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. @ BRERE/ N ERREzOVUYIUEY,
. Add Displayed Moleculez2Uw 2oL [1] EABDULOKZDI VW OIULERT,
. Add WaterzZoUwZoU [500] EABDULOKZOUWIULERT,
. Set Density(C [0.9] EAHNUBuUildZz2oUwvOULFET,

Solvate/Build Cell - O X
Name #Mol  Position moll | Composition
| [DISPLAYED] 1 Fixed 0.099 C2HE0
WATER 500 Random 49,704 H20
Add Displayed Molecule... Add File... (mol2,wmm,etc.) Delete
Add SMILES... Add Water..,
Simulation Cell - Option
© set Density 0.9 glam~3 v
(O Set Margin from Solute [nm] 1.082282
OSetLatﬁ:e Constants [nm] 2.55628: 2.55628: 2.55628:
deg] 90.0 90.0 90.0
Same as main window
Change only one direction...
Box Type cubic v
Total Number of Atoms: 1509
Reset... Buid (Mult) Cancel

M= 1,509

Length= 0.

C2H10060501 M= 3,053.57

Marked Order: 9-8-2-5
Marked Atom: X= 2.86156 Y= -1. 185076 Z=-0.163237

= 105.09JT0 LPET= U 0007 F

Charges Available: User (Qtot=0.00,Qrms= 0.598)

rho= 0.899981 gfcm™3
a= 25.563000 b= 25.563000 c= 25.563000
alpha= 30.00000 heta= 30.00000 gamma= 90.00000
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OKZzoOUwOU. [HEHEESNELE] EXRRSNTES0KZIUYIUET,
# of jobsD+Z1C oUW I LET,
4th jobdSimulation timez [100] [CEBEULET,
BEHESimulation time, Temperature, PressurezZzZE£U%x 9., (KETEZEEARE)
STEREZEELUCEHEZE<L<RBTIEZVWES(T1st jobH»53rd jobETIANRTD
Precisionz [Low] (CEEULXETY,
7. 4th jobdDDetailsz2o v O U, U TFOLIICEELIZEB0KZIOUY I ULET,
— Output’s T dDnstxout-compressed* [10] (CEE
8. OKZZJUw/oUL., SITDEE I > ROTHEHEKREULERITZIOUYIUET,

O U AWN R
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1. @ BEERE/CIVEBEZIVYVIUET,
2. Add WaterzZUwZoU [500] EASDULOKZEOUYIULET,
3. Set Density(C [0.9] EABDUBuUildZz2oUwv2OULET,

@ Solvate/Build Cell — O X M= 1,500 H10000500 M= 9,007.5
Marked Order: 0-1-9-8
. " o Marked Atom: X=0Y¥=02=10
Name #Md | Position \L/ Composition | Length= 11 i =24:92452 tper="0:6813
| water 500 Random  49.958  H20
Add Displayed Molecule. .. Add File... (mol2,wmm,etc.) Delete
Add SMILES... Add Water...

Simulation Cell  Option

© set Density 0.9 g/am”3 v

Set Margin from Solute [nm]
o Set Lattice Constants [nm] 2.55193% 2.55193% 2.55193¢
wales [deg]  90.0 90.0 90.0
Same as main window

Change only one direction...

Box Type cubic v _'Y

IE 3
Total Number of Atoms: 1500 ., Charges Avanlable User (@tot 0.00,Qrms= 0.539)
7 tho= 0.899935 g/icm*3

a= 25.520000 b= 25.520000 c= 25520000
Reset... Build (Muit) Cancel alpha= 90.00000 beta= 90.00000 gamma= 90.00000
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WzoUw2oUET,
EESimulation time, Temperature, PressureZZE£UX9 . (KETIZEEARE)

STEREZZRLUTCSIEZELEBTIEZVLWES(d1st jobHh53rd jobETIARTD
Precision [Low] (CZEEULZXEY,

. 4t jobdDDetailsz o' Jwv L. UTOLDS(CEELZS0KZTIUYIULET,

— Output’¥ JdDnstxout-compressed’x [100] (CEE
OKZzoUwv oL, 3TD/EDI > RUOTHEHESREUERGTZIUYVIULET.,

mﬂ winmostar copyright 2008-2025 X-Ability Co., Ltd.

10



V. ROEFY>YD (BER)

1. ] I7ANEAL>OR—bETJYIUP. 6TRFEUTetoh amlbce.mol2ZBIEET,
2. T7AINEAR—MNIA 7O THEUTHRARASIZ I IV I ULET,

m winmostar copyright 2008-2025 X-Ability Co., Ltd.

