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. RDERL

[MD> AR ZB &/ ILZ1ER IIZT. [Put the molecule on main window as solute |
DFvHE5 L. [Add Water [IR2 %Y,

= Solvate/Build MD Cell — 0O I
Put the molecule on main window as solute
Marme # Mol Pasition molfl v Campasition
I(E) oM | MD | BHEF(S) Y—IL{T) Fi—-FUFILLWY ~,
ﬁ | ﬁ UE—F2aFig A Mormal [
3H e AN AN
] AEAA B add Waker moalZ File Delete
per=0H
Gromacs 3
Lihze g 5E GMORM=I Simulation Cell | option
Amber 3
. (®) Set Density [gfcm3] 0.6
AT —_ *
SreilFE AL » Set Diskance From Saluke [nm)
FEEIA o (") Set Box Size [nm] Impork
i :
3C 1.39504 1 1: 50.0 50.0 90.0
dC 139604 1 ]

Box Tvpe cubic v

Tokal Mumber of Atoms;

Reset Biuild Cancel
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[Add water |94 KT 500" AALIOK1Z9")wH T B, [Set Density |[Z
“0.9"EAALIBuUildIREZLEDvIT B,

0 Solvate/Build MD Cell - DN
Add wate “

[ ]Put the malecule on main window as solute
Enter # of molecules

Marne # Mol Pasition L W Compaosition
| WATER. S00 Random 49,955 H=20
JPOLE) BEE) ER(V) HEBOME) OM MD EWES) Y-MI) .
AP % %< H|BR %R = Add Waker Add .mol2 File Delete
Add Del | -GH3 | -C2HS | -GEHE | -CHE v | Repl | H 1w Che

Simulation Cell | option

(@) Set Density [giem™3] m |

Sek Diskance From Soluke [nm]

() 5et Box Size [nm] 2,552 2,552 2.552 Impart
Q0.0 Q0.0 Q0.0
Box Tvpe cubic W

Tokal Mumber of Atoms: 1500

Reset Eiuild L}, |
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[MD > Gromacs > E#x 3 J R E 1% EIRT 5,

[Use preset] Tl Minimize (fast) JZ23Z U >>> Add >>> 1Z&1[A],

[Use preset ] CINVT (fast) IZZE U >>> Add >>> 1% 1[H],

[Use preset] TINPT (fast) |23 EZ U D>>> Add >>> 1 &1\, IEZEIZV)vIL.
m&IZISet ) RAZHT , #5517 TIMD > Gromacs > &E#r 3 J E1T]
FEIRLTI7MILBEIRELITERIRT 5,

&g Sequential Job
) OM | MD | B{F(S) Y-I(T) FPFEAMA) Fa-RIPILL) ~LFH)

UE—FzadEA # of Threads:

BLOW  sEemE e u b
5=8,053, PRECISE GMORM=0.05 NOINTER GRAPHF Job setting ]
o164 2:???3& # Setting
i —
(@) Use preset == Add = « Minimi
SERENST s = P 1] Preset: Minimize (Fast)
= PR 1 Preset: WWT (Fast)
romacs 3 —J—F&3 MPT {Fast) b :
LAMMPS , Gromacs=fT z Preset: NPT (Fast)
Amber 3 GROTFr{ILEEFHAFH .;::;. Lse setting file <« Delete <<
MODYLAS , FITII MR
He— . out TP IAEE
S ET e 5 logJ7 A JL#RE (mdrun) A
FEEILS EETaIRE I} y 4
Eond_ffngle:%&:‘. - BEazal=l Reset Set (
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HEKRT#.IMD>Gromacs>F—T—KRERFEJIIZT
[Basic |27 M nsteps 127250007, I Automatic J# 7 DI Rescale box size... ]
[ZFyoE AN, OKIRE2EHE T, RIZIMD > Gromacs > GromacsE{T1ET 5,

&2

Extending Simulation

Preset

Basic

Run ContNJI

dt [ps]
nsteps

Total time: 40 ps

2017/10/01

Gromacs Setup

# of Threads 2
w|  [IMPI (for Remote Job) 3

ut | Inkeraction | ©Other | Automatic | Options | Force Field

Temperature Coupling

0,002 kcoupl beren:
20000 ps Swsken
ref-t [K] 300.0

Copyright (C) 2018 X-Ability Co.,Ltd. All rights reserved.

&g Gromacs Setup
Extending Simulation # of Thread
Preset MPT (Fast) v [IMPI{forF

Basic | &dvance | Cutput | Interackion | Other | Automatic

[ ]Rescale velocities ko i | 300 [K] after run

Rescale box size to average value after run
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HEL TR, BFRIZTMD>Gromacs > F—J—KRERFEIIZT
F9 [PresetJIZTNVT (fast) 1ZF8EL TIOK R AV ED)vIL.
[MD > Gromacs > GromacsEfT1¢E9 5,

) Gromac

\¥| Extending Simulation
:> Preset  WWT(fast) v
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HEL TR, BFRIZTMD>Gromacs > F—J—KRERFEIIZT

F 9 [Preset |IZINVE (fast) IZ$8E I 5. €L T. [Automatic 2T D
[Rescale Velocities to ... ] F w979 B,

RIZ. TOKIRZZED1) v L., [MD>Gromacs> GromacsZE1T &9 B,

E Gromac

| Extending Simulation
> Preset  WVE(fast) v

Basic | Advance  Interaction | Other | Automatic  Option

> ["| Rescale Velodities to | 300 [¥] before Run

[ ]Rescale Box Size to Average Value before Run
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ETER T %, RHRIZITMD > Gromacs > F— " —RE% 7 1% R<, [Basic 12T M
[nsteps|1Z”500000" #$8F 9 B,
RIZ.TOKIRAZZEH) oL .. [MD>Gromacs> GromacsE{T1¢E9 3,

Basic | Advance | Inkteraction | &uktornatic | Other

Run Control T

dt [ps] 0.002 ke
>n5tep5 500000
integrakar md W

Ualnrikv Canasakinn
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HERTE.IMD>Gromacs>FE 1Z0)v 05, TIAHILNT:EREINS
D74 ZF AR EF3EEYR T, [DrawlRE &I v T 5E.
EDOHAENTIZR TSNS,

) Shear Viscosity (TCAF) - O IES
Fits
Target Group
0 : System v 0.6 T T T
0.551
B
w 05 [ -
g8
Create Group
2045} " -
Fw;t Frame [ps] o L 8
L -
= 04} . -
035+ o -
Draw | 0.3 . | | | )
7 3 4 5 6
[v] Autoscale & (ik 1 )
XMIN XMAX

YMIN YMAX
Redraw Excel Estimated Shear Viscosity at k=0 0.565655 * 10~{-3} kg/(m*s)
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V. FEXDEH

STER TR, IMD>Gromacs > LLEEBER 120UV I B, TIHILETERSINS
274 I ZFFAREZF3EEY RS, [DrawlRF2E01)voL
ANTBHE FE:

. EXEmE(3007)%
HEEDOHABENTIZRREIND,
&4 Static Dielectric Constant = B
TargetGrowp |0+ System » Epsilon and Kirkwood factors
Create Group 80 T T T T J | J T ¥
First Frame [ps] 1.0 i f\PM — epsilon
— G,
60!}- r =
A
40

Flot

s Y P R .
% 200 400 600 800 1000
[+] Autoscale Time (ps)

Redraw Excel Static Dielectric Constant 63,3452 <
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