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U7 yogzaEhAn. o EHINEEFEETLETHY
REKILA... inmoztar
EZ Assign charges by acpype - O > L"L"iiN:‘
Commands For Cygwin: —
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Winmostar M=13 C4HEO M=7211 Gtot= 0.00 Winmostar N=13 C4H30 M= 72.11
Marked Order: 2 -13-0-0 Marked Order: 2 -13-0-0

Marked &tom: X= 1.1 %=102Z= 0 Q= 0.0447 Marked Atom: X=1.1Y¥=02Z=10

Length= 41707 &ngle= * Dihedral= * Lper= * Length= 4.1707 Angle= " Dihedral= * Lper= *
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BHETHFFH30.6 ¢/cmPTI00AEAT-ZRHAHIRT S, ROV X, FELXH
FRIRIYT TEIZRREIND,

. _ Winmostar N=1,300 C400HB000100 M= 7,210.69
B solvate/Build Cal o x i i
Marked Atom: X= 6.909 Y= 12.743 Z= 19.515

Marme # Mal Position molil | Composition Length= 3.835 Angle= * Dihedral= * Lper= *
[DISPLAYED] 100 Randam §.321 CHHGO

Add Displaved Molzcule, .. Add .malz File... Add Water, .,

Sirulation Cell  Option

(@) Set Density [gfcm~3] |D.6

Set Distance from Solute [nm]

OSet Lattice Canstants [nm] 27124 27124 | |2.7124 Irnport
=l Q0.0 Q0.0
Biox Tvpe cubic e

Total Mumber of Atoms: 1300

| Charges Avail: User

tho= 0.600 g/cm™3
Reset... Caricel a=27.124 b= 27124 c= 27.124

alpha= 90.000 heta= 30.000 gamma= 90.000
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Basic  advance Output  Interaction  Mon-equiibrium (13 Reskraink  Automatic  Options  Force Field
Units real ~ 2.0 Ensemble minimize ~
Akom Skyle Full w | of Time Steps s000 300.0
Pair Style lifcutfcoulflong ~ | Totaltime [Fs]: MiA 1.0 1.0 1.0
Generate initial welocity iso
Constrain hydrogen atoms
units real ~
atom_style full
boundary pPpDp
box tilt large
pair_style ljfeutfeoulflong 10, 10,
pair_modify nix arithmetic
special bonds amber
bond_style harmonic
angle_style harmonic
dihedral style charmm
improper_style cwif
read data 3DATAFILE%
neighbor 2.0 bin
neigh modify delay 0O
kspace_style pppm le-&
kspace_modify order 4
duanp 1 all custowm 100 3DUMPFILE% id type xs ¥s == ix iy iz
dunp 2 all xtec 100 $XTCFILE% V
< >
Load... Save... Save as Default 0K Cancel
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LAKMPS Setup

[JExtending Simulation Preset Mimimize (Fask) ~ Ime1

Basic  Advance Cutput  Interaction  Mon-equiibriom (1) Restraint  Automatic  Options  Force Field

(®) Generate parameters 0.4

Cancel Run
Farce field (General) |GAFF ~ | | Exception, ..
RV ER T R D L R R TFL T *
SPCIE = - 4 <« winmos® » UserData » v O UserDatal) 4852 §

Charge —

- I74 LB (N): |thf_||ql.||c|| v
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JrA l-DEH(D): | LAMMPS data File(*.data) -
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RNENCEEHRL. TF AT TA2ERT I 5

ArAsng
o % -
7 th liquidlog - *EHE - o X
CILACH O R ETA S JrflLF REE IO EFMW ALTH)
1040 1040 0 2314877 0 2314877 60.140033 -588.7638 19955.435 ~
1050 1050 0 231.07533 0 231.07533 61.618412 -582.26704 19955435
09274 L EBRLT L ¥ 1060 1060 0 230.70439 0 230.70439 58.724392 -590.93655 19955435
1068 1066 0 230.49946 0 23049946 54.608826 -604.37378 19955435
4 « winmosY 3 UserData » v O UserDatalig sz P Loop time of 7.11046 on 8 procs for 1068 steps with 1300 atems
LI TALS - ==l rl 86.8% C2U use with 8 MPI tasks x 1 OpenhP threads
Elal £ B - EE =l E i H. A Minimization stats:
Stopping criterion = energy tolerance
o temp_acpype_tmp Y0112 1215 v 25~ Energy initial, next-to-last, final = |
i termp builder 2010/01,12 1216 Ir( )L Tl 5- 1542.56%40763 230521618012  230.499457739
pAuEr e ! Force two-norm initial, final = 1050.85 5.41852
. thf_liquid_data_tmp ememazizzd Jrll Iald- Force max component initial, final = 194.953 0.86552
2 thf linuid Iren toon A8/ 1355 JrA 1l I L - 4 Final line search alpha, max atom move = 0.0221150.018141
= 2 Iterations, force evaluations = 1066 2131
IrTIb BN | AR I v| LAMMPE Log File(*.log) w
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*  Preset/XNVT (fast)

HIELE=F 4705 TIIWRAZRT EFENEITIND,

ERTEZ. IRILF—B/MEDBEERRIZCOT /2T 5 (LIELRELC) .

