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EEREENZFAFET D,

[Put the molecule on main window as solute] DF v % 4 L. [Add water][TRF> %
21)599 %, [Enter # of molecules][Z5001&E A ALLIOKIZD)wId B,

- o EN

Solvate /Build MD Cell

Put the molecule on main window as solute!

&
Mame # Mol Position

molfl W Composikion

> add Waker Add .mol2 File
Simulation Cell | ption
(®) Set Density [gicm™3] e

Set Distance From Solute [nm]
() 5ek Box Size [nm]

Q0.0 Q0.0 Q0.0

Baox Type cubic
Total Murnber of Atoms:

Reset | Build |
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[Set Density [IZ10.91&EA AL, IBuildlZ#2)v 99 5EERD KSHERDER
=N,

IR SRE(E) ET(N) EEBOMP) OM MD BHR(E) w-{T) F3

_ AB| %% 4 H BRa | £ OF

) Solvate /Build MD Cell - O IEE
fidd | Del | -CHS | -C2H3 | -CEHS | -CH3 v Repl | H 1w | Che | Zoor
["TPut the molecule on main window as solute Atar
Mame # Mol Pasition molfL % | Composition Baru
| WATER 500 Randam 40,955 HzO M1 EF
Winmoz1

Add Water Add .molz File Delete

2k
kS
Simulation Cell | option 4L
5k
BF
(®) Set Density [gferm™3] m ] Tr
3k
Set Distance From Soluke [nm] Ig :E
11 F
() set Box Size [nm] 2552 2552 2552 Tport }g E
14 F
90,0 90,0 90,0 15t
16 C
Box Type cubic " 17 +
1 [
W3z

Taokal Mumber of Akams: 1500 /

Reset Build (
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HREI> [V EER/HwEIZE 1)y . [Expand] D[Width][Z50 & A 1L .
[Expand] R2 %91 voL . [OKIZED)vIT B,

& Create /Edit Cell - O IEE
(®) Box Yeckors (") Lattice Conskanks (_JLAMMPS Tilt Fackors
Creake
Distance [4] |5 Create A Y z Boundary
¥l |25.5200 00,0000 0,0000 Periodic w
Expand A_
width [A] 50 [ ( 0000 25,5200 0.0000 Periodic W
s @z \l Y3 |0,0000 00,0000 1255200 Periodic v
Side (@) +)- origin |0,0000 00,0000 -50,0000
Clear
Reset (114 Apply
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Add Del | -GH3 | -G2H3 | -CEHA | -CH3 v | Repl | H 1w | Ck

senerated 1,500) H1000OS00 MASS=9,007.64 ¥=2,3000 Y=6.2800 7=
-2-0-0 Leng=1.001 Ang=* Dihed=" Lper=* O
/0l=81,747.4606(Rho=0,1830
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[MD]>[Gromacs]>[F—7—RE&EIZ V") vIL. [ResetlRFZEHL .

[# of Threads]IZili 5%z A 7ILIOK] 9 %, [MD]>[Gromacs] > [GromacsZE{T]
9yl BEZ- RO TI7AILEFNF N spce500k.gro] . [spce500k.top |
ELTRET D, o o  AEE

[ Extending Simulation # of Threads 2|

Preset Minimize {fast) v []MPI{for Remote Joby 1

Basic | Advance | Output | Inkeraction | Other | Automatic | Options | Force Field

Run Control Temperature Coupling
0.002 berendsen
nskeps S000 System
Tokal time:  NJ& 300.0
inteqratar steep W 1.0
¥elocity Genera tion Pressure Coupling
Yes no
| Fix: random seed isokropic
12345 1.0
Explicithy set gen-temp [K] 300, 1.0
4.58-5

no

Cancel Load Save Reset
Copyright (C) 2017 X-Ability Co.,Ltd. All rights reserved. :II

2017/5/7



X-Ability

HYORTFTEYT 4

. E#EEETE

HERTR. BUFX—7—FE&EIZY)vIL. [Extending Simulation][CFTvI%
AN [Preset]IZ[NVT (fast)]ZZEIRL . [ref-t [K]][Z500 1% A A LIOK]Z DY vIT B,
Z L THE[GromacsZETIZ V) VU9 5,

& Bromacs Setup = B
(¥]Extending Simulation; # of Threads 2
Preset MYT (Fast) [IMPI {For Feemote Job) 1

Basic | pdvance | Oubpuk | Inter n | Other | Automatic | Options | Force Field

Run Control Temperature Coupling
dt [ps] 0,00z teoupl berendsen W
nsteps S000 bc-grps Syskem
Tatal time: 10 ps ref-t [K] 500
inkegrator md v bau-t [ps] 1.0
¥elocity Generation Pressure Coupling
gen-vel ves v | pcoupl no W
Fix random seed isotropic
gen-seed 12345 1.0
[JExplicithy set gen-temp [K] 300, 1.0
4.5e-5
no

