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Solvate/Build Cell — O X
[arne # Mol Pasitian molfl Campoasition
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add Displayed Mulecule...{ﬁ Add Water, .. Delete
Simulation el Option
(®) Sek Density [g/cm™3] |D-6
Set Diskance From Solute [nim]
(") Sek Lattice Constants [nm] Impaort
90,0 Q0.0 Q0.0
Box Type cubic w
Tokal Mumber of Atoms:
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Copyright (C) 2019 X-Ability Co.,Ltd. All rights reserved.

[ solvate/Build Cell - O ¥
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[DISPLAYED] 150 Random 7681 CeHE

| Add Displayed Molecule. .. Add .molz File. .. Add \Water ... Delete
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(®) Sek Density [g/cm™3] |EI-E-

Set Distance from Solute [nm]
() Set Lattice Constants [nm] 31839 | 31839 | 31839 Imnporkt
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Box Tvpe cubic w
Total Mumber of Atoms: 1800
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c6h6_liquid.gro&06h6_llqwd.top&L'Cﬁ???’%)o

el o

s Setup
[ Extending Simulation
Preset Minimize (fast) mote Job) 1
dvance Output Interaction Automatic  Options  Force Field
Run Control Temperature Coupling
Gromacs P3G € [ L S NPT e
gSES?S nsteps System
GiaMESS -C6H5 | -CH3 Total time:  N/A 300.0
ﬁﬁﬁgﬁéag integrator steep o
Velocity Generation Pressure Coupling
LAMMPS
Quantum ESPRESS0
EJE\EHTNE‘E? Fix random seed isotropic
12345 1.0
Explicitly set gen-temp [K] |300. 1.0
4.5e
Constraints
constraints hbond: ~
A
OK. Cancel Run <
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_l/

el o

Preset NVT {fast) emote Job) 1
Basic  Advance Output Interaction O Automatic Options Force Field
Run Control Temperature Coupling

dt [ps] 0.002 teoun berendsen ~

Total ime: 50 ps ref-t [K]

integrator md ~ | tau-t [ps]

Velocity Generation Pressure Coupling Fau4 |,
gen-vel yes e peoupl no i

Fi dom seed isotrop

—

[ Explicitly set gen-temp [K] 1.0

Reset... Load... Save... OK
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Extending Simulation # of Threads
Preset NPT (fast) ote Job) 1
Basic  Advance Output Interaction Othel matc Upuons Force Field
Run Control Temperature Coupling

dt [ps] ’moupl berendsen ~
Total ime: 50 ps ef-t [K
integrator md ~ | tau-t [ps]

Velocity Generation Pressure Coupling
gen-vel no ~|  pcoupl Parrinello-Rahma ~
Fix random seed pcoupltype isotrapic ~

efo b
Explicitly set gen-temp [K] | 300, taup [ps]
compressibility [/bar]

Constraints

constraints all-bonds
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Runz2Jv99 %,

el o

Gromacs Setup — O *
Extending Simulation = ads

Preset NWT (vapor, fast) Remote Job) 1
Basic  Advance Output Interaction Automatic Options Force Field
Run Control Temperature Coupling

dt [ps] teoupl berendsen ~
Total ime: 10 ps ref-t [K]
integrator md ~ | tau-t [ps]

Velocity Generation Pressure Coupling
gen-vel yes ~ | pcoupl no ~
Fix random seed isotropic
— 10
[ Explicitly set gen-temp [§] | 300. 1.0
4. o

Constraints

constraints Gibonds
Reset, Load 5 QK C | Ri
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Basic  Advance Output Interacton Other ¢

Run Control
dt [ps] ||:|.|:u:| 2 |
nsteps |5000 |

Total time: 10 ps

integrator md b

Velocity Generation
gen-vel no <
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3. Set DensityMD{EZ0.9IZZLEL. Buildxv')vo3 3,

£ solvate/Build Cell

Simulation Cell  Option

(®) Set Density [gfom ™3]

Set Distance from Solute [mm]

- O o
MName # Mol Position molfl Compasition
WATER 900 Random 49,957 H20
N
]
Add Displayed Molecule... A Add Water. .. Delete

(") 5et Lattice Constants [nm] 31043 ||3.1043 ||3.1043 Import
9 0.1 9
Box Type cubic w
Total Mumber of Atoms: 2700
N
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3. Set DensityMD{EZ0.001IZZE L. Buildzv')vo3 3,

B solvate/Build Cell - O e
Mame # Mol Position moll Composition
WATER 1 Random 0.056 H20

'S

Add Displayed Malecule... A > Add Water... Delete
Simulation Cell  Option
@sctvmony oot

Set Distance from Solute [nim]

() Set Lattice Constants [nm] 3.1043 3.1043 3.1043 Irnport
9 90.1 9
Box Type cubic ~

