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. RD1ERL

1. @MBREERE/CIVEER) 0)v0T 5,
2. Add Waterz9') w99 5,
3. Enter # of moleculesIZ500& A 1L, OKEHYwHT B,

Solvate/Build Cell — | X

Name # Mol Position moll | Composition

—

Add water
Add Displayed Molecule... | Add .mol2File...
Enter # of molecules m
Simulation Cell  Option

@® set Density [g/cm~3] 0.6 |

Set Distance from Solute [nm]
(O set Lattice Constants [nm] Import
Box Type cubic v

Total Number of Atoms:

Reset. Cance
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1. Set DensitylZ0.9¢A AT 5,
2. Buildz=2)vyo9 5,

m Solvate/Build Cell — O X
Name #Mol  Position moll v | Composition
WATER 500 Random 49,955 H20

Add Displayed Molecule... | Add .mol2 File... Add Water... Delete
Simulation Cell  Option
(@ Set Density [g/cm~3] 0.9
Set Distance from Solute [nm]
(O set Lattice Constants [nm] 2,552 .552 2.552 Import
90, a0, 90.(
Box Type cubic v
Total Number of Atoms: 1500 I
Reset... | Build 5
—
N
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. F#ELstE (A~C)

MD | Gromacs | E#TaTREEZVVIT B,

Use presetTMinimize (fast)Z:EU>>> Add >>>%1[\0) v 99 %,
Use presetTNVT (fast)ZEU>>> Add >>>ZF1EY)v o 5,

Use presetTNPT (fast)Z:&U>>> Add >>>Z%1EY)v o5 5,
Setz7)v99 %,

MD | Gromacs | E#EPaTRITEVI)vIT B,

J7AIL&%vdc.gro, vdc.topéL TRET %,
BEID4URITIEWED VDT B,

Ed sequential Job - O X

MD Ef#F©S 7EAVA) Y-ILD Fa-MNTZIKY 247FE9W) Al # of Threads: |1

SFEREAN

FEENA0)..
KEAAVIZEER(O)...

Gromacs
LAMMPS
Amber
MODYLAS

ERIRE/UINEEZN).. = {:,N’I'I:/-i-mﬁss-d-) e Job Setting
SFEEAN).. ¥-7-FSE...
EFEEIYETO Y =T s et e
ﬁ'UQT[p) > (o D?t%i llog_:'"' NPT (fast) s

Setting

Preset: Minimize (fast)
Preset: NVT (fast)
Preset: NPT (fast)

Pk

Mo O

EEENERTR..

(O Use setting file << Delete <<

=3,
IXF-E1L.. ‘

> BHESEEHAH ( b
ey K
| msvITEA. Reset. -
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1. HERTER. VILN—EMNSGromacsEERL.

M (F—7—FRE)EV)VIT %,

W

Runz9Jv99 %,

Basic#7IZTnsteps#2500012EE§ 5,
Automatic27[ZTRescale box size...[ZFTvoE AND,

Gromacs Setup - O X

Extending Simulation # of Threads 1

Preset fast v | [J™eI (for Remote Job) 1
Basic Interaction Other Automatic Options Force Field
Run Cont Temperature Coupling

dt [ps] 0.002 coupl berendsen v
nsteps ‘ 25000 vSystem
Total time: 50 ps ef-t [K] 300.0

Gromacs Setup
Extending Simulation # of Threads

Preset NPT (fast)

v [JMPI (for R 1
Basic Advance Output Interacton Other Automatic
[Jrescale velocities to  |300 [K] after

1

.

run
Rescale box size to average value after run
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. FEEEE (E)

AERTR.MMEF—T7—FEE)ZV)VIT 5,
PresetIZNVT (fast) Z¥ &9 %,
Runz9Jv99 %,

Gromacs Setup

Extending Simulation # of Threads 1

Preset  NVT (fast)

< [ ]MPI (for Remote Job) 1
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. FE#IEETE (F)

1. SHERTER.MMEF—T—FEE)ZV)vIT 5,
2. Preset/ZNVE (fast) #EE 9 %,
3. Automatic®7 MRescale Velocities to ... #Fxv93 %,
4. Runz9)v09 %,
Gromacs Setup — ]
Extending Simulation # of Threads ! ]
Preset  NVE (fast) v | []MPI (for Remote Job)

Basic Advance Output Interaction Other Automalic QOptions Force Field

> Rescale veloaties to 300 [K] after run

D
L

[_]Rescale box size to average value after run
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1. BERTR . MAEF—I7—F®REB)ZV)VIT 5,
2. Basic#7IZTnsteps|Z500000%EE T 5.

3. Run&2)vo9 %,

Gromacs Setup —
Extending Simulation # of Threads 1
Preset  NVE (fast) v | [C]MPI (for Remote Job)

Basic Advance Output Interaction Other Automatic Options Force Field

Run Control Temperature Coupling

dt [ps] 0.002

p tcoupl no

N

Total time: 1000 ps : 300.0
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Drawz7')v 79 5& EDHAENTIZRRINS,

Shear Viscosity (TCAF)

Fits
0.55]
05
045 i
04
0.35
03
025
0.2
0.15
0.1
0.05
0L

=10

(10°{-3} kg m™ -1} s*

n

0 2 4 6 8
k (nm"~{-1})
X Axis [v] Autoscale 15751 [ Logarithm

Y Axis [] Autoscale 0 0.560397 []Logarithm

Estimated Shear Viscosity at k=0 |5.60—1E~001mPa"s (

- O X
Target Group 0 : System v
* k-dependent viscosity
a*(1-b*x"2) Create Group...
First Frame [ps] 1.0
Refresh
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SHERT®R. [ (EREN | KBEXEVIVIT S,
TIAHILFCEIREINGT7AM I ZFFHGRERIEEYIRT,
DrawZx 1)L,

REREB)EANTHE,
BEROHBENTIZRREND,

Static Dielectric Constant

60
55
50
451
40w v
35|
300 F
25|
20

154f
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e

0 200

X Axis [] Autoscale

Y Axis Autoscale

Static Dielectric Constant

657 /'\-\\"\
A

60.6503

pai U €
- G_k
g_k
600 00 1.000
Refresh
Options... ¥

Target Group

First Frame [ps]

0 : System v

Create Group...

1.0

Enter Temperature
Temperature [K]: 300
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