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I. 3RDVER

1. @ BiEEmRE/ I EEE
2. Add Water
3. Enter # of molecules 500

@ solvate/Build Cell - O

MName # Mol Paosition moll Composition

Add Displayed Malecule. .. Add .mol2 File...

Simulation Cell  Option

(®) Set Density [gfom~3] |D.6

Set Distance from Solute [nm]
() set Lattice Constants [nm]
[deg] [90.0 90.0 90.0
Same as main window
Box Type cubic w

Total Number of Atoms:

OK

Add water

Enter # of molecules
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I. 3RODYERL

1. Set Density 0.9

2. Build

[0 Sclvate/Build Cell

Box Type

Reset...

ac

— O >
Mame # Mol Position malll | Compasition
WATER. 500 Random 44,855 H20
Add Displayed Malecule. .. Add .mol2 File... Add Water... Delete
Simulation Cell  option
@ Set Density [afem™73] 0.8

Set Distance from Solute [nm]

(T 5et Lattice Constants [nm]

Total Mumber of Atoms: 1500

YN winmostar

2.552 2,552 2,552

20,0 20.0 90.0

Same as main window

cubic A
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I. 3RDVER

1. MD | Gromacs | HiZZEEIDHT
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@ seEEEnlERES = = | =m7z -
%? E FE}'M |: N:I an 1 Bt hEra) [position_restraints] &1E10

f BENTERESIVETIO) Replace | E A @ ﬂ (SR T (T [position_resraints] £581T =,

alr [ iR E ez [distance/angle/dihedral_restraints] 3600 ede. ..
FERTEFRENETO g ‘

RUT—(P) X Dump Naw...
FEENA...

KEAAVICEE(O).. O bR 77 MBI 5~ B

Gromacs IEEUST..

LAMMPS H[M F-T-FEE.. B o 3

Amber PR =T

Ul g D7EET (log)... Winmostar

FECEFEEShELE

m winmostar copyright 2008-2021 x-Ability Co., Ltd.




IT. EEHEH{EETR(A~C)

I >| »>>Add »>

<< Delete <<

1. MD | Gromacs | EH> 3T RE
2. # of Threads
3. Use preset Minimize (fast) >>> Add >>> 1
4. Use preset NVT (fast) >>> Add >>> 1
5. Use preset NPT (fast) >>> Add >>> 1
6. Set
7. MD | Gromacs | &R 3 T =T
8 . vdc.gro, vdc.top
Gromacs HEEEINET. @ Sequential Job
LAMMPS K E -7-FEE... # of Threads: |2
Amber v B EfT.. bFTh_ i
MODYLAS Y B O7EET (log)... ob setina
EennEEn. (®) Use preset
= bl
THNE-Z4E .. () Use setting file
EEEEEEHLH (gro).. |
EEVITEE..
Eﬁ:‘ﬁa]";ﬁ... Reset...
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Setting

Preset: Minimize (fast)
Preset; MVT (fast)
Preset: NPT (fast)




IT. EE{EETR (D) +EBEHRE

1.

2. Basicd7
3. Automaticy7
4. Run

Gromacs
nsteps 25000
Rescale box size...

[ Gromacs Setup

Extending Simulation

Preset
Basic

Run Con
dt [ps]

nsteps

(fast)

Total tme: 50 ps

integrator

— O
# of Threads
~ | []MPI (for Remote Job) 1
it Interaction Other Automatic Options
Temperature Coupling
lm_‘ tcoupl berendsen ~

25000 s
ref-t [K]

md ~ |  tau-t [pg]

M #—o— k&

£ Gromacs Setup
Extending Simulation # of Threads

Preset | NPT (fast) ~ | []MPI (for R

Basic Advance Output Interaction Other Automatic

[]Rescale velodties to [K] after run

Rescale box size to average value after run
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II. LE{EETE(E)

1. (M F—D— REEE
2. Preset NVT (fast)
3. Run

B Gromacs Setup

Extending Simulation # of Threads 2

Preset | NVT (fast) ~ | []MPI (for Remote Job) 1

Basic  Advance Output Interaction Other Automatic Options
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II. LE{EETE(F)

1. (VY] +—D— RS®/E

2. Preset NVE (fast)

3. Automatic”ZJ"  Rescale velocities to...
4. Run

) Gromacs Setup

Extending Simulation # of Threads

Preset MVE (fast) w | [_]MPI (for Remote Joh)

Basic  Advance Output Interacton Other Automatic Qptions

Rescale velocties to  [300 [K] after run

[ ]Rescale box size to average value after run
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III.AGTE

1. (M F—D— REEE
2. Basic”J  nsteps 500000
3. Run

Bl Gromacs Setup
Extending Simulation # of Threads

Preset MNVE (fast) ~ | []MPI (for Remote Job)

Basic  Advance Output Interaction Other Automatic Options

Run Control Temperature Coupling
dt [ps] 0.002 p tcoupl
| I
nsteps S000a0a Z to-grps
N

Total ime: 1000 ps ef-t [K]
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IV.FhEDEH

1. (& EERARAT | BMEE

3. Draw

D) Shear Viscosity (TCAF)

Fits

0.55
05
045
04
0.35
0.3
025
0.2
015
0.1
0.05

n 103 kg m* -1} s 1))

Target Group 0 : System s

* k-dependent viscosity

a*(1-b*x"2) Create Group...

X Axis [] Autoscale Min

Y Axis [+] Autoscale Min

0

4 6
k (nm™{-1})

Max 7.782442 [ Logarithm

Max |0,570287 Dlﬁariﬂm

First Frame [ps]

Refresh

Options... ¥

| E—

Estimated Shear Viscosity at k=0 |5.70354101 mPa®s (

||

N—
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V. BEROHH

(& WEERARAT | LLERE

1
2
3. Draw

s EimfE (300)

@ Static Dielectric Constant

Epsilon and Kirkwood factors
i) -
epsilon
Gk
60 -
| a_k
50 %
n
{
40|
30]f
(
20|
10
0 T
0 200 400 600 300 1,000
Time (ps)
X Axiz [] Autoscale Min 1 Max | 1000 [ Logarithm Refresh
¥ Axis []Autoscale Min |-2.672E-1 Max ?2.53A [ Logarithm Options... ¥

Static Dielectric Constant

e—

[ ]

Target Group

First Frame [ps]

0: System ~

Create Group...
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Temperature [K]: m
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