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I. D 1DKEEDMDEE (E7U> D)

CCTIERD 1 ZR T ET B,
1. -C6H5/RT> =T UwIF B,
2. ReplaceRF>z TV wIFTRZETRITUHERREND,
m * - Winmostar (QM/MD/SOLIDSSCGE) V10.0.0 — ] x

JrfILF) BEE ERL =RV FEBOMP) QM MD EBfFS) TRAMA) Y-IM Fa-HITILUY)
TASEIW) ALTH)

B -~ B B © B @ 9N v M & = H
H 1w+ @ @ D H % % -CeHS | -CEH « [replacef’
m Winmostar M= 12 CBEHE M= 7611
Marked Order: 2 - 12 -1 -10
oo Marked Atom: ¥=11%=02=10
OO | ength= 4.9595 Angle= 0.004 Dihedral= * Lper= *
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I. D 1DKEEDMDETE (E7U D)

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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I. D 1DKEEDMDEE (E7U> D)

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

2. SN/ EBRITILF I AZ 1 —T(SGNIV/EBREZIET)ZEIRL. BEZIERRICT S,

B B o B B & P W

LB
—_
_ (0]
AR
= o
L4

C [EEenz 0 W
Mulliken'&Tal
ESPERL |

Charges Available: User (Gtot=0.00) Charges Available: User (Qtot=0.00)
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I. D 1DOBEMEDMDETE (RODIEMK)

1. & BRzRE/ I EBEEzIVYIT D,

2. Add Displayed MoleculezZ2Uw 2 L. Enter # of molecules(C150& A7 ULOKZ=ZZ
w293,

{0 solvate/Build Cell — O pod

Mame # Mol Position molL Composition

A

| I
Add Displayed Malecule. .. Add Water... Delete
Add molecules /1 ot

Simulation Cell  Option Enter # of malecules |150|

(®) Set Density [gfcm 3] |D-6

o, Cancel
Set Distance from Selute [nm]

() Set Lattice Constants [rm]
0.0 S0.0 90.0

Same as main window
Box Type cubic ~

Total Mumber of Atoms:

Reset... Cancel
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I. D 1DBEDMDETE (RODIERK)

1. Buildz2oUw U933 EERDKIIERIMMEMSND.,

Solvate/Euild Call - o X Winmostar N= 1,800 C300H300 M= 11,717.05
Marked Order: 2 -12-1-10
" " Marked Atom: X= 0.515 Y= -7.357 Z= -2.941
1
ame #vol Poston  [moll | composkien Length= 4.9539 Angle= 0.012 Dihedral= * Lper= *
[DISPLAYED] 150 Random 7.681 CEHE > . 9 ot (Y e

>y R 3 s 1

Y O oo st
AL 3P0 AE

o Gom (#0 »

add Displaved Maolecule. .. | | Add .malZ File. .. | | Add wWater... | | Delete

Simulation Cell  opion

(®) St Density [gicm~~3] |El.6 . "f*‘ e \ g
- )
R
Sek Distance From Solute [nm] ; 5
el
- N
() et Lattice Constants [nm] 31889 | 31889 |[3.1889 Q‘“\b« Pt
3
angles [deg] |90.0 Q0.0 a0.0 o A“ \
e ey
o - g el AP
Same as main window x-& JJ—; ot
R
Change only one direckion. .. ,‘..Qv‘»: b _ s 4
W85 /-y L = L ; e
B Type cubic V| “3 & No_‘v_ *h(“g( . A | " ] se
,,p *’ ’g\\g& i - o w b3 s;,@'.*:h N
Total Mumber of Atoms: 1500 Y £ IR A T = N y »
B Ty o - - 9 '

Charges Available: Lide (Qt0t=0.00 this= 0.130

| E— a= 31.889 b= 31.889 c= 31.589
N alpha= 90.000 heta= 90.000 gamma= 30.000
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I. D1DBEDMDETE (F#El)

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

@ HEEaysT m] X
FUREEIN ST AEEBRLTRED

® HENTSA—TEENET

MD I§H$|:SI FF?::"II:AI ”j-'l_”*rn TJ_I‘UFJHU' r.:l'T:"l Fr:'ll:wl 'ﬁ-”-' (—8%) GAFF ~ | | Exception...
@ SEEEEIEEEG.. - B 2ET —
H ? E E.ﬂj‘\ |: N:l an 7 A $HETE) S [position_restraints] H1E10

P BBTESHEEIVETO Renﬂace| L =2 0 @ T T T ———— =

. 1@ R EFIZEF1: [distance fangle/dihedral_restraints] %3800 | dir.
FETEFEIVITO |

HUT—(P) s
SEEILAD..