LAMMPS Setup
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HIRL=A 4705 TTI74ILMTCE RSN =T771ILEFHL
Energy Terms CTemplZF Ty % A Draws?

G570 HERLI=E AT DCloserRAZ T,

BUERT,

Energy Plot O >
LAMMPS E ) Energy Terms o
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- Temp
1 ] PatEng
360} Temp . [ kinEng
340 [ TetEng
320 Jl F ] Enthalpy
.H- ,Il i.‘\ |]| [ [ Press
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E ] R
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240 % Lz
P
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)
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SUTIRN)ITFZAILENFENIZDODWNTE 4705 KB,
4. Animation7 1> R HEA<, Animation A RO HE
KtH A=31— | AnimationZ:&IiRJ 5,
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Winmostar M= 1,300 C400HS000100 M= 7,210.69
Marked Crder: 1500 - 1 - 1300 - 1

Marked Atom: ¥= 17433 ¥= 20,6702 Z= 6.5013
Length=18.219 Angle=_0 Dihedral= 0 Lper= 0

SI714ILER
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o H 3 GoL/EmaED - &8

-CeHS | -CYCLOPENTYL ~ Repl | B <& [ @&

Wirmostar

AMI EF PRECISE GNORM=0.05 NOINTER GRAPHF VECTORS MMOK

@ Animation -

File  Control  Tools

UserData¥thF *_liquid_Imp_tmp#lmp_tmp.dump

TIMESTEP 1EIEI
TIMESTEF 200
TIMESTEF 300
TIMESTEP 400
TIMESTEP 500
TIMESTEP 600
TIMESTEP 700
TIMESTEP 800
TIMESTEF 200
TIMESTEP 1000
TIMESTEP 1100
TIMESTEP 1200
TIMESTEP 1300
TIMESTEP 1400
TIMESTEP 1500
TIMESTEP 1600
TIMESTEF 1700
TIMESTEP 1500
TIMESTEP 1900
TIMESTEP 2000

TIMESTEP 2100 v

nnnnnnnnnnnnn

Result |

Charges Avail: User @ g

tho= 0,600 gicm™3

a= 27124 b= 27124 c= 27.124

alpha= 90.000 beta= 90.000 gamma= 90.000

Plot  Column Excel Custom Plot
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1.  AnimationV A/ KA P DPlay/Pause (ARE=/A) KA EHTENSD

IRIDT7 = A—aVhBBEIND,

2. ToA=13 %A LT-%Closerth A& 1T,

Tools

.. ata¥thf_liguid_gmx_tmp¥gmx_tmp_mdrun.tre

— O

Gromacs

@ Animation
File  Control
frame 29 time=
frame 30 time =
frame 31 time=
frame 32 time =
frame 33 time=
frame 34 time =
frame 35 time=
frame 36 time =
frame 37 time=
frame 33 time =
frame 39 time=
frame 40 time =
frame 41 time=
frame 42 time =
frame 43 time=
frame 44 time =
frame 45 time=
frame 46 time =
frame 47 time=
frame 43 time =
frame 49

5.500000z2
6.0000000
6,1999995
5.4000001
£,5999999
6.5000002
7.0000o0oo0
7.1999995
7.4000001
7.5999339
7.500000z
§.0000000
8.,1999995
§.3999996
8.6000004
§.5000002
9.0000000
9,1999935
9,3999995
9.6000004
9,5000002

x

AL Reload

Speed

[JLoop

|

Tesulk |

Colurnn Excel

ot

| Close

™

Open Yiewer

Expork,.. ¥

Winmostar N= 1,300 C400H8000100 M= 7,210.63
Marked Order: 1300 - 1 - 1300 - 1
Marked Atom: X=13.0164 §¥= 196713 Z= -0.307

Length= 284254 &ngle=UMihedral= 0 Lper=,0
g ey ¢ ip ; 5

v

Charges: S

$p X tho= 0.600 g/Cm~3

a= 27.124 b= 27.124 c= 27.124

alpha= 90.000 heta= 90.000 gamma= 90.000
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*  Preset/INPT (fast)
«  Basic® 7 MO# of Time Steps|%25000

o

LAMMPE Setup

Extending Simulation

MPT (Fast) ~

{glam™3)

Basic  advance ©utput  Interaction  Mon-equilibrium (1) Restraint  Automatic  Options

Uniits real

Akom Style Full

# of Time Steps | 25000|

X s

W Ais
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Time (f=)

il 50000 [JLogarithm
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EN—%E)

*,‘W“w ) MW‘ “M,MM wﬁ #“l M [ oersv]

Refresh

Options. ..

