . [ 5teren ] Enantiomer
?";. ? i Para Crozs finag

E Shift 1

Raot 1.0

H [ Dummy [] Backbone

Crndma e Mo Dmmibiman
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