?_ir. E }1( I}’[:E ﬁl:ﬂ:l B O FROU P IMIEFINRSTA— R (ER

Gromacs HEESNET..

LAMMPS H[M F-T-FEE.. o 4

Amber S ﬂq E{T...

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

FECEFEEShELE
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I. D1DBEDMDETE (F#El)

H WNH=

MD EE(S) FEAVA) Y-)W

Gromacs e

MOP &G

[

VILIN—EHSGromacsTiERL. (¥ F—D—R\FEZIUYIT B,
Resetz2Uw /L. # of Threads(Ci:F#&18TFE T D,
Preset(CMinimize (fast) =189 3.

Runz2 w293, J7-1)l%&%Zbenzene.gro, benzene.topt UTRFI D

CHDOSS
GAMESS

e

Gauzzian
MW hem

LamMMPS :
Cuantum ESPRESS0
Dpen b

q_

FOMMES

@ Gromacs Setup
[ Extending Simulation

Preset Minimize (fast)

# of Threads

| |MPI (for Remote Job)

Basic  Advance Output Inter Other  Automatic Options
Run Control Temperature Coupling
0.002
Total ime:  N/A
integrator steep ~
Velocity Generation Pressure Coupling

yes
Fix random seed

12345

Explicitly set gen-temp [K] | 300.

Reset...

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

OK

1

pad

berendsen

System

300.0

10

no

isotropic

10

1.0

4.5e-5

Cancel
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I. D1DBEDMDETE (FE2)

SERTE (M F—IO—REBEEEIVUVIT B,
. Extending Simulation(CF T v o%Z AN3,

. Basic5J (CTnstepsz25000(CEET D,

1

2

3. Preset(CNVT (fast)=18E 9 B,
4

5. Runz7oYUwvw o973,

@@ Gromacs Setup

- O *
Extending Simulation # of Threads
Preset NVT (fast) ~ | [IMPI {for Remote Job) 1
Basic  Advance Output raction Other Automatic Options
Run Control Temperature Coupling
dt [ps] teoupl berendsen ~

nsteps 25000 - tc-grps

Total time: 50 ps ref-t [K]

integrator md ~ | tau-t [ps]

Velocity Generation Pressure Coupling
gen-vel yes ~ | peoupl

Fix random seed

gen-seed 12345

[CJEexplicitly set gen-temp [] 300,

Reset... Load... Save... oK
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I. D1DBEDMDETE (FE1E3)

SERTE (M F—IO—REBEEEIVUVIT B,
. Preset(CNPT (fast)=i5FE 9 B,

Basic”5 7 (C Tnsteps%z25000(CEETJ 3,

. RunzoUJwv o923,

AWNH

@@ Gromacs Setup

Extending Simulation # of Threads

Preset NPT (fast) @ ~ | [IMPI (for Remote Job) 1
Basic  Advance Output raction Other Automatic Options

Run Control Temperature Coupling

dt [ps] 0.002 teoupl berendsen ~
nsteps 25000 - tc-grps System

[¥]
|

Total time: 50 ps ref-t [K] 300.0
integrator md ~ | tau-t [ps] 1]
Velocity Generation Pressure Coupling
gen-vel no ~ | pooupl Parrinello-Rahma ~
Fix random seed pcoupltype isotropic ~
12345 ref-p [bar] .0
Explicitly set gen-temp [K] |300. tau-p [ps] 1]

compressibility [/bar] 4,5e-5

Reset... Load... Save... oK Cancel
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I. D 1DOBEMEDMDETR (EIRDIREE)

1. MD | Gromacs | RERIBIEZRMIAH (gro)z=TJ w9 D,
2. TIAIKTEBRENDZ T 7 1)L Z&EIRT B,
3. ¥ | BHIIRFREFAORIREN | BEREBEURVWZEIRT D,

:nzene.gro - Winmostar (QM/MD/SOLIDSSCGE) W @ FHEREHOE O X
=SV EERBROMP) oM MD BES) @ FEERELEDS
0 F7-FaEEErIUrEzmRK) Fio
00 =EEEEFU)
EFREUEYMR) ﬂ
ETAREEE(A) S S
=l =2 AN

| | gmx_tmp_mdrun.gro

|| input.gre

[ RN
E =
(=R

=]

T lE(N): gm_tmp_mdrun.gro

il <0

BICRLETERY)

EREFEIEM) Shift+Ctrl+V

FiTEHEIN)

[ElER(O)
EITEEERP)
BiTEEHREEH
FTER(D

AN/ EH(L)
WEF/EET-AV/ND)

A FORERR)

FHEREHOFEERREI(W)..

