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LAMMPS Cygwin
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Monomer(*.wmo) Folder  C:¥winmos7_test¥UserData®¥wmo
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C:¥winmos9¥UserData¥temp.dat* - Winmostar (QM/MD/SOLID/SCG) V9.0.1
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ZMatrix_ xyz
TC 0.00000 1 0.0000 | 0.0000 1 0 0 O
20 1.43380 1 0.0000 1 0.0000 1 1 0 0
@H 1.10000 1 108.0000 | 0.0000 1 1 2 0
4'H 1.10000 1 109.0000 1 120.0000 1 1 Z 3
6 H 1.10000 1 108.0000 1 -120.0000 1 1 2 3
& H 1.10000 1 108.0000 1 -G0.0000 1 2 1 3
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1. MD| |

2. Name pe OK
3. OK
MD EfF©S TFAVA Y-ILOD Fa-RITZIHY 247 EI(W)
@ =SIRE/CLEES0.. R GaouEmEsID o

SFEEAN)... 2

: —|= v

SHEDYHT(O @ A B A

RUT-(P) T/R-EHR)..

SEENA)... RERYT-EII(H)...

m Register Mo...  — O X
Winmostar x ‘

Click 2 terminal atoms

Head : 3

Tail :

C¥winmos9¥UserData¥wmo¥pe.wmo saved successfully.
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1. MD| |
2. Polymer Name pe50 Polymerization Degree 50 Monomer List PE
3. Build Close

Homo Polymer Builder X
Polymer Name
MDD E(S) TFFAVA) Y-M Fa-RTIMY) I1IFIW) Polymerization Degree
EEERE/MIEEES).. % - .
g SFZEHEA(N = et Monomer List
EAELYST(O I A B &
RUT-(P) | ET-EER..
REBENSO..  RERUT-ENH)..
EAAZI-aR(0)... | FOyIRUT-ENIE)..
Gromacs » 5Y4 LRUR-EIF(A)...
LAMMES " RUR-EIENSP).. Display Delete
Tacticity Head|Tail Configuration
@ totackc @® Head to Tail
O syndiotactc (O Head to Head
O Atactic 0
Aﬁ =

Copyright (C) 2019 X-Ability Co.,Ltd. All rights reserved.



X-Ability

HYORTFTEYT 4

1. MD| |
2. Polymers Available pe50 Number 20 Add
3. Build pe_elong.mol2

2 polymer cell Builder — O
Box Configurration
@ set Density [ofem3]
MD| ES(S) TEAVA) Y-IUD Fa-MTMU)  H1YEIW) OsetOmensons ] 45355 ||45.35% | 45355 [[impon
@ =EEEE/CIESEOS).. : ‘ User &7 o Cubic Cel Periodic Boundary Condition
FFERAN)... L - —— bAx My Mz
SEERYHTO SN ) N
HUT-(P) ‘ E/T-28R.. >Iers Available ::::ers Used o
FEEF)... MERYT-ENF(H)... _V PESD 20
KEAAVCEM(O)... F09IRUR-ENS(B)...
Gromacs 54 LRUT-EINS(A)...
LAMAME RUR-ENENT(P)...
<< Delete <<
Display Delete
w1 1 m Close
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Close

Polymer N= 6,040 C2000H4040 M= 28,094.08
Marked Order: 6040 -1 -0-10

Marked Atom: X= 34.5864 Y= 37.0875 Z= 26.67
Length= 29.3392 Angle= " Dihedral= * Lper=*

Winmostar X ‘

C¥winmos9¥UserData¥pe_elong.mol2 saved successfully.

Charges Avail: User
L»X tho= 0.500 gicm3

a= 45.356 b= 45.356 c= 45.356
alpha= 30.000 heta= 90.000 gamma= 90.000

Copyright (C) 2019 X-Ability Co.,Ltd. All rights reserved.



X-Ability

HYBARTEYT4

1.
2. Reset

MOFAGC

MOPAC

GNDO/S
GAMESS
Gaussian
NWChem
Gromacs

Cuantum ESPRESSO

V.

