VN winmostar Fa1—btU7)L

Gromacs
BIEAE BRI RILF—
(IRILF—FRRE)

V10.4.3
20215E48A1H KRsto7OoXR7EVUS o«

Copyright 2008-2021 X-Ability Co., Ltd.



AEZ(CDWNT
AZ(IWinmostar V1I0DOERBIZRIF1—KII7ILTY,

o #EHTWinmostar V10ZHBFEWNTRDAIEEFF—XHAA RESEBLTLIEEU\,
o BIEBEDFMEFANRNIEWAIFII—YIY =2 7)ILASRB L TS0,

AEOHNBOEZZHLEIND S, BEEETHELLITSV),
— WinmostariB ABEL : EftiEF1— bYU ZILDIEEREDHBNTUE T,

— WinmostarEhEEE R : HimINAES. BROFIRO#EL. BRI 1— U 7LD
VERE. BRBEUMNDOTF 12— MU T7)ILDO—EPORIESREEBNTULET,

- EREBEER : CHLLCISU CGEBRNSZBEHICHRINA AU TIETET,
o REORFTED (SERENEFRVEEIE. FITLLHIEMZESIRU TS,
« KK HBIEMMTHERULBRWSGEE, BHROEBE - BEDIZSH. BSEEEIA—AC. REED
BIRAEEZDR(CER SN T 71L&t UDTER S TZS U,

AKEDEFREIMRAEHIORTEUST B LET . RS IOXTEY >+ DFFER
< LWHRBEETOREDIE—, BRZZEUFT,

Ulll winmostar copyright 2008-2021 x-Ability Co., Ltd.


https://winmostar.com/jp/tutorials/BeginnersGuide.pdf
https://winmostar.com/jp/manual_jp/V10/html/index.html
https://winmostar.com/jp/seminar_intro_jp.php
https://winmostar.com/jp/seminar_basic_jp.php
https://winmostar.com/jp/seminars/
https://winmostar.com/jp/faq/
https://winmostar.com/jp/support_jp.php

EFIRIRERE

» AHEBEZRVWSIZSH(CE. Cygwindtzy 77y ITHmETT,
. https //winmostar.com/jp /installation/ -1 > X b—JL757ED Cygwin D EFNA(CHEL
Yy h7yITULERT,

(68) B TFOWTFNHOU PO FIETWinmostarADCygwinlzlE (cygwin_wm &BTE
) BBELET.

|§—H£ E_ﬁ_&_gg wWin wm
cygwin wm )L FESI8E (FEEE. RS o)

Cygwin@{£ ) (CWindows Subsystem for Linwed BV SBE (~—FR)

e TIAINTIECHY¥ETICA>AM=ILE=NFEIH. WinmostarDIRIEZTED [TOTS LN
Al > [Cygwin] ZZE I D ETIERDGZRICA > A M—)LE]JEET I,

— O *
, LTINS
Fa-bUFIW) 242 E200W) AJLTH)
— . e GAMESS(1): C:¥lsers¥Public¥gamess-64¥games| | ..,
- [T GrLEREET) o | | |
S¥jmol.bat | GAMESS(2): |c ¥ff320_windows¥Firefly820.exe |
s | —
| O e | Files¥CCDC¥Meraury 1 ... | ¢ B =) |C:#G15WHg 16 exe | o
Repiace | | o & @ @ £ G BIE o |
L | Files¥POV-Ray¥v3. 7¥bi| | MWChem: C:¥nwchem¥bint¥nwchem. exe
=55 ____)_% _________
|Files¥0penSCAD¥npen:| ICygmn I
I N .- [ 9

YU winmostar copyright 2008-2021 X-Ability Co., Ltd. 3


https://winmostar.com/jp/installation/

=

T5 ) —ILOKANDBEHBEBHIRIILF—ZITRILF—FK K (ER) EZZAVWTHIELET. &

B+8%. BEDH. BEDH. TNENOMDEHEZEMULE. TRILF—DMmEHREE
BRI F—ZAELFT,

\W;T.Q_ODM D ] & ~
N R AEAIEH

Aal. -'.»': > I;i’\)bq: ﬁﬁﬁflyﬁ A/J

Xl e e

<<<<<<<<<<

TEM
o DFOEHE. YHIEE (LIS CTHEELICHERRATY TREFZLULFET,

. ”ZIKDT%”ODXT‘J7’55173‘7(%L\(&t AIRMEMNERL, EREOSVERZEISIDSCLNTE
9. EZROLIEE. BEHRRCFELXT,

. ﬂia%d)ifiiﬁ\ HEEROAERMS. ROYA X G ERRICAREFEZSZTY,
ER‘ZDSTE T (IBEHUELE ZE DS T2sd. TDONTTITRERMNMEPIEEILLET .

