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3. [E#RIC. BF4_resp.mol2%=1053F. PC_resp.mol2%=1007FEd B,
4. Densityz1.0 g/cm3&UT. BuildzoUw o935,
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Name #Mol  Position molL | Composition

Add Displayed Molecule... | | Add .mol2 File. k Add Water... Delete

Add mol?2 file X

Enter # of molecules | 10
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@ solvate/Build Cell — O X
Name # Mol Position molL | Composition
Li.mol2 10 Random 0.897 Li
BF4_resp.mol2 10 Random 0.897 BF4
PC_resp.mol2 100 Random 8.972 C4H603

Add Displayed Molecule... == Add .mol2 File... Add Water... Delete

Simulation Cell  Option

(® Set Density [gfcm~3] | 1.0

Set Distance from Solute [nm]
(O set Lattice Constants [nm] 2.6452 ||2.6452 ||2.6452
90.0

Same as main window
Box Type cubic v

Total Number of Atoms: 1360

Reset... Cancel 13
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- X Sho="1.000 g/cm’*a.
a= b4l b= b 40l C= b4l
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LAMMPS Setup -1 > ROLETDReset/RT>ZH U, BEESTA7OJTIRWRY > ZD
w9 3D,

2. DA RIETFTORUNRS > ZIUYDOU, BRI 71I)L%% [LIBFAPC] & UTHRIFT Do
£ of time steps 5000

Ensemble minimize b

Velocity Generation
enerate initial velocty (x @1 R_..-. S

Rgset...k Load... Save.., Save as Default oK Cancel
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V. EHFBROMDETHE (RE—IE)

1. 5T8RTER 4 F—T—REE)Z2IUYVIT D,

Extending Simulation(CF 1w U%Z Atl. Preset(CNVT (fast) ZiEE 9 D,

3. Runz2oYUwvwo93,

2 LAMMPS Setup

%xtending Simulation vt v

Preset NVT (fast)

L
Minimize (fast A
Mar ty
I Basic  |NPT (fast)

NVE (fast) " 12345
{  Unit/Forn Minimize
) NVT
NPT : Save... | Save asDefault
Units NVE viv
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1. 5TERTE. [M(F —D—REE)ZIVvVIT D,
. Preset(CNPT (fast) Zi5FE 9 3.
3. # of time stepszZ25000(CZE L. RunzoUwv o393,

@D LAMMPS Setup — O X
Extending Simulation CImp1
Preset NPT (fast) k v
Automatic Manual entry Options

Basic Advanced Output Interaction Non-equilibrium (1) Restraint
Unit/Format/Potential Temperature Coupling
Units real w  Temperature [K] ‘30[}.0 I
Atom style ful v Tdamp [fs] ‘ 100. ]
Pair style lij/fcutfcoullong  ~  Pressure Coupling
Force field/Potential file  |Dreiding “~  Pressure control iso v
Run Control Pressure [atm] 1.0 1.0
Time step [fs] [2.0 Pdamp [fs] \mn.
£ of time steps 25000

Total time [fs]: 50,000
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1. 5B TR, MF—D—KREE)Z2OVYVIT D,
2. # of time steps=500000(CZ¥E L. RunzoUwvw o093,

Run Control

Time step [fs] 2.0

# of time steps 500000 I:

Total time [fs]: 1,000,000

Ensemble npt A
Velocity Generation

[[] Generate initial velocity

12345
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2. Target Groupm”'S. Li or BF4 or C4H603%Z1#RL. Draw/ha > &0 w o33 EFEH T

REMDD ST EHCHILBURENRRSND.

(@ Diffusion Constant/Mean Square Displacement

- a X

Mean Square Displacement
Target Group 2:MOLO1_Li v

045
Create Group...

04
S

0.35
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025
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015
01
0.05

o
0 200 400 600 800 1,000

MSD (nm™2)

Time (ps)

X Axis [] Autoscale 0 999 [JLogarithm Refresh

Y Axis [ Autoscale 0 0.497226 [ ]Logarithm Options... ¥ Show Log

Diffusion Constants |o‘oaro (+/-0.0016) (1e-5 cm~2fs) | Close
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