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AF1—R)7ITIEKDODKEEHRDETENRKIELEREAENEETET 5,
1. @ (BREZEE/EIVEER) Z0Uv0T 5,

2. Add Water&9')v99 5,

3. Enter # of molecules(Z500& A AALOKZES)vHT 3,

EX solvate/Build Cell - | e

Name #Mal  Position moll | Composition

A

| S— Add water
Add Displayed Molecule... Add .mol2 File... Add water.. . ﬂ_ 1
Enter # of molecules 500
Simulation Cell | Option ‘ ‘
® set Density [gfem~3] 0.6 | Cancel
| 4

Set Distance from Solute [nm]

(") Set Lattice Constants [nm] Import

Box Type cubic e

Total Number of Atoms:
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1. Set DensitylZ0.9¢A AT 5,
2. Build&#oUvo9d 5EERDISERNMMERIND,

B2 solvate/Build Cell — m| e
MName # Mal Position moll Compasition
WATER 500 Random 45,955 H20

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

Simulation Cell  Option

(®) Set Density [g/om~3] m
Set Distance from Solute [nm]
() 5et Lattice Constants [nm] 2,552 2,552 2,552 Import
es [deg] |90.0 90,0 90.0
Box Type cubic ~
Total Mumber of Atoms: 1500
—
N
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1. @ (RIVEERER)EZD )T 5,
2. Expand®Width(Z50& A AL, Expandz=2')vy99 %,

3. OKZEVIYIT 5,

R DYER

Copyright (C) 2019 X-Ability Co.,Ltd. All rights reserved.

B Create/Edit Call - O
(®) Box Vectors () Lattice Constants () LAMMPS Tilt Factors
Create
(®) Set Distance [A] Create X ¥ il Boundary
[+]Use Cubic Cell HL |25'52|:":I | |D'E":":":I | |D'E":":":I | Periodic il
() et Dimension [A] | 15. S~ v2 |n.|:|n|:u:| | |25.51t|n | ||:|.|:u:|nn | Peristhe w
V3 |n.|:|n|:u:| | ||:|.|:u:u:|n | |125.52Eu:| | Periodic v
Expand
I Expand 0.0000 | ||:|.|:u:u:|n | |-5|:|.n|:u:|n |
Axis Oy @7z
SIdE l:::l - @ +I|I'_
Reset | 0K < =| Apply
N T
N
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|  WARNING: FTICEFHEYETENEETHBYUET. E7F

N

ZE V4O TIEVWES)YIT B,

Reset#41)wsL . # of Threads|Zii5I#ZE A DTS,

DIF7AINEENE Nspceb00k.gro. spce500k.topEL TREFT B,

Eﬂ Gromacs Setup
[C]Extending Simulation
Preset Minimize (fast)

Basic  advance

Run Control

Total time:  NfA
integrator steep

Velocity Generation

Fix random seed
12345

Explicitly set gen-temp [K] | 300.

Rese

{2

# of Threads

~ | [IMPI (for Remote Job)

Output Interaction Other Automatic Options Force

Temperature Coupling

0,002

Lo

3:<”*

Field
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Il FEMEETE

AERTRER. M F—T—FRE) 20Vv09 5,

Extending SimulationIZF 9% AtLPresetIZNVT (fast)z:EIRT %,
ref-t [K]IZ500&% A 19 5,
Runz2Jv99 %,

W

4
B3 Gromacs Setup — O >
Extending Simulation # of Threads
Preset | NWT (fast) [CIMPT {for Remote Job) 1
Basic  Advance Output In on er | Automatic Options Foree Field
Run Control Temperature Coupling
dt [ps] tcoupl berendsen ~

nsteps 5000 tc-grps System I

Total time: 10 ps ref-t [K] 500
integrator md | tau-t [ps] 1.0 l
Velocity Generation Pressure Coupling
gen-vel yes ~ | pooupl no ~
Fix random seed isotropic
gen-seed 1.0
[ Explicitly set gen-temp [K]  300. 1.0
4, 5e-5
Constraints
A

constraints hbonds -
N ¢ =0 ==

N
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. X5t&HE

1. BHIERTR . MM F—IT—FEE)ZVIVIT S,
2. nstepsIZ250000& A F1L. gen-vellZno%EIRT 5,
3. RunzyJ)vo9 %,

B4 Gromacs Setup - O X
Extending Simulation # of Threads
Preset | NVT (fast) ~ | []MPI (for Remote Job) 1

Basic  Advance Output Interaction Other Automatic Options Force Field

Run Control Temperature Coupling

dt [ps] 0,002 V l:l:oupl berendsen ~

Total time: 500 ps ef-t [K] 500
integrator md w | tau-t [ps]
Velocity Generation ressure Coupling
gen-vel no no ~
Fix random seed isotropic
12345 1.0
Explicitly set gen-temp [K] | 300. 1.0
4,5e-3
Constraints
constraints hbonds ~