Ulll winmostar copyright 2008-2021 x-Ability Co., Ltd.



I.  FROMD:ER

1. IP7AIAZd1— | iRZz0OVUv DI D, -CH3INRY>Z T Uw I LUTHhSReplacerh’y > %
PACIAV R AT R

@

L RUH TS

= -l
;‘ -CoHs [-CH3 vIREpIa::el‘ £

-CEH5 [-CHa « [Replaced ] P

m winmostar copyright 2008-2021 x-Ability Co., Ltd.



I.  FROMD:ER

1. ISTAPMEEIRAZI—T-OHZEIRL. Replacehy>Zz1EoI w93,
TO5IBDETY ) —ILDFHTKT Do

CeHs |-0H + | Replace &L =
L]

=y
~ChK

~CNH

~Ca0H

“F
~CYCLOBUTYL
CCYCLOHERYL (A%
~CYCLOHERYL(ED)
~CYCLOPENTYL
S
-D-GLUCOER) 3H5 | -OH ~ - p
hH2

~NHCHD

MO

“FDH:

~FDH4

_FDHE

~PICZH?

~PTC2H4

~PICEHS

-PICHHS
-PICEHE v
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I.  FROMD:ER

1. MDXZ1— | FBHTEREZEDIET | AcpypeZ{ERZI UYL T D,
2. Assign charges by acpype -1 > RO TExecute/Ry > =7,
3. BRSO MEBIRLESWVINEFLRY > EHT,

) Assign charges by acpype = O X
Commands For Cygwin:
acpype.py -i %INPUTMAME®: -c bee -n 0 -k "gm_theory="aM1', grms_tol=0.C 558 W
ME) OM MDD EEES TEAAS UMD Fa-RUTIW MvEem ¢ o EEENEEEESFLATAY
[ o @ AnEREelEEE. = e < >
DFERBAIN.. Hide Detail Cancel LN
% | I P EBTEEEINSTIO L £ @ & ¥
_— Ttem Walue
FEHTEREULTIC) Acpypeﬁﬁﬁﬁm)--h 5 O Tatal charge [=] 0
caa RUT-(F) » ¥IaFIA A M) Method AM1-BCC

FEH(0.. |' L4 X

=
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Ulll winmostar copyright 2008-2021 x-Ability Co., Ltd.



. amMOMDETE

1. DFFRILYU I TFEBICCharges Avail: User&FRRSN. EDHTESNEEBRINAKRRSIND
L_C%EE; 3_50

2. SNIV/EBREITIAY D AZ1—T(FNIV/BRZRT)ZEIRL. EFZIFRRICTD,

AT ST A e

LA
_
- L07)
py o
i
{

C fEmerz 0 W
Mulliken8ETal
ESPE

Charges Available: User (Gitot=0.00)
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I.  FROMD:ER

1. @ BEERE/ I ERBEZIUYVIT S,

2. Add Displayed MoleculezZUw /2 L. Enter # of molecules(C1- A UOKZD U wW
79 B,

3. Add WaterzZUw/Z L. Enter # of molecules(C500& A ULOK=ZDJwWOT 3,

{0 solvate/Build Cell — O pod

Mame # Mol Position molL Composition

A

| I
Add Displayed Malecule. .. Add .mol2 File... Add Water...
Add water o4
Simulation Cell - Option A
Enter # of molecules |500| <
(®) Set Density [gfcm 3] |D-6 |

Set Distance from Selute [nm]

QK Cancel

() Set Lattice Constants [rm]

90.0 90.0 90.0

Same as main window
Box Type cubic ~

Total Mumber of Atoms:
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I.  &ROMD:IHR

1. Set Density(C0.9& AT B,
2. BuildzoUw U933 EARDKDIRRIMEKR END.

Solvate/Build Cell

- O x
Mame #Mol  Position molll | Composition
[DISPLAYED] 1 Fixed 0.099 C2Ha0
WATER 500 Random 49,703 H20

