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2) GAFF

J. Wang, W. Wang, P.A. Kollman and D.A. Case. Journal of Molecular Graphics and Modelling, 25, 247-260 (2006). ; J.
Wang, R.M. Wolf, J.W. Caldwell, P.A. Kollman and D.A. Case. J. Comp. Chem., 25, 1157-1174 (2004).

3) OPLS-AA/L

W. L. Jorgensen, D. S. Maxwell, and J. Tirado-Rives,; J. Am. Chem. Soc. 118, 11225-11236 (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. 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, 6474 (2001).
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£y Gromacs Setup

Gromacs Setup

Preprocess |Paramebers 6] | Parameters (2) I Opﬁons‘

1
J

pdb2gmx

) Use acpype
Method
@ AM1-BCC
Gasteiger

User

(7 Use pdb2gmx

Ignore H atom

GAFFZ iR

(@) Mo Solute

Force Field

GAFF

Use user's itp

Water Model

[SPC,PE

editconf
Box Type H
[ pistance [nm] L5
Box Size [nm] 4.5 4.5
90.0 90.0
Import
solvate /insert-molecules
Salvent e~ omc - -
maxsolfimol 100 100
genion
[ Add Tons 0.15
Neutral MA 1)
CL o
WATER
Estimated Volume = 81,125 Density = 0.352
] [ Cancel ] l Load ] [ Save ] [ Reset ]
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cubicZxiEIR

DistanceM k4 JLEH T,
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FNEFNI00 DFEAS

[Parameters (1)]27 %51 w9

& Gromacs Setup

S

Parameters for mdp File

Preprocess | Parameters (1) |Parameters 2 | Opﬁonsl

[ Extending Simulation Electrostatic Pressure Coupling
Velocity Generation coulombtype peoupl no
gen-vel yes PME - tau-p [ps] Lo
Run Control rcoulomb [nm] 1.2 compressibility [bar] |4.52-5
integrator vdw ref-p [bar] 1
)
Simulation Time vdwtype refcoord-scaling no
dt [ps] 0.002 rvdw-switch [nm] 1.0 Constraints
nsteps 3000 rudw [nm] 1.2 constraints
Energy Minimization Temperature Coupling constraint-algorithm
emtol [KJ/molfnm] 100.0 tooupl nose-hoover Output Control
emstep [nm] 0.01 tc-arps System nstxout 10
Boundary Condition tau-t [ps] 1.0 nstvout 100
pbe XyZ - reft [K] 300.0 nstenergy 100
nstxout-compressed 0
[ OK ] [ Cancel ] [ Load ] [ Save ] [ Reset
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PC_DMC.datERILBERAD[PC_DMC_gmx_tmp] 74 /L% RO gmx_tmp.topZTF AT T2 THK

#include "amber03.ff/forcefield.itp"
#include "/cygdrive/C/winmos5/PC.itp"
#include "/cygdrive/C/winmos5/DMC.itp"
;include "gmx_tmp.itp"

#include "/cygdrive/C/winmos5/DMC.itp"
#include "/cygdrive/C/winmos5/PC.itp"
#include "amber03.ff/spce.itp”

#include "amber03.ff/ions.itp"

[ system |
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[ molecules |
; Compound nmols

PC 100 } PCEDMCDELEBHE1000FEESNTULVS,

DMC 100

* LY AXTHLTRES FHELNEVEE L, RRICERESN LS
FHNREHRIYDGELGETEN DS,
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¥ Gromacs Setup =RNC X
Preprocess Parametersv{lj |Parameters 2 I[thionsl
Parameters for mdp File
:) Extending Simulation Electrostatic Pressure Coupling
Velocity Generation coulombtype pcoupl no -
gen-vel [yes vl [PME v] tau-p [ps] 1.0
Run Control rcoulomb [nm] 1.2 compressibility [fbar] |4.5e-5
$ integratar vdw ref-p [bar] 1
Simulation Time vdwtype refrcoord-scaling no
dt [ps] 0.002 rvdw-switch [nm] 10 Constraints
$ nsteps 25000 rvdw [nm] 1.2 constraints all-bonds - (:
Energy Minimization Temperature Coupling constraint-algarithm
emtal [K1/malfnm] 100.0 tooupl Dutput Control
emstep [nm] 0.01 to-grps System nsteout 100 ¢
Boundary Condition tau-t [ps] 10 nstvout 100
pbc XYz - ref-t [K] 300.0 nstenergy IDD—
Berendseni: CiR wut-compressed 0
ERIEZETS,.
300 K (#925°C) IZEXET .

all bonds[ZZE &
(TRTOEE
=HRTD,)

TINTubE
100RTY 78
IZERET D,
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