Reset... Load... Save... OK Cancel
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(IRILE—FER)EV)VIL., TIHIETEENDedr 77/ ILERL
2. Calc Avez9vIL. TI74ILETEIEINDgrod 7M1 ILEEL,
3. Enter first frame to read (0D FEFEOKZEH) I3 B,
Pres-ZZIZZ&RE (VR EHE S, Efildbar).
#Surf*SurfTen R EE(2)EFRER N DFE (B fALIEbarsnm) hEHMND,

7 energy_avelog.dos - AEE - O ps
- O x TIUE BEE BRQ) EFFW ALTE
tatistics over steps . througl . ps |, ata sets
5 250001 [ 10.0000 through 510.0000 1, 29 d
Eneray Terms -~ All statistics are over 25001 points (frames
O L1sry Erergy bverage  Err.Est. FMsD Tot-Drift
[ Coulomb-{5R) LJ (SR) 5.05834  0.0084  0.32238] -0.0624246  (kJ/mol)
[ coul.recip Coulomb (SR) -37.4158 0,077 0.564572  0,521653  (kJ/mol)
' ) Coul. recip. 0.837529 0.0069 0.0548471 0,0444603 (kJ/mol)
otential otentia =31, R . . e
[] Potential P | 31,5198 0,074 0.415617  0.,503689 (kJ/mol)
[ Kinetic-E Kinetic En. 12,458 0.0045  0.266929 0,0163838 (kJ/mol)
netcEn. Total Enersy -19.0838 0.076  0,3306808  0.520073 (kJ/mol)
[ Total-Energy Temperature 499,867 0.18 10,7121 0.657484 (k)
Pressure -h.26542 1.6 112.192 10.2207  (bar)
H remperatare v 0 PR T 1 W vl
ir- -4, . . Mo
g Pressure Vi -1z 0330155 16 2890330 251749 (kdimol)
[ virxx Yir-Yx -4.31191 2.2 241.532 5.84396  (kJ/mol)
O vir-xy Yir-YY 2111.94 5.1 397.028  -31.7897  (kJ/mol)
’ Yir-YZ 1.86701 0.42 241,742 1.8776  (kd/mol)
[ virxz Yir-Zx 0.32271% 1.6 239.36  -2.57105 (kJ/mol)
O vir-vx Yir-ZY 1.86337 0.42 241,741 1.89157  (kJ/mol)
r-=i Vir-ZZ2 204402 3.1 387.803  -11.5293  (kJ/mol)
7 vir-yy w Pres-Xx -14.8776 2.9 163.248 14.5707  (bar)
Pres-XY 2.0250% 1 102.028  -1.43841  (bar)
< > Pres-}7 -0.0686801 1.2 100.993 3.59763  (bar)
Pres-¥ 2.02618 1 102.029  -1.42831  (bar)
Pres-YY -16.3938 2.1 164.669 13,0219 (bar)
Pres-Y7Z -1.56418 0.55 102,22 -1.91233  (bar)
Pres-Z¥ -0.0636575 1.2 101.002 3.61939  (bar)
. Pres-ZY -1.5827 0.56 102,22 -1.91801 (bar)
[normalize by Nmol Pres-Z7 15,4752 1.1 160,371 3.08936  (bar)
fSurf*Surt Ten 390.504 19 2204.96  -134.645 (bar rm)
-Systen . . .
Cale Ave [ Sb t 499 86; 0 Wg 10. 712[1] 0 657493 EI)()
amb-System
ou may want to use the -driftcorr flag in order to correct
¥ he -drif 1l d
for spuricus drift in the graphs. Mote that this is not
a subst itute for proper equilibration and sampling!
Draw Close
emperature dependent fluctuation properties at T = . . @
T dependent f1 T = 499.867

S Z Xk :R. Sakamaki et al, J. Chem. Phys., 134, 124708 (2011).
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T (HEREI) | BEDHZEIVIL. TIHIWNTEIENZ3 DD IT7AILERL
GroupTO0: System|ZFzvIFAND,

Drawz 2y 09 5L, ZEB AR DEE R NRRIND,

B, REBEN TN OEEZIF T S, Options | Open Excel&#21)voL.
cSVITAIEERL. FRDTSTVINTIvTAUTEITI,

Density Profile - O X
Partial density
700 Sys
600 | \ First Frame [ps] [10
2 500 ,
£ | “ Density
£ 00 , ‘ A
= |
2 ‘ | Group | I—
c a | |
g 300 [ | 0 : System
f ‘ I:l 1: Water
200 | | [Jz:sou
100 f \
2 4 6 8 0 2
Coordinate (nm)
X Axis Autoscale 0.12552 12.4265  []Logarithm Refresh
Y Axis Autoscale 6.06627 779.748 [ Logarithm Options... ¥ e
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