Add Displayed Molecule... | Add .mol2File... || AddWater.. || Delete

Simulation Cell  Option

(@) Set Density [g/em3) 0.3 £ :|

() 5et Distance from Solute [nm] | 1.0734

(O set Lattice Constants [nm] 2.5563 ||2.5563 ||2.5563

Angles [deq] [90.0 90.0 90.0

Same as main window

Box Type |mbic

v]

Total Number of Atoms: 1509

.
N
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I. AROMD:ETR (FE{E)

1. MD | Gromacs | WiZZEDHT=zoVUwvIT D,
2. WIBZEREDHFTIOARIOTOKZIUYITDE, REULEHEHEIDZHTEND,

@ mEE=vET ] X
NBEEN HTEHESRRLTEN

® BT -SEEN HT

MD EHES) TEAMA) Y-IWT Fa-RUTID e FEomg Al 1 loxr % S
G :E . — E AMBERD3

R H @ = =% _-—
AFEREAN)... 1 BB [positon _resants £5H

f BENTERESIVETIO) Replace | E A @ ﬂ BRI T 7511 lpositon_restraints] 53810 =,

10 [ 384R R F( rai(c [distance /angle /dihedral_restraints] %3800 £t
FERTEFRENETO ’ ‘

RUT-(P) g
FEENA...

j_i;; E { ﬁ_y IEE Efﬂ} . O RO 274 MEEINEISA—SEER

Gromacs IEEUST..

LAMMPS H[M F-T-FEE.. B o 3

Amber v B =M.

MODYLAS 4 O7&%T (log)... Winmostar X

FECEFEEShELE
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I. AROMD:ETR (FE{E)

1. MD | Gromacs | ER{>3TW™EZ I UV IT B,
2. # of Threads(CilliF|EZ=18TFE I D,
3. Use presetCMinimize (fast)Z:&#U'>>> Add >>>Z101UUwvw 09 3B,
4. Use preset TNVT (fast)zZiEU'>>> Add >>>Z1E0UwvIT9 3B,
5. Use presetCNPT (fast)zZ:EU'>>> Add >>>Z1E0UwvI9 3B,
6. Setz U w93,
7. MD | Gromacs | EHE3ITRTEIIvVvIT D,
8. J7 -1 )l&%etohaq.gro, etohaq.top& UTREFT D,
Gromacs HEEEINET. @ sequential Job — O *
LAMMPS M F-U-FEE. e |
Amber L4 & E{T... ]
MODYLAS » @ DJ7EET (log).. Job Settna * Seting
EELNEER.. © e preset I o> >> T T
[ R ETE VI NPT (fast ~ 2 Preset: NPT (fast)
THNE-Z4E .. () Use setting file << Delete <<
SEEEEEHLH (gro).. | | [=
BEYITHE..
Eﬁ:‘ﬁa]";ﬁ... Reset...
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I. BROMD:ETR (KFE)

SHERTE. VIL—EHNSGromacsTEIRL., (M F—D—RBEEI VI3,
. Basic¥J'(CTnstepsZ50000(CEE I B,

Output# T (CTnstxout-compressed=5(CEEF B,
. Runz2oUw 793,

AWNH

@ Gromacs Setup
Extending Simulation
Preset (fast)
Basic
Run Con
dt [ps]
nsteps
Total ime: 100 ps

integrator

m winmostar copyright 2008-2021 x-Ability Co., Ltd.

# of Threads
~ | []MPI (for Remote Job)

t Interacton Other Automatic Options

Temperature Coupling

0.002 7' tooupl

50000 DS
ref-t [K]

tau-t [ps]

md ~

1

berendsen ~

System

0

a X

@ Gromacs Setup

Extending Simulation
Preset MPT (fast)
Basic  Advance Output

Qutput Control
nstxout

nstvout

nstenergy
nstxout-compressed
compressed-x-arps

Estimated trr file size: 18

Reset... Load...

100

100

10

# of Threads

[I™PI (for Remote Job) 1

hutomatic  Options

Ll

ME

Save...

