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Marked Atom: ¥= 3.054418 = -1.394073 Z=0

Length= 1.1 Angle= 109 Dihedral= -154.65316 Lper= 0.90073
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[---pp15.wpo saved successfully.] EFRRESNES50K
20U IUERT,

. Closez2'Jw/Z7UHomo Polymer Buildero-r> KD

2R UET,

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

@ Home Polymer Builder — O x
Degree of Polymerization
Repeat Unit o |
Display Delete
Tacticity
@ Isotactic
() syndiotactic
() Atactic 0
Head,Tail Configuration
(®) Head to Tail () Head to Head




I. ROEFVU>D

MD | RUN— | RUN—EILENSIZ OV I LET,

Polymers AvailablenSpp15%&RUAdd=E oY I UET,

Enter Value(C [30] EABDULOKZOUWOIULFET,

Polymers Used(C [ppl5 30] &FRESNzDZzEZRE L. BuildzoJwv oI ULFET,

2\ > ROMHIR UESHEERY Y —DOEERLIBHNRNTIZE.  [Successfully
generated polymer system.| EFRRESNES50KZI Y IOULET,

5. Closez2'Jw 27 LPolymer Cell Buildero -« > ROZEHUET,

wwhnN =

H

@ Polymer Cell Builder — O bt @ Polymer Cell Builder — O X
Polymers Available Polymers Used Polymers Available Polymers Used
Mame Number Mame Mumber

<< Delete << <« Delete <<

Display Delete Display Delete

mﬂ winmostar copyright 2008-2025 x-Ability Co., Ltd.



I. ROEFVU>YD

1. .'j»r‘/I*"j(Zé?O’e‘Z)’E/JU\y/JL/\ FODEEERUET,

—B5271 ) (temp.wmm) SREFH

N=4,110 C1350H2760 M= 18,996.93
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rho= 0.439939 g/cm™3
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alpha= 90.00000 heta= 90.00000 gamma= 30.00000
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1. SIBREZEREEUCGEIEZELKRTIERVLGS(E1Ist job. 2nd job. 3rd jobd~XTD
Precisionz [Low] (CZEE L3rd jobdSimulation timeZz [10] (CEEUZET,

— Presetz12-Step Compressiont®21-Step Compression-Decompression(Cd 35 &K
DIEEHLETENEELEF T,
2. OKZzOUw oL, 3JDEET 1> RUTHEE bT{éi T2 v I UFET,
@ Gromacs Workflow Setup O *

Preset |Fluid/Amorphous NPT Equilibration v #oflobs: | + -

[JEnable scan calculation Config...

l:lII

1st job

Ensemble Minimize ~ 300, L

Simulation time [ps] # of snapshots From parent

[ Free boudnary condition Predision Medium R Details. ..

2nd job

Ensemble MY T ~ | Temperature [K] 1.

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

3rd job

Ensemble NPT w | Temperature [K] 300. Pressure [atm]
Simulation time [ps] # of snapshots Initial velodty From parent
[JFree boudnary condition Predision Medium w Details. ..

Reset... Import... |v Export... Cancel
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& workl_LMP_MIN END(-1
L work2 LMP_NVT END( - )
L work3 LMP_NPT END( - )
| Ly >
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1. Preset’%z [Fluid/Amorphous NPT Production] (CZEEUZET,

2. # of JobsT+%=2[ETU 1w O ULZEYd, 1st JobdDEnsemble’= [NVT] (CZEE L. Simulation
time%z [10] £UZEY, @E2nd job, 3rd JobdSimulation timeZzZEUX Y,