Total Mumber of Atoms: 3

N
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1. Molecule A%7%4)v03 5,

2. Liquid PhaseMedr FileDSelectZ ')y .
c6h6_liquid_gmx_tmp LL T M gmx_tmp_mdrun.edrZz:EiR 9 5,

3. Liquid Phase®gro FileMSelect®x ')y .
c6h6_liquid_gmx_tmp LL T ) gmx_tmp_mdrun.groz &R 9 3,

4. Vapor Phase®edr FiledSelectz!) v .
c6h6_vapor_gmx_tmp LL T D gmx_tmp_mdrun.edrz &R 9 3,

ChifSelubility Parameters - O x
Molecule A Molecule B Chi / Aij
Liguid Phase  edr File |(ncnt selected) | select,..
gro File |(ncut selected) | Select...
Vapor Phase  edr File |(nu:nt selected) | Select...
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Molecule A(CZTlEARL+E ) DHildebrandiBfZEE /NS5 A—4 6§ B L.
Molecule A[G1=MDDPD/ATA—RA; X LI T DIGFFTICH ichd,
XERMEZE LB DI, BESEET S,

ChiSolubility Parameters - O *

Molecule & Molecule B Chi Jf Aij

Liquid Phase  edr Filz |ase¥l_|serData¥u:EuhE-_quuid_gmx_tmp¥gmx_tmp_mdrun.edr| Select...

gri File |ase¥UserData¥c6h6_|iquid_gmx_tmp¥gmx_tmp_mdrun.grn | Select. ..

Vapor Phase  edr File ||se¥LlserData¥u:EuhEu_\-'a|:|Dr_gmx_tmp¥gmx_tmp_mdrun.eu:lr| | Select... DJ@

Properties
Molar Yalume Vma [ro~3frnal] 9,42451e-05
Temperature T [k] 301,933
Isothermal Compressibility Kt [3fm~3] 2.08031e-09

Dimensionless Compressibili K=\ma/{R*T*KE - 15.04135 — e
ooty T 0 84T R
DPD Parameter Aii=(K-1 /(0. 2*tha) -1

(O
Liquid Patential Energy El [k2frnol] 23.8875 D P D / \ 7 )( 9
Vapor Potential Energy Ew [k3}rmal] 43,6022
Cohesive Energy dE=Ew-El [k3}ral] 24,71470

Solubility Parameter da=sqrt{dE/¥ma) [{em~33~1)2] 1619376 | 5%;: ﬁg JE / \03)(_9

Reset Excel Close
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X EXUDPDNFTA—EAZRD DGR

1. Molecule BR7%#91)v99 %,

2. Liquid PhaseMedr FileMDSelectx ') .
h2o_liquid_gmx_tmp LL T ) gmx_tmp_mdrun.edrz &R 3 3,

3. Liquid Phase®gro FileSelectx2') v .
h20_liquid_gmx_tmp LL T M gmx_tmp_mdrun.groz &R 9 3,

4. Vapor PhaseMedr File®Selectx4') vl .
h20_vapor_gmx_tmp EL F M gmx_tmp_mdrun.edrz:ER 9 5,

EZ chissolubility Parameters - O X
Malecule &4 Molecule B Chi f ajj
Liquid Phase  edr File |aase¥UserData¥h20_|iquid_gmx_tmp¥gmx_tmp_mdrun.edr| Select...
gra File |aasE¥UsarData¥h2n_Iiquid_gmx_tmp¥gmx_tmp_mdrun.grn | Select...

Wapor Phase  edr File |ase¥UserData¥h20_vapor_gmx_tmp¥gmx_tmp_mdrun.edr| | Select...
Propetties

Molar Yolurme Ymb [rm~3mol] 1.8211e-05

Temperature T K] 300,271

Isothermal Compressibilicy Kt [3jrm~3] 5.03993e-10 AR
Dimensionless Compressibility K=¥mbj{R*T*KE) [-1 dd | A I *E *ll i FEﬂ
DPD Paramel rer Aii=(K-19/(0,2%rho) [ 13.33971

O
Liquid Potential Energy El [k3fmol] -46,34 D P D / \ 7 } I 9

Wapor Potential Energy Ev [k3fmol] 0
Cohesive Energy dE=Ev-El [k3fmal] 45 24
Solubility Parameter db=sqrtidE¥mb) [{ferm~3)~112]

RRRENTA—F

Reset Excel Close
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Chi/ABT =, X 18FA—BELUDPD/RTA—R(A-A; ) B hah 3,

B chisSalubility Parameters - | X

Molecule & Molecule B Chi [ A

Density For DPD [-] 5, b
Properties
{ ij-ii | Chi [-] 1.45000
Wolume of a Bead Wh=MinNma, ¥mb) [r~3mol] 1.56211E-005
O m—
Zhi Parameter Chi=vb*{da-db}"~Z/RT [-] 8.53331 X/ \ 7 )( —9
DPD Parameter Aij- i [-] 12,37330

EiE N FE
Citation DPD/ \03}_9

R, D, Grook and P, B, Warren, 1. Chem, Phys,, 107 (113, 1997,

Reset Excel Close
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