13



II. R DOMDETR

1. & BRzRE/ I EBEEzIVYIT D,

2. Add WaterzZ2U w2 . Enter # of molecules(C500&- A UOKZ 2D UwW /T 3B,

{0 solvate/Build Cell — O pod

Mame # Mol Position molL Composition

A

| I
Add Displayed Malecule. .. Add .mol2 File... Add Water...
Add water

Simulation Cell - Option

Enter £ of molecules
(®) Set Density [gfcm 3] |D-6 |

Set Distance from Selute [nm]

() Set Lattice Constants [rm]

[deq] |90.0 90.0 90.0

500|

Ok

Cancel

Same as main window

Box Type cubic ~

Total Mumber of Atoms:
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II. R DOMDETR

1. Set Density(C0.9& AT B,
2. BuildzoUw U933 EARDKDIRRIMEKR END.

3 solvate/Build Cell — O h o
MName # Mol Position molfll | Composition
WATER. 500 Random 45.955 H20

Add Displayed Molecule. .. Add .mol2 File... Add Water. .. Delete

Simulation Cell | Option

{®) Set Density [afom~3] 0.9 :l

Set Distance from Solute [nm]

(C) et Lattice Constants [nm] 2,552 2.552 2,552
Angles [deg] [90.0 a0.0 a0.0
Same as main window
Box Type cubic

Total Mumber of Atoms: 1500

R
et o <
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II. R DOMDETR

1. MD | Gromacs | WiZZEDHT=zoVUwvIT D,
2. WIBZEREDHFTIOARIOTOKZIUYITDE, REULEHEHEIDZHTEND,

@ mEE=vET ] X
NBEEN HTEHESRRLTEN

® BT -SEEN HT

MD  BEiE(S) FEAXA) Y-IWT Fa-RUTIL 242FaW) Al 1 [earr N
G :E . — E AMBERD3

@ BEEFEE/IEFEES M ERRE= S - :
TFEFEMIN)... : P e T ————

f BENTERESIVETIO) Replace | E A @ ﬂ (SR T (T [position_resraints] £581T =,

10 [ 384R R F( rai(c [distance /angle /dihedral_restraints] %3800 £t
FERTEFRENETO ’ ‘

RUT-(P) g
FEENA...

j_i;; E { ﬁ_y IEE Efﬂ} . O RO 274 MEEINEISA—SEER

Gromacs IEEUST..

LAMMPS H[M F-T-FEE.. B o 3

Amber v B =M.

MODYLAS 4 O7&%T (log)... Winmostar X

FECEFEEShELE
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II. AR DOMDTE (LE{E&AETE)

MD | Gromacs | EHE>3IRITZIVUVIT B,

J71)L%&%Zh2o.gro, h2o.top& UTIRFI B,

STER TR [ F—D—REEZI VY IT B,

Basic”5 7 (C Tnsteps%=25000(CEEJ 3B,

Output¥ 7 (CTnstxout-compressed=50(CEE I B,

Runz2o w293, @ Gronac e - 0 x

A i

Extending Simulation # of Threads
Preset  |NPT (fast) L 1MPI (for Remote Job) 1
m Gromacs Setup _ O W Basic  Advance Output itomatic  Options
Qutput Control
| Extending Simulation # of Threads _
d - nstxout 100
Preset {fast) ~ | []MPI (for Remote Job) 1 nstvout 100
Basic t Interacton Other Automatic  Options nstenergy 1
tout d
Run Con Temperature Coupling Hieem m
compressed-x-grps - ~
dt [ps] 0.002 7' tcoupl berendsen ~
Estimated trr file size: 9MB

Total ime: 50 ps ref-t [K] 300.0
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III..ZBMDOMDE

1. J7AIAZ1— | $iR=zoVUv 0T 3B,

2. BROMDETEDREERRIC. BEISY ) —ILDFzETI>T0933,
3. (@ eV Elrri/iEE | GV EEREZD VY IT D,

4. Set DistanceDtEDIHEIC 121 EASDULOKIRZ > =EDIIWIT B,

@ Create Cell — O ®
@ * - Winmostar (QM/MD/SOLIDSSCGE) VI = @ st Distance [4]

L] Use Cubic Cell l
jj""fﬂ-"[ﬂ EE Eﬁ[ﬂ ﬁﬁ[m El: 2] (C)Set Dimension [&] 15,
R R Ctrl+N =
1 B0 Ctrl+0

EiTE2 774 J1R) 4 3 :

4 @ <:f % 0 I3
SEC g fE(0).. ) < hiok Jﬁ

L& T

M=9 rho= 0.004 gfcm™3
a=27.264 b= 27,264 c= 27.264
alpha= 90,000 beta= 90,000 gamma= 90,000
S = | o« <
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III..ZBMDOMDE