Load Save Reset
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AFERTE. BUF—T7—FE&REIZY)vIL. [nsteps](Z2500001& A AL
[gen—velll[Z[no]lZEIRL . [OK]ZEV) YT 5, ZELTHE[GromacsXET]%
29995,

& Gromacs Setup - B “
Extending Sirmulation # of Threads z
Presel | MMT (Fast) v | [CIMPI (For Remote Job) 1

Basic | Adwance | Output | Interaction | Obher | Aukomatic | Options | Force Field

Run Control Temperature Coupling

dt [ps] 0.002 coupl berendsen (¥
nskeps 250000 Syskem

Total kime: 500 ps ef-t [K] 300.0

integrator md w | kau-t [ps] 1.0

¥elocity Generation ressure Coupling

gen-vel 09 S no v
| Fixx random seed isakropic
12345 1.0
Explicithy set gen-temp [K] 300, 1.0
4.5e-5
no
e
| oK ( Load Save Reset
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[MD]>[Gromacs] > [TRILF—ZELIZEEIRL. TIHILETE[ENDedrT7AIL
#Bi<, [Calc Avel REZEH) oL, TIHILETEIEN Bgrod 7 A4 ILERL,
[Pres-ZZ]IZZ&RIE (RRFEIE S, BfLldbar) . [#Surf*SurfTen]IZ5R E#(2)&
FRMESE D DFE (BfIlEbarknm) MENINS,

@ e anargy_avea.og.dos - AR
JTAME) MRE(E) #F(0) FR(Y) MLI(H)

Energy kerms (Al Statistics over 250001 steps [ 10.0000 through 510.0000 ps ], 29 data sets
All statistics are over 25001 points
[] Temperature
[ Pressure Energy fdverage Err.Est. RMSD  Tot-Drift
Fhowon L LO0CR 001 Tl Q0748 (/m)
ir- oulomb (SR -37. 12 686 X J/mol)
[] virsz Coul. recip. 0.860051 0.0097 0.0611801 0.0346324 (kJ/mol)
i Potential -31.225 0.11 0.542095 0.403368 (kJ/mol)
L] vir-ve Kinetic En. 124652 0.0047 0.264021 0.0233712 (kJ/mol)
[ wir-vv Total Energy -18.7698 0.12 0.485174 0.426733 (kJ/mol)
[ vir-vz Temperature 499,834 0.19 10,5354 0.937304 (K)
0 I Pressure -7.26674 1.1 111.463 1.4721 (bar)
Wir-z¥ Vir-Xx 2119.8 5 391.806  2.08302 (kJ/mol)
] vir-zv Vir-xy -1.1742 1.6 239.042 -0.371305 (kJ/mol)
) Vir-xZ -0.0899893 1.4 238.313  -3.9262 (kJ/mol)
[ vir-zz Vir-yx -1.17412 1.5 239.044 -0.344622 (kJ/mol)
[] Pres-ux Vir-Yy 2116.89 1.8 392.389  4.88406 (kJ/mol)
[ pres-s v Vi 00oigs 4 e 5w (i)
- Vir-2x -0. . 238.3 -3.83 J/mol)
< > Vir-2y 0.408187 0.98  237.719  0.406208 (kJ/mol)
Vir-7Z 2044.55 1.4 383.712 -6.15202 (kJ/mol)
Pres-XX -19.4767 2.4 162.568 -1.54788 (bar)
Pres-XY -0.00619535 0.42 100.98  1.14384 (bar)
Pres-XZ -0.512764 0.44 100,693  1.70306 (bar)
Draw Close Pres-YX -0.00622886 0.42 100.88 1.133  (bar)
Pres-YY -18.61268 0.95 162.054  2.12677 (bar)
Pres-YZ 0.0266161 0.66  100.604 -3.91868 (bar)
A el Pres-ZX -0.510424 0.44 100,692  1.68785 (bar)
Pres-2Y 0.0303644 0.66  100.609 -3.90393 (bar)
[V] Autoscale Pres-77 16.2686 0.7 159.4 3.8374  (bar)
fSurfxSurfTen 443.5 16 2173.7 44 534 (bar nm)
YMIN LAY T-System 409,834 0.19  10.5354 0.937904 (K)
Lamb-System 1 0 0 00
YMIM MG e
Redrai Excel

ZZ 3k : R. Sakamaki et al, J. Chem. Phys., 134, 124708 (2011).
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[MD]>[Gromacs] > [FE 2]z ERL. TI7AHILNTREIEINS3 DD I71IL
% BA<, [DrawliRA & 09T bEzE FRIDFZE T NRTSND,
B [RBETNENDOEZEZIET AL, [Excel RFZEHLesvI7MILE

£BRL. EEBDTSTIINGETIAITAUTE1T5,

& Density Profile

Target Grolp |0 : System Partial density

Create Group 800

First Frame [ps] 1.0 |f! |

3.
=)
3
I
——
|

8

Density (kg m )

b = R I \
Flot 0 5 10 15 20
Coordinate (nm)

Autoscale

Redravw Excel
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