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1. @ BEERE/ I EBEZI YOI D,
2. Add Waterz2o w293,

3. Enter # of molecules(C500&- AL, OKZOUwWwIF 3B,

@ solvate/Build Cell - O o

MName # Mol Paosition moll Composition

Add water

—\

Add Displayed Malecule. .. Add .mol2 File...
Enter # of molecules

Simulation Cell  Option

(®) Set Density [gfom~3] |D.6 |

Set Distance from Solute [nm]
() set Lattice Constants [nm]
[deq] |90.0 90.0 0.0

Same as main window

Box Type cubic w

Total Number of Atoms:

Reset... Cancel
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1. Set Density(C0.9& AT B,
2. BuildzoJUwv o093,

[0 Sclvate/Build Cell -

Simulation Cell  option

@ Set Density [afem™73] 0.8

Set Distance from Solute [nm]

() Set Lattice Constants [nm] 2.552 2.552 2,552
Angles [deg] |90.0 20.0 20,0
Same as main window
Box Type cubic ~

Total Mumber of Atoms: 1500
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Add Displayed Malecule. .. Add .mol2 File... Add Water... Delete
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1. MD | Gromacs | E&E>aJ
2. # of Threads(Cili5)39% 1589 B.
3.
4.
5.
6. Set=zo Vw93,
7.
8.
Gromacs THEEEIUET..
LAMMPS M F-U-FEE.
Amber » & £1T...
MODYLAS Y B O7EET (log)...
EEHIRER...
g =5 7oA-vau.
B TERNAE-EL..
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EEJalEm.
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MD | Gromacs | E&E> 3T RIT=Z=IUvIT B,
J7 A I)L&%=vdc.gro, vdc.top& U TREFT B,

121 Sequential Job

Job Setting
(®) Use preset
MPT (fast)

() Use setting file

# of Threads:

Use preset CMinimize (fast)Z:EU'>>> Add >>>%Z10]0Uwv I3 3,
Use preset TNVT (fast)=iEU>>> Add >>>% 1010w 093,
Use preset TNPT (fast)ziZU'>>> Add >>>%1[E0Uwvw o9 3,

I >| »>>Add »>

<< Delete <<

Reset...
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Preset: Minimize (fast)

Preset; MVT (fast)
Preset: NPT (fast)
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SHERTE. VILN—EHSGromacsTEIRL. [M F—D—REEZIVUYVIT B,
. Basic¥7J'(CTnstepsz25000(CEEJ B,

Automatic#J (CTRescale box size...[CF T v I% AND,

. Runz=z2oUwvw 093,

AWNH

[ Gromacs Setup — O >
Extending Simulation # of Threads 2
£ Gromacs Setup —

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

Extending Simulation # of Threads
Basic t Interacton Other Automatic Options

Preset | NPT (fast) ~ | []MPI (for R Job) 1
Run Con Temperature Coupling

Basic Advance Output Interaction Other Automatic

dt [ps] 0.002 7' teoupl berendsen ~
[]Rescale velodties to [K] after run

Rescale box size to average value after run
Total tme: 50 ps ref-t [K] 300.0
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1. EtErTE. (M F—J0—RBEEXZI UV IT B,
2. Preset(CNVT (fast) Zi5FE 9 B,
3. Runz2oUwvwod 3,

B Gromacs Setup

Extending Simulation # of Threads

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

Basic  Advance Output Interaction Other Automatic Options
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SERTE (M F—ID—REBEEEZIVUYIT B,

Preset(CNVE (fast) Z18E 9 3.

AutomaticJ (C CTRescale velocities to...[cFTwvI% AND.
Runz2o w293,

H WNH=

) Gromacs Setup —

Extending Simulation # of Threads 2

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

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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1. 58RTE (M F—ID—RE\EEZIVUYIT B,
. Basic¥J'(CTnsteps(C500000%35ET D,
3. RunzoUwvo93,

Bl Gromacs Setup
Extending Simulation # of Threads
Preset NVE (fast) ~ | []MPI (for Remote Job)

Basic  Advance Output Interacton Other Automatic Options

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

Total ime: 1000 ps

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

1

na

System

300.0

12



IV.FhEDEH

1. tERTE. (- RRERIF | BEEIUYIT3,
L FIAINCREINS T 7 1)L E <REE3EE0IET.
3. Drawz /o J v o33 ¢, HEOHIMENTICERSND.

D) Shear Viscosity (TCAF) — O *

Fits
0.55 : - Target Group 0 : System w
H * k-dependent viscosity
0.5 a*(1-b*x"2) Create Group...
145 ! First Frame [ps]
04
0.35 i
03
025
0.2
0.15
0.1
0.05

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

0 2 4 6
k (nm™{-1})

X Axis [~]Autoscale Min 0 Max 7.782442 [ Logarithm Refresh

Y Axis [] Autoscale Min 0 Max |0.570287 Dlﬁariﬁm Options... ¥
| I—
Estimated Shear Viscosity at k=0 |5.70354101 mPa®s (

N—
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3. Drawz Uy /L. BEBE(300)EANTSE. FEROHEIEN FCERIND.,

@ Static Dielectric Constant

Epsilon and Kirkwood factors

50

70 Target Group 0 : System bl
epsilon
50 G k Create Group...
| g_k
L\{\j First Frame [ps]

u0 Enter Temperature

| Temperature [K]: m )

205
,_

g = N
0 200 400 600 200 1,000
Time (ps)
X Axiz [] Autoscale Min 1 Max | 1000 [ Logarithm Refresh
Y Axis [ Autoscale Min | -2.672E-1 Max 72.53/1 [JLogarithm Options... ¥
e——

Static Dielectric Constant 69.9819
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