1. MDXZ1— | FBHTEREZEDIET | AcpypeZ{ERZI UYL T D,
2. Assign charges by acpype -1 > RO TExecute/Ry > =7,
3. BRSO MEBIRLESWVINEFLRY > EHT,

) Assign charges by acpype = O X
Commands For Cygwin:
acpype.py -i %INPUTMAME®: -c bee -n 0 -k "gm_theory="aM1', grms_tol=0.C 558 W
ME) OM MDD EEES TEAAS UMD Fa-RUTIW MvEem ¢ o EEENEEEESFLATAY
[ o @ AnEREelEEE. = e < >
DFERBAIN.. Hide Detail Cancel LN
% | I P EBTEEEINSTIO L £ @ & ¥
_— Ttem Walue
FEHTEREULTIC) Acpypeﬁﬁﬁﬁm)--h 5 O Tatal charge [=] 0
RUT-(F) » ¥IaFIA A M) Method AM1-BCC
s REILS. k tE X

=

MUAZI-OET-GA/EHITEAOETENVEAS
nEy

O wEfez0Avt-sEERLERN
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III..ZBMDOMDE

1. DFFRILYU I TFEBICCharges Avail: User&FRRSN. EDHTESNEEBRINAKRRSIND
L_t%ﬁﬁub\?5o

2. SNIV/EBREITIAY D AZ1—T(FNIV/BRZRT)ZEIRL. EFZIFRRICTD,

AT ST A e

LA
_
- L07)
py o
i
{

C fEmerz 0 W
Mulliken8ETal
ESPE

Charges Available: User (Gitot=0.00)
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III..ZBMDOMDE

1. MD | Gromacs | WiZZEDHT=zoVUwvIT D,
2. WIBZEREDHFTIOARIOTOKZIUYITDE, REULEHEHEIDZHTEND,

@ mgrEyET m] X

ABEENBTHHERERLTEED

@ BETASA—REENYT

MD  BEiE(S) FEAXA) Y-IWT Fa-RUTIL 242FaW) Al 1 [oar |l =
@ BEEFEEMIEEES).. M ERE e ::::m
A FEEAN)... : 3 TSI positon_restrantsTEERD

f BEITEHEINETIO Replace | E A @ ﬂ (58400 T LIS positon_restrants] 53800 ..

. [ 584RE T a2 [distance fangle /dihedral_restraints]E3800  =dir.
FETEFEIVITO |

HUT-(P) :
FEENA...

AEAAVCER(O).. O MDY F74 MMV 52t

Gromacs IEEUST..

LAMMPS ¥ F-T-FEE. coma [ ok 4

Amber PR =T

MODYLAS g DJERT (log).. Winmostar ot

FECEFEEShELE
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IIL..Z85DMDETE (FE1L)

MD | Gromacs | E&ES3TR/EZI VI T B,

Resetz=zTJ w93,

Use preset CMinimize (vapor, fast)zZ:EU'>>> Add >>>Z1010 w09 3,
Use preset CTNVT (vapor, fast)Z:EU'>>> Add >>>Z1E80Uv I3 3,
SetzoUwvw 93,

MD | Gromacs | E&ES 3T RIT=Z=I UV IT B,

J7 1 )l%&%Zetoh.gro, etoh.top& U THREFET B,

gD Sequential Job — O *

# of Threads:

Job Setting tting
(®) Use preset eset: Minimize (vapor, fast)
Pleset: NVT (vapor, fast)
MVT (vapor, fast) w

() Use setting file

NouhsWbNH

== Delete <<

A
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IIL..ZEDMDETH (F:18)

1. 58RTE M F—I—RE\EEEZIVYIT B,
2. Basic/J(CTnsteps’®25000000(C. gen-velzxZnolcZEJ B,

3. Output” T (C Tnstxout&nstvoutz=100000(C. nstenergy*10000(C.
nstxout-compressed=50(CZE I B,

4. Runz27Uw 93,

[ Gromacs Setup — O x
Extending Simulation # of Threads @ Gromacs Setup -
Preset {vapor, fast) ~ | [IMPI (for Remote Job) 1 Extending Simulation # of Threads
Basic t Interaction Other Automatic Options (vapar, fast) ~ | [IMPI (for Remote Job) 1
Run Con Temperature Coupling Output  Interaction Other Automatic Options

dt [ps] 0.002 7' tcoupl berendsen ~
nsteps nstxout 100000
Total ime: 50000 ps ref-t [K] nstvout 100000
integrator md | tau-t [ps] nstenergy 10000