— Simulation timex X< T3 EHEBERNICESNDI IS TINESMNTRDZET,

3. SIBREZRLEUCGHIEZELET=EZLE5E(E2nd job&3rd jobdDPrecisionz [Low] .
Simulation timeZz [10] (CEEULXT,

4. Enable scan calculatlon(L?Iu’)’a‘:)\ﬂConflg%GU wIUET,

@ Gromacs Workflow Setup

| Preset Fluid/Amorphous NPT Production + (modified) #oflobs: 4+ 3
I
| Continue from work3_GMX_NPT @ Enable parameter/structure scan ~ Config...
# Conditions: 9
| 1stjob -
| Ensemble NVT - 300, 1
| Simulation time [ps] 10 250 Initial velocity Fromparent v
S L)
| § ===
| [_) Free boudnary condition sion Medium v Details...
|
2nd job
Ensemble NPT v Temperature [K] 300. Pressure [atm] 1.
Simulation time [ps] 50 # of snapshots 250 Initial velocity From parent v
(Every 0.20 ps)
() Free boudnary condition Precision Medium v Details...
3rd job + I -
Ensemble NPT v~ Temperature [K] 300. Pressure [atm] 1
Simulation time [ps] 50 # of snapshots 250 Initial velocity From parent v
— (Every0.20ps)
(") Free boudnary condition Precision Medium v Details...
Reset... Import... |v Export... oK Cancel
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1. Enter Step--Z2'Jw/Z L. Minimum value(C [150] . Interval(C [50] . Number of
steps(C [9] EADUFT,

— ValuesOEEH ([CEEESNA NS RAEGRERENSFEFNDILDSICEHELE I, £izInterval’
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2. Parameter ScanJ - > ROTOKZz2oUwIULET,

3. Workflow Setup”-r > R T1st job ~ 3rd jobdTemperature(C [2wM scaN1s] EAT]
LOKZDJyDIULEY ., FITDRED+ > RO THEERIE UCERIT %G'Jufjbia“o

|
@ Parameter/Structure Scan — O X ' @ Gromacs Workfow Setup = 2
\ Preset Fluid/Amorphous NPT Production +  (modified) #oflobs: 4+ 3
| [ variabi #Val Information ’
ariable ¥ Values Continue from work3_GMX_NPT @ Enable parameter/structure scan ~ Config...
. # Conditions: 9
| [ S%WM_SCAN1% 9 | Target Variable: e
+ ) -
%WM_SCAN1% ~ | Ensemble NVT v Temperature [K]  %WM_SCAN1%
| Simulation time [ps] 10 # of snapshots 250 Initial velocity From parent v
Values: | | (Every 0.04ps)
| [ Free boudnary condition Predision Medium v Details...
150 | [
200 |
2nd job =
250 | 1 +
300 | Ensemble NPT v Temperature [K] ~ ©WM_SCAN1% Pressure [atm] 1
350
400 | Simulation time [ps] 50 # of snapshots 250 Initial velocity From parent v
(Every 0.20 ps) -
450 [C) Free boudnary condition Precision Medium v Details...
| 500
550
; 3rd job % =
| Ensemble NPT « Temperature [K]  ©WM_SCAN1% Pressure [atm] 1
bosts Fracpadliter] e | |
Simulation time [ps] 50 # of snapshots 250 Initial velocity From parent v
Enter Step... —— (Every0.20ps) }
- () Free boudnary condition Predsion Medium v Details... |

0K CBI"ICE| | | Reset... Import... |v Export... OK Cancel
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1. work4~work21DVEZET A )L DIREEHENDE/Z(ZEND(-) (CE&fE LTS, 7))L | Z'0O

ST | AFVvoORBRRRZIIJVIULET,

2. Uncheck AllzoUw 2oL, work6, 9, 12, 15, 18, 21, 24, 27, 30(CFTvDOZAN. Y
Axisz [Density] ([CZEEUL. DrawzJUwv O ULFET,

2. AIBHTT LIS INHEIR U= 0ptions | Export csv & Open Excelz2' Jw 2O UEY,
— LAMMPS (g/cm~3) &Gromacs (kg/mA3) TEHAINERRDET,
3. AAZEMIITRECREFEE VUV IULET,

@ Parameter/Structure Scan Results
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Density (kgim*3]
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540.0

*

*

L2

Show Setting

Parameter 1

Refresl

h

Options.

1500 2000 2500 3000 3500 4000 4500 5000 5500

oes W

Chedk All Uncheck All

o x|
|

Check Selected

Working Folders

@ work18_GMX_NPT
() work20_GMX_NPT
() work22_GMX_NVT

B work24_GMX_NPT
() work25_GMX_NVT
() work26_GMX_NPT
work27_GMX_NPT
[ work28_GMX_NVT
() work29_GMX_NPT

