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© No Solute ol J. Wang, W. Wang, P.A. Kollman and D.A. Case. Journal of Molecular Graphics and Modelling,
Force Ficld 25, 247-260 (2006). ; ). Wang, R.M. Wolf, J.W. Caldwell, P.A. Kollman and D.A. Case. J. Comp.
= gerion Chem., 25, 1157-1174 (2004).
GAFF k
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Water Moddl Neutral na| W. L. Jorgensen, D. S. Maxwell, and J. Tirado-Rives, J. Am. Chem. Soc. 118, 11225-11236
(s 3 a| (1996).; W. L. Jorgensen and N. A. McDonald, Theochem 424, 145-155 (1998).; W. L. Jorgensen
and N. A. McDonald, J. Phys. Chem. B 102, 8049-8059 (1998).; R. C. Rizzo and W. L. Jorgensen,
J. Am. Chem. Soc. 121, 4827-4836 (1999).; M. L. Price, D. Ostrovsky, and W. L. Jorgensen, J.
Estmated Volume = === Density ==1 Comp. Chem. (2001).; E. K. Watkins and W. L. Jorgensen, J. Phys. Chem. A 105, 4118-4125
(2001).; G. A. Kaminski, R.A. Friesner, J.Tirado-Rives and W.L. Jorgensen, J. Phys. Chem. B 105,
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@ Extending SimulationZF T v%

@ integratorldmd (9 FEI A1)

® ARTYTH (nstep) L 15000

@ ZETO#FEERZEHHE (constraint: all-bonds)
® EEZH AR (nstxout) [£100 steps

® WEIZIGL T, loptions12J THi 5 %tEE

B parameters (1)57 | =

Preprocess | Parameters (1) |Parameters (2) I Opﬁons|

Gromacs Setup

Parameters for mdp File

I[@ Extending Simulation

Velocity Generation

gen-vel yes

Run Control

—
® inteqgrator md
—

Simulation Time

{ I

dt [ps] 0.002

|[® nsteps 15000

Energy Minimization

emtol [KJ/mol/fnm] 100.0

emstep [nm] 0.01
2016/01/12

Electrostatic Pressure Coupling

coulombtype poupl
(e »|  taup o L0

rooulomb [im] 1.2 compressibility [/bar] |4.5e-5

vdw ref-p [bar] 1.0

vdwtype refcoord-scaling no

rvdw-switch [nm] 1.0 Constraints

rvdw [nm] 1.2 @ constraints @

Temperature Coupling constraint-algorithm | LINCS -

tcoupl Output Control

tc-grps System @ nstwout 100

! Options%#7 !

| Preprocess | Parameters (1) | Parameters (2) | Options |_

mdrun

[ MPT (for Remote Job)

1

®

# of Threads 4
Verbose Output
maxwarn 10

Backup Warking Directory
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[T coul.+edp. 46000 [ coul.+ecp. 000

Potential [7] Potential

[T KineticEn. Kinetic-En.

[ Total-Energy [C] Total-Energy

[ Temperature = 48000 [] Temperature =

[ Pressure g [T Pressure £ 6000

[Z] Constr.rmsd 3 [ constr.-rmsd 2

[ vir-xx - [ vir-xx

[ virxy | B [ virxr

71 virxz 2 30000 7] vir-xz 2

4 n (3 4 n 3 S000

52000 — m
V] Autoscale L ] Autoscale PO IR R T R N B
XMIN XMAX 0 5 10 15 20 25 30 KMIN XMAX o 5 o 15 20 25 30
Time (ps) Time (ps)
YMIN YMAX YMIN YMAX
Lo | [smencal]

2016/01/12 Copyright (C) 2016 X-Ability Co.,Ltd. All rights reserved. 12



\A X-Ability Il KFDIA/—)L1HF
@ EEHRMMDCRE-E—7E: npt)

[ —D—FREINSUTDLSITREL. [GromacsE1T 19 %(82 sec)

BEENMDCEE—E: nvt) Mo DEE M :
REZFIDFTEMNS5|EHE< (gen-vel=no)
AT T8 (nstep) [E 15000

£ A %fE (pcoupl) [ZId parrinello-RahmanZ{E
X EIE 1 (ref-p) [X1 bar

CISISIS

SN parameters (1)%7 =[T
Preprocess | Parameters (1) |Parameters {2) I Dptinnsl
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Extending Simulation Electrostatic Pressure Coupling
Velocity Generation coulombtype m
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Simulation Time vdwtype | Cut-off - refcoord-scaling no -
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Parameters for mdp File

Extending Simulation Electrostatic Pressure Coupling

Velocity Generation coulombtype pcoupl [parrinello—Rahman -

gen-vel [PME v] tau-p [ps] 1.0

rcoulomb [rim] 1.2 compressibility [fbar] 4.5e-5

integrator vdw refp [bar] 1.0
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Simulation Time vdwiype refcoord-scaling
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Energy Minimization Temperature Coupling constraint-algorithm
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Boundary Condition tau-t [ps] 1.0 nstvout 100
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Y PO frame 14 time = Z.goooonn tem
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& 1 frame 22 time = 4.4000001 .
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AR OATD[Reset] RZVFHLT IAHILMEICRT

No Solute Z1E iR
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3.5 nmIZERE

B % (solvent) IZTWATERIZHETEL . KB IEHH A £ (maxsol/nmol)Z1500(Z
ConcentrationZ0.201ZZ &

T74ILZ%TH20 _Na5CI51&LTRTE

i Gromacs Set Preprocess/jlj‘ ﬁw‘ﬂ >

QIGISI®ISIS

Preprocess Parameters {1) | Parameters {2) | Options |
pdb2gmix editconf
() Use acpype Box Type cubic -
Method [ Distance [nm] 1.5
@ AM1-BCC
Box Size [nm] 3.5 3.5 3.5
Gasteiger
User 20,0 0.0 an,0
() Use pdb
-/ Use pdba2gms solvate [ insert-molecules
Ignore H ato
grore Hatom smnl@ [warer <) 99
@) Mo Solute
2/ Mo =ol maxsolinmol 1500
Force Field
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[ Add T @ entration [molfiter] 0,20
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® WHEIZEHL T, loptions 127 THi 5 #EEE
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Preprocess | Parameters (1) |Parameters (2) I Opﬁons|
Preprocess | Parameters {1 | Parameters (2 | Options |_
Parameters for mdp File | pr { } { }
= e ) )
1 Extending Simulation Electrostatic Pressure Coupling mdrun
Velocity Generation coulombtype poupl
[ MPT (for Remote Job)
gen-vel yes - [PME v] tau-p [ps] 1.0
Run Control rooulomb [im] 1.2 compressibility [/bar] |4.5e-5 .
@ integrator md - vdw ref-p [bar] 1.0 @ # of Threads 4
Simulation Time vdwtype refcoord-scaling no
dt [ps] 0.002 rvdw-switch [nm] 1.0 Constraints Verbose Output
|[® nsteps 15000 rvdw [nm] 1.2 constraints all-bonds
Energy Minimization Temperature Coupling constraint-algorithm | LINCS - MEXWarn 10
emtol [KJ/mol/fnm] 100.0 tcoupl Output Control
Backup Warking Directory
emstep [nm] 0.01 tc-grps System @ nstxout 100
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Run Control rcoulomb [mim] 1.2 compressibility [/bar] 4.5e-5

integrataor vdw @ ref-p [bar] 1.0
Simulation Time vdwtype | Cut-off - refcoord-scaling no -
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