Velocity Generation Pressure Coupling nstxout-compressed 50

Qutput

m

gen-vel no oupl no ~
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IV.ERZEELT

1. etohaq.gro. h2o.gro¥kUetoh.grozRZFLIcT« Lo NJUZTOXTO-STH<,
BIUBAIICEVNTWLWDIEEE. @ TPRTO—-FTRRCHS ZENTEDS,

2. MD | Gromacs | EREERfFZz0VU v I3 B,

MD  E#(S) FrAVA) Y-IM Fa-RUTILW S4VETW Al

m winmostar copyright 2008-2021 x-Ability Co., Ltd.

etoh_gmx_tmp
etoh_gmix_tmp1 @ EEEREvLEEZES.. ] ENRERTY,
etoh_gme_tmp2 AT
- f sETSEEIVETO Repace] P & B
etohag_builder_tmp EHTEEEIYETIO 5
etchaq_gmx_tmp HUT-(P) .
etohaq_gmex_tmp1 SEENLA)..
etohaq_gmx_tmp2 KEAAVICERO)...
etohag_gmx_tmp3 Gromacs B
h20_gr_tmp LAMMPS M F-U-FEE.
h20_gme_tmp1 Amber B =
h20_gmu_tmp2 MODYLAS P O7EET (log).
h20_gmx_tmp3 EEHNEET..
top_tmp B 7ot-va.
top_tmpl IRIF-ZFk..
top_tmp2 BHEZFSAAA (gro).
[ #etoh.out1# EEUITEE..
[ #etohaq.out.12 EIIJET.
[ #hz0.0ut. 12 4 =5@r v
etoh.bat FSUTIMIEE..
[] etoh.gro 3 mEEA.
& etoh.out . EREEZEH LS.

24



IV.ERZEELT

1. SolutionFJ(CHNT. TFAPMRY IR (TERFADARSTED
F—AMNA>TeT ALY etohaq_gmx_tmpx RSwvI77> RROVIT 3B,
2. [EFR(CSolvent#&J'(C(Fh20_gmx_tmp.
Solute¥J'(C(Fetoh_gmx_tmpx RSwvIJ 77> RROVIT 3B,

{0 Setup Energy Regresentation Method —

Solution

L &

Trajectory file
{.xtc)

Log file
{.log)

Topology file
{.top)

Options...

Reset...

-
L}
°
k : !

Solute

O

Summary | number of speces : 2
molecule name : MOLO1 SOL
number of molecules : 1 500

E Displ 3 ensemble : NPT
ey temnerature @ 300.0 K

*

C:¥winmos 10¥ JserData¥etohag_gmx_tmp
¥gmx_tmp_mdrun. xtc

C:¥winmos 10¥serData¥etohag_agmx_tmp
#gmx_tmp_mdrun.log

C:¥winmos 10¥UserData¥etohag_omx_tmp#¥gmx_tmp. top

Solute Name MOLD1

Start...

Close

Solution

a P

- W

Solvent

m winmostar copyright 2008-2021 x-Ability Co., Ltd.

Summary

Display

Solute

Summary

Display

number of spedes : 1
molecule name @ SOL
number of maolecules : 500
ensemble : MFT
temnerature @ 3000 K

—

number of species : 1
molecule name : MOLO1
number of molecules : 1
ensemble @ NVT
temneratire @ 0.0 K

25



IV.EREZET

1. StartzoUwv oL, IRILF—DMEREBENBEBRIRILF—DOEZEITT D,

2. JAINAZIBETDEAEMNHIAEIND.
C CTCldMRICetohaq_er&EWD T A )L &EFRIC/ERR UIBTE T Do

[0 setup Energy Representaticn Method — d * T4 .Il-"?‘_ NEE
Solution  Solvent  Solute
Summary | number of spedes : 1 'Y ﬁ%E mn;ﬁj#!LgEEELE{EEU“
molecule name ; MOLO1
8- number of molecules : 1
s Display f:fnir:rb;ifrf \':I'Tmn.n K v
Trajectory/structure Ci¥winmos 10¥UserData¥etoh_gmx_tmp h Eﬂ_g m.:{_tmp
(.xtcfgra) ¥gmy_tmp_mdrun, xtc h20 g tr'n|:r1
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@ Solvation Free Energy (ER)

Path
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(Twice the standard error)
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Citations
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General formulation:

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