Solver: Gromacs

() work17_GMX_NPT  Gr
() work19_GMX_NVT  Gr

@ work21_GMX_NPT  Gri

@ work30_GMX_NPT  Gr

Solver

() work23_GMX_NPT rol

Gromacs
Gromacs
Gromacs
Gromacs
Gromacs
Gromacs
Gromacs
Gromacs
Gromacs
Gromacs

X Axis Parameter 1

¥ Axis Density

ow )| o

Param1

350
350
400
400
400
450
450
450
500
500
500
550
550
550

Options... ¥

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

15



IT1. 55 5R A%

1. HhENfzcsvI 7MILDI1HS LABZEE. 205 ABOFERZiHtE(CT Oy b CRE-LES
HifR) UE I . COBROZEHAOREN NS RIBREDHEIMESIRDE T,
X  Eoafl - RAIEZNZEN—RENTIA v >0 UZNSDORA=ZZEaE UET,
X MEEZTEEUCGIHEUESBSEIZEHANRZI D5<IRINDET,
D K%@af%x4¢$0€ﬁ?y&%ﬁ%< L. s1BEREZR< I3 EBHRENAELEUET,
X AEBOLDICHBRETHIIUEMDZRI A CIEREEZERI DALEEHDFET,
A B C D E F G H I J K
1 |Parameter 1
2 150 729.815 0.00137 0.002
3 200 728.281 0.001373 0.0015 o
4 250 722.826 0.001383
0.0018
5 300 697.123 0.001434 _ ®
6 350 689.555 0.00145 & o0
7 400 651.032 0.001536 qg 0.0016 L
8 450  618.93 0.001616 00015 .
9 500 575.385 0.001738 ° L]
0.0014
10 550 525.455 0.001903 ° L] L
11 0.0013
100 200 300 400 500 600
= Temp [K]
13
(Gromacs 2024 CTDFER)

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

16



mmi%(C

o BHLBEDFFHZERANIZWAIETI—UY Y= 7)LEaSB LU TLIEE0N,

Docs » Winmostar ™ 2—H2= 2 7)1

Winmostar MI—47=a7JL

SIE. WinmestsriTM)HEREEDBIE - IBMEEIENTITOET, FEDRMERL 5
it’;"( = 17, lijﬁ“@@'

winmestar(TMPTEAISD TRDAIE K -2 F 288l T,

TR JJZZ 3N ¥'®i”]! M?J VBS(E BEEFINTOS L<B3EH - M5
TNza—Fr20%

o BEFz—UTIL
E§.Hl‘ (TEE o

- 3 EEDHN - RIFRE
-4 Ex’lﬁikﬂ)ﬂﬂ

- 10 B OTE:
o U K< BIEE  FSTa—TL

1—Y<Y—=a17)L Winmostar uﬁ_’_”é‘@ﬂg

« REODANBDEZBZHLENDAIE. WinmostariBE AEEE. WinmostarE:EEE.
= ) (14IEIBIJ.=§“AGDEE%7&_7I‘%T<T =0\, (GEH(ZP.2)

o AEBEORNFTED (CEEMEFRVEEF. FILLDDEMZSRUL TSN,

« X<HBIEMTERLULAWNGS (., [BFROEE - BEEDIZSH. BSESGEIA—AIC. RESD
ﬁﬁﬁ&c‘:%@ﬁkiﬁ%éﬂf? M)V U TER ST,

Bt

m winmostar copyright 2008-2025 x-Ability Co., Ltd. 17


https://winmostar.com/jp/manual_jp/V11/html/index.html
https://winmostar.com/jp/seminars/intro/
https://winmostar.com/jp/seminars/basic/
https://winmostar.com/jp/seminars/
https://winmostar.com/jp/faq/
https://winmostar.com/jp/support_jp.php
https://winmostar.com/jp/manual_jp/V11/html/index.html
https://winmostar.com/jp/seminars/

	スライド 1: LAMMPS/Gromacs ガラス転移温度算出 （ポリマー、スキャン計算）
	スライド 2: 本書について
	スライド 3: 概要
	スライド 4: 動作環境設定
	スライド 5: Winmostar V11の動作モード
	スライド 6:  系のモデリング
	スライド 7:  系のモデリング
	スライド 8:  系のモデリング
	スライド 9:  系のモデリング
	スライド 10:  計算の実行
	スライド 11:  計算の実行
	スライド 12:  計算の実行
	スライド 13:  計算の実行
	スライド 14:  計算の実行
	スライド 15: 結果解析
	スライド 16: 結果解析
	スライド 17: 最後に