ZHEM...
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I. D 1DOBEMEDMDETR (EIRDIREE)

1. REE | AMBEREACEDEREFEBREZI VI T D,
2. CILOARBIICHFHUTHBREZERL. OKZOUwvYIT 3,
3. B Azl TERE=ZT Jv 2L, benzene_eq.mol2& UTREFT B,

mos10¥UserData¥benzene.gro - Winmostar (QM/M
/E(E ERL =TV FEBQVP) aM
TIERF (W)
BYELIR)
TEALERF(T)
RERFAIOTEEER 4
EFEEIA) L
@ EFEERD Shift+F4
RFEEEM) D
BIEEEE(P) L
F-EFEEM(Y) b
EREMAIN/EEB) F7
Eakaliz0) F8
KEEFINH) L
FATORFERERQ)
IFTATERF) F&
IFTAIEER 4
REZG) Fa
&£ TI-TESE
EF/EanaBHEE)
EREFOER/AEREE(S)
ES0BYELY-MS)
EERODYELN)
FUF1()
B tlEEmEE..

ELEBIRED)
RHEREGEIZETERREW)..
EEEEE(N)..

R

* v v w ¥ ¥
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O BEFEuTHEEEN B TIRT

.Q%

A
| oK & I':xtJb pliil53
]

Y »
[

@ &5ERETES

+ <« winmos10 » UserData » v 0 O UserDatali
A
T4 & (N): | benzene_eq
J74 L-OFELH(T): | Mol2 File (*.mol2)
v JAl5-0SB(E) | D &ES)
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II. 2D BEDMDETE (SRDIERK)

i AEERE/ I ERBEEO YV IT D,
Add Waterz=2- w2 L. Enter # of molecules(C [700] AN UOK=ZDUwWDIT 3B,
Set Lattice Constants%i#iRL. Same as main windowz2o w249 3,

Box TypelCTriclinicz#&iR9 3,

S

@ solvate/Build Cell — m| *
Mame # Mol Position molfil Zomposition
WATER 700 Random 45,645 Hz0

N

E—
Add Displaved Malecule, .. Add Wwater ... Delete

Simulation Cell  Gptjon

() 5t Density [gfcm™3] 0.5223

Set Distance from Solute [nm]

@® Set Lattice Constants [nm]  [2.94205 | [2.94205 | [2.94205 |

AngleNeal 0.0 [lano |[son |

Same as main window

Change anly one direction..,

Ba Type triclinic w

Tokal Murber of Atoms: 2100

Reset... Cancel
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I1. D 2DBEDMDETE (SRDERL)

1. x, yAEODOtILY1 X (d&(FEbenzene_eq.mol2 EEE T BIEHETE LW, zAME(FHHA

ZE(CENDERAEELZL\DT. Change only one directionz2 w293,
2. Select direction TZZzERLOKZ O U W UF B,
3. Enter densityT [0.9] EABDULOKZIUwWIT B,
4. Buildzo Vw33 EERDKIDBRRMEMETND,

@ solatesBuild Cell — m| x
Mame # Mol Position molfl  ~ Composition
WATER. 700 Reandom 49,955 HzO

Add Displaved Maolecule. .. Add .maolZ File. .. Add Water. .. Delete

Simulation Cell  Option

et Density [gicm:
Set Densit ]

Set Distance From Soluke [nm]

(®) 5et: Lattice Constants [rm]

0.9

[2.94205 |[2.94205 |[z.66810]

fngles[deg] (900 [[s00  [[son0 |

Box Tvpe

Total Mumber of Atoms: 2100

Reset...

Same as main window

| Change only one direction. . tl

kriclinic ~

Build

Generated by trjconv.. N= 2,100 H14000700 M= 12,610.7
Marked Order: 1800 -1 -0-10
Marked Atom: X= 13.086 Y= -4.235 2= 3.009

Length= 28

a= 29421 b= 23421 c= 26.861
alpha= 30.000 beta= 90.000 gamma= 30.000

YU winmostar copyright 2008-2021 x-Ability Co., Ltd.
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II. B220DBEHEDMDEHE (FE{E1&2)

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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II. B2 20DBEHEDMDEHE (FE{E1&2)

MF—I—REEEZIVUYIT B,

Extending Simulation®F T v o%45 9,

Preset(CMinimize (fast)=18E 9 3.

Runz2Uwvw 2093, J7-1)l&%Zwater.gro, water.top& UTERFT D,

S

o

SHEIRTE. [ F—O—REEZT IV IT B,
Extending Simulation(CF T v % A11Preset(CNVT (fast)Z=i8E 9 D,
7. RunzoUwvw 093,

o

Ulll winmostar copyright 2008-2021 x-Ability Co., Ltd.
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I1. R 2DREDMDETE (FFE{E3)

{0 Gromacs Setup — O X
1. (MF—O—R\EEIVYVIT B, Dl Extending Simiation  oF Thrends
Preset(CNPