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B solvate/Build Cell — O *
MName # Mol Position moll Composition
Add Displayed Molecule. .. Add .mol2 File. .. Add Wate%. Delete
Simulation Cell  Option
(®) Set Density [gjom~3)] |D-6 |
Set Distance from Solute [nm]
() set Lattice Constants [nm]
Angles [deg] |90.0 a0.0 90.0

Same as main window
Box Type cubic w

Total Mumber of Atoms:

Reset...

Cancel
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1. Add watero-1> RJT500E AN ULOKZDOUWIT B,
2. Set Density(C0.9&-AB U, Build/R5>Z2oUwod 3,

@D solvate/Build Cell — O x
Add water e
Mame # Mol Position molfl  ~ | Composition
Enter # of molecules (500 |
WATER 500 Random 49,955 H20

I DKQ | | Cancel |
Winmostar N= 1,500 H10000500 M= 9,007.64

Marked Order. 1 - 2-0-10 Add Displayed Molecule. .. | | add .mol2 File... | | Add Water... | | Delete
Marked Atom: X= 6.745 Y= 12,181 Z= 2.375

Length=1.0011 Angle= * Dihedral= * Lper= *

Simulation Cell  Option

(®) Set Density [gfom3] 0.9

Set Distance from Solute [nm]
i) Set Lattice Constants [nm] 2.552 2.552 2.552
Angles [deq] [90.0 90.0 90.0

Same as main window

Box Type cubic ~ |

Total Mumber of Atoms: 1500

)
§
ﬁ Charges Available: User (Qtot=0.00) Reset... Build | Cancel
X tho= 0.900 g/icm3

a= 25.520 b= 25.520 c= 25.520

alpha= 90.000 beta= 30.000 gamma= 30.000
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1. LAMMPS Setupo-> RIOAETDReset/RT>ZHL., BESH 17700 TIEWRY > =D

w293,
2. TJARIETFORUNKNSY > =T IwIOL, BEZEDI 71 )&%z [kappal &EUTIREFIT D,

2.0 100.

Ensemble minimize ~

Velocity Generation

Generate initial velodty
QK Cancel ,ﬁﬂ Run ﬂ

12345

Reset... k Load... Save... Save as Default Ok Cancel
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2. Extending Simulation(CF 1w /J%Z Atl. Preset(CNVT (fast)z:ER9 3D,
3. RunzoUwvlo93,

@ LAMMPS Setup - O X
xtending Simulation [ ImP1 1
Preset MVT (fast) k e
Automatic Manual entry Options

Basic Advance Output Interaction Mon-equilibrium (1) Restraint
Unit/Format/Potential Temperature Coupling
LInits real w | Temperature [K] |3DD.D |
Atom style ful v | Tdamp [fs] | 100, |
Pair style lifoutfcoullong ~ | Pressure Coupling
Force field/Potential fle | GAFF w is0
Run Control 1.0 1.0 1.0
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2. Extending Simulation(CF 1w /J%Z Atl. Preset(CNPT (fast)Z=:&ERI B,

3. Runz2oUwvT93,
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@ LAMMPS Setup - O X
Extending Simulation [ ImP1 1
Preset MPT (fast) k e
Automatic Manual entry Options

Basic Advance Output Interaction Mon-equilibrium (1) Restraint
Unit/Format/Potential Temperature Coupling
LInits real w | Temperature [K] |3DD.D |
Atom style ful v | Tdamp [fs] | 100, |
Pair style lifoutfcoullong ~ | Pressure Coupling
Force field/Potential fle | GAFF “w | Pressure control =0 w
Run Control Pressure [atm] L0 |10

10
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1. MEF—ID—REE)ZIIYVIITD,
2. Automatic¥I ==,
Rescale box size to average value after run(CFTwv oz AND,

3. RunzoUwvw/209d935,

R LAMMPS Setup — O b
Extending Simulation ] mP1 1
Preset MPT (fast) o

Basic Advance Output Interaction Mon-equilibrium (1) Restraint
Automatic [k Manual entry Options

[]Rescale velodities to | 300

Escale box size to average value after run
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1. MEF—ID—REE)ZIIYVIITD,
2. Preset(CMinimize (fast)%=#iR9 3,

3. Runz2oUwvT93,

R LAMMPS Setup
Extending Simulation MPI
Preset Minimize {fast) k -

Basic Advance Output Interaction
Automatic Manual entry

Rescale velodties to | 300

Rescale box size to average value after run
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1. MEF—ID—REE)ZIIYVIITD,
2. Preset(CNVT (fast)Zzi#iR9 3B,
3. RunzoUwvwD9 3,

3 LAMMPS Setup — O ¥
Extending Simulation MPT processes
Preset MVT (fast) [,\\) e
Basic Advance Cutput Interaction Mon-equilibrium (1) Restraint
Automatic Manual entry Options

[ |Rescale velodities to | 300

[ ]Rescale box size to average value after run
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1. MEF—T—REE)ZIVYVITD,
Preset(CNVE (fast)ZiEiR L.
Automatic’_ ®Rescale velocities to...[CF TV I=Z AND.

3. RunzoUwvw/209d935,

R LAMMPS Setup — O b4
Extending Simulation MPT processes
Preset MVE (fast) e
I3
Basic Advance Output Interaction Mon-equilibrium (1) Restraint
Automatic k Manual entry Options
Escale velodties to [K] after run
[ ]Rescale box size to average value after run
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2. BasicHITzHETUTDLSICEET D,
— Time StepZz=1(C
— # of TimeSteps=200000(C

3 LAMMPS Setup — O ¥
Extending Simulation MFI processes
Preset MVE (fast) e

Autornatic k Manual entry Options
Basic Advance Output Interaction Mon-equilibrium (1) Restraint
Unit/Format/Potential Temperature Coupling
Units real w 300.0
Atom style full w 100,
Pair style ljfoutjcoullong | Pressure Coupling
Force field/Potential file | GAFF w ig0
Run Control 1.0 |10 ||10
Time step [fs] 1 100.
# of time steps 200000
Total time [fs]: 200,000
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1. OutputdIZBUTDLDICEET D,
— Log Intervalzz2000(C
— Calculate thermal conductivityz>F T wv o
— Calculate viscosityzFxT\wvo

0 LAMMPS Setup — O X
Extending Simulation MPI processes
Preset MVE (fast) R
Automatic Manual entry Options
Basic Advance Cutput k Interaction Mon-equilibrium {1} Restraint
Output Control Physical Properties
Dump interval {dump) 100 ] caloulate fluctuation properties
Durmp interval (ctc) 100 alv:ulate thermal conductivity

Sort dump file by id alculatewscosntr

I

Calc interval
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1. Automatic” dDRescale velocities to...DF 1w %47,
2. Runz2oUw o938,

R LAMMPS Setup — O b4
Extending Simulation MPT processes
Preset MVE (fast) o
Basic Advance Output Interaction Mon-equilibrium (1) Restraint
Automatic Manual entry Options

[|Rescale velodties to | 300

[ ] Rescale box size to average value after run
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@ Autocorrelation Function - O X
Time-correlated data for fix JJ
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o c_kpflux[31*c_kpflux(3]
T 6
S 4
=
° :
.. <
o
b=
2 of \/\'v-‘w-'.»wwv‘y««_wvw«}»‘«-wwvm Gront
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0 500 1.000 1.500
Number of Time Steps
X Axis [“] Autoscale 0 1990 [JLogarithm Refresh
Y Axis [“] Autoscale -3.31519 9.53779  [JLogarithm Options... ¥
Reload Close
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