LAMMPS ™ ( )

2 LaMmps setup

[[Jextending Simulation Preset  Minimize (fast) ~ | [Omer

Basic Advance Output Interaction Non-equilibrium (1) Restraint Automatic Options Force Field

Units real v Step [fs] 2.0 Ensemble
(¥ somstie  [fl 2] ofTme seps croeratie
Pair Style lifcut/coul long ~ |  Total ime [fs]: N/A essure [at
N

tial File Generate initial velodty

300.0

‘Cﬂ"‘ 5 = EH3 Constrain hydrogen atoms

units real

atom_style full

boundary PPP

box tilt large

pair_style lj/cut/coul/long 10. 10.
pair_modify mix arithmetic
special_bonds amber

bond_style harmonic

angle_style harmonic

dihedral_style charmm
improper_style cvff
read_data SDATAFILES
neighbor 2.0 bin
neigh_modify delay 0
kspace_style pppm le-S
kspace_modify order 4
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dump 1l all custom 100 SDUMPFILE% id type xs ys zs ix iy iz
dump 2 all xtc 100 SXTCFILES

N < >
Reset... Load... Save... Save as Default oK Cancel Run
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V.

1. Force Field
Force Field Dreiding Charge Use userdefined charges
2. Run pe_elong.data

LAMMPS Setup — O X

[CJextending Simulation Preset Minimize (fast) v [met

Basic Advance Output Interacton Non-equiibrium (1) Restraint Automatic Options Force Field

(®) Generate parameters
Force field (General) | Dreiding
SPC[E
Charge

(O Assign charges  Method:

Dump Now...

(O Use parameters in displayed file

Reset... Load... Save... Save as Default OK m

Copyright (C) 2019 X-Ability Co.,Ltd. All rights reserved.



X-Ability

JBRRFTEYT«

N E

V.
(M4 )

Extending Simulation Preset NVT (fast)
Basic Temperature 500
Run
LAMMPS Setup - O X
[ Extendjpt Simulation Preset  NVT (fast) [ Jmer
Basic put  InMeraction  Non-equilibrium (1) Restraint AutomdMc Options Force Field
Units real v| Tmestep[fs] |20
Atom Style full v| #ofTimeSteps  |5000
Pair Style lijcutfcoulfong v | Total time [fs): 10,000
Generate initial velocity iso

Constrain hydrogen atoms
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1. ¥ ( )
2. Preset NPT (fast)
3. Temperature 500 Pressure 200
4. Run
2 LAMMPS Setup - O X
[F]Extending Simulation Preset NPT (fast) v [Jwmer
Basic Advance Output Interaction Non-equiibrium (1) Restraint Aulbmatic Options Force Field
Units real v| TmeStepl[fs] |20 | Ensemble npt v
Atom Style ful v| #ofTmeSteps [5000 | Temperature [ (500 j
Pair Style fjcutfcoulflong  ~  Total time [fs): 10,000 Pressure [atm] 200 € )
[] Generate initial velocity Pressure Control | iso v
Constrain hydrogen atoms
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V.

1. [M4( )

2. Basic Temperature 250 Pressure 1
3. Run

E2 LAMMPS Setup
v [Omer 1

Extending Simulation Preset NPT (fast)

Basic Advance Output Interaction Non-equilibrium (1) Restraint Automatic Options Force Field

Units real v| Tmestep[fs] |20
Atom Style ful v| #ofTimesSteps 5000
Pair Style lifcut/coul flong v | Total time [fs]: 10,000

[[] Generate initial velocity

Constrain hydrogen atoms
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V.

- S-S
M ( )
Basic # of Time Steps 50000 Pressure Control xy
Non equilibrium (1) Enable Elongation
Eng. Strain Rate 1e-5
Run

LAMMPS Setup

Extending Simulation

Enable elongation £
Affine transformation

Eng. Strain Rate le-5
[1/fs]
Max Eng. Strain: 1.000
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Preset NPT,

Basic Advance Output nteraction Non-equilibrium (

[CJenable simulat
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