11



VI.sI8D=RT ((BER)

M (D—0J0—8E) M=% 7.
S 3 TERTLETH ? | EERSNESVWWIEIUYSILET,
(DFEIVEROMDEREAN] EERSNES0KEIUYIUET,

HBFEEDYUT IO RIOTOKEIUYIUL., [HEBMNERESNFEFLRE] ERREINZS50K
20 UwIUERT,

Preset’z [Isolated system NVT Equilibration] (CZEEUZETY,

# of jobsD+Z 1l JUwv I ULFET,

3rd jobdSimulation time%z [25000] . Initial velocityz [From parent] (CEEULET,
EHESimulation time, Temperature, PressurezZE UE9 ., (RETEZEZEAE)

3rd jobdDDetails= o JUwv O U, UTFOLIICEELIES0KZIUY I ULET,

— Output¥TJ dDnstenergy% [10000] . nstxout-compressedz [100] (CEE
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1. £ TCOsTENMER TR, MD | Gromacs | EREER{TZ=OUv oI ULET,
AT RICEDIZAN | TOSTOV | TOVRATO-FTRRZIVIVIULET,
3. ITOXTO—STworkd_GMX_NPTIA)LF &R DIFiz5Setup Energy Representation
MethodJ - > RODSUmmaryOEIC RSw o7 RROVIUET .

@ Setup Energy Representation Method — | X
Solution  Solvent  Solute
L > Summary | number of spedes ; 7 ~
- malecule name : MOI ]
[ number of molecules
1 ! ) ensemble : NPT
s [ 3 Display temneratire @ 300. i
Trajectory file b winmos 1 1%¥UserData¥etohag_er.wmp —|
(.xtc) #¥work4_GMX_MPT#¥gm_mdrun. xtc
Log file Ci¥winmos 1 1¥UserData¥etohag_er.wmpjdata }
(.log) #¥work4_GMX_MNPT#gmx_mdrun.log
Topology file C:¥winmos 1 1¥UserData¥etohag_er.wmpjdata
(. top) #work4d_GMX_MPT¥gmxx. top
Options... Solute Name MOLO1 ~
Reset... Start... Close
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1. [E#R(CSolvents J =k Ework8 GMX NPT A )LA %, Solutezf=workll GMX_ NVT
AN ZRSYIO7>RROVIUET,

2. StartzoUw oL, TLWI ALY —ZERMRL (RETIHMRICetohag eq.wmpidata®d T I(C
ertest EVWD T AILIZVERR) OKZOUWOUEYT, OV —ILTa > ROMIBEEND,
ERModDYUER U(ES <RNET .

@ Setup Energy Representation Method - O x @ Setup Energy Representation Method — O x

Solution  Solvent Solution  Solvent  Solute

3 ‘-_. b - Summary | molecule name : SOL ~ Summary riumber of spedes: 1 A
P O number of molecules : 500 molecule name : MOLO1
© oo *,‘ ensemble : NPT q number of molecules : 1

e & ) temperature ; 300, 1 ) ensemble : NVT

'; re L] i Display nresare @ 1.01325 harI v Display temnerahire @ 0. K v
Trajectory file C:¥winmos11¥UserData¥etohaq_er.wmnpjdata Trajectory/structure C:¥winmos 11¥UserData¥etohaq_er wmpjdata
(.xtc) ¥work3_GMX_MPT¥gmx_mdrun.xtc (.xtc/aro) ¥work11_GMK_NYT¥gmx_mdrun.xtc
Log file C:¥winmos 11¥UserData¥etohag_er. wmpjdata Solute type: flexible
(.log) ¥work8_GMX_MPT¥gmx_mdrun.log

Options... Solute Name MOLO1 Options... Solute Name |MOL[2|1

Reset... Start... Close Reset... Start...

m winmostar copyright 2008-2025 X-Ability Co., Ltd.



VIL.faR A&

1. ERmModDAUENR T LY —=IL T4 > ROMEAUTZ#. MD | Gromacs | ERIEERRHA
HaI0 IV IUET, P. 14TEHEZETUIEIAILY (RETldertest) TERULOKE D
Uw2od3E HEERBIRIILF—DMmDIS T LB SNEEEMBERIRILF—

(Solvation Free Energy) W& RrE=NEI,

(Twice the standard error) Unit
Solvation Free Energy  -3.2729 + 0.3373 1O kealjmol
Solvation Energy -18.6329 4+ 0.7589 O kdjmol

02

|
} ! Solution
Reference

02

0.1
0.1
|

| I
0.1 ! |

Histogram

0.1 |
0.1 |
0.0 fw"., f l
0.0

0.0
-5.00e+0 0.00e-1 5.00e+0 1.00e+1

E /kcal/mol
®: 133 Y 1.05e1

Show Setting Refresh Options... ¥

Citations

General formulation:
N. Matubayasi and M. Nakahara, 1. Chem. Phys. 113, 6070-6081 (2000). |
Approximate functional for the solvation free energy:
N. Matubayasi and M. Nakahara, J. Chem. Phys. 117, 3605-3616 (2002);
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