== 4=

=1T

ERSR

HERTER DEIZELTTZoA—2aVEERT 5 (LIEBLEL),
4. IRIILX—FEILRFZUED) L. DensityDy S 7%MERT 5,

E‘a Ener

Energy Terms

|:| Temp
|:| PotEng
|:| KinEng
|:| TokEng
[ Enthalpy
|:| Press
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Density
|:| Lx
Oy

|:| Lz

|:| P
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£

>

v

[Jelock Average  Size
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1. F—D—F&RERIVEVIVIT B,

2. UTDEIIZEREL, RuniR2UFHLEIFELRKRICHEZEITT 5,
«  Output®7 MCalc Fluctuation PropertiesxF v

3. EERTHR.WMEIZUTToA—3 axEET5LIEELREC).

LAMMPS Setup

Extending Simulation Preset MPT ifa:

Basic  Advance QUEPUE  Interaction  Mon-equilibrium (1) Rest

Dump Interval (durp) [ calculate therm:
Dump Inkerval {xkc)
Dump Interval (ove) D

Loqg Interval | 10 |

Zalc Fluckuakion F‘ru:upertiTi

|u.nit5 real
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1. IRILF—FRZED)VIT B,
2. Calc AverR2 %) w09 5,
3. TXARRNIF7AILHEAZ., ZIICIIBRRERNZEDEHELNH AINTLNS,

| energy_avelog - ATEE — O x
JrALR REE SH0) 'BFEM ALTH)
Ff data Average Standard error ~
Temp (K) 299.763514006722370 0.190162642185275
PotEng (koal/mol) 1114.843554916067700 0.703925690038922
KinEng (koal/mol) 922.429160619501820 0.585166504173924
TotEng (keal/mol) 2037.272716187046100 1.086089029501141
Enthalpy (keal/msl) 2036.78497669864 1600 4.484640870542744
Press (atm) 0.544343835151879 21.253006140141174
Yolume (A3) 14151.276768185454000 7.196668366983791
Density (g/em"3) 0.845614902322143 0.000420645078788
Lx (A) 24.180812566346812 0.009992534524524
Ly (A) 24.180812566346812 0.009992534524524
Lz (A) 24.180812566346012 0.009992634524524
Pxx (atm) 19.636501442386080 35.277203170676621
Pyy (atm) -28.267691176982445 33.065558321311667
Ml Pzz (atm) 10.264222077897747 34.365058602426195
Pxy (atm) 2.004022664628303 23.598153450390355
Pxz (atm) -18.694882411175050 22.670192408524790
Pyz (atm) ~11.386043089252608 27.794371494620122
h. Gam Nsurf 3578273699919789 9.959479560577396
E_pair (keal/mol) -682.278170163869060 0.414652681359241
E_vdwl (keal/mol) -621.817061722621180 0.368610154156571
E_coul (keal/mol) 1183.072311990409900 0.480693241601497
E_leng (keal/mel) -1243.533419784171200 0.498286552652022
Cloze E_tail (keal/mal) 0.000000000000000 0.000000000000000
E_mol (keal/mol) 1797.121725669473300 0.825651537441581
E_bond (keal/mol) 150.233027226219460 0.197268994775482
E_angle (keal/mol) 849.685480236611710 0.536646123220238
E_dihed [keal/mol) 797.202308653077630 0.398676645748173
E_impro (keal/mel) 0.000000000000000 0.000000000000000
Gvm (}/mol/K) 295.892077697 106370 0.673116666506024
Cpm (J/mol/K) 295.916113576251070 0.673183527270181

betat (1e-10 m™3/)) 7.5732605639468429 0.023218743443143
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o R ARAT (LB L)

%%+ TEnergy Ploty 1> K™ CCpmébetatlZF v E AN TDrawh A d &
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Density [kg/m”3] 878.7 +- 0.2
Diffusion constant [1e-5 cm”2/s] 1.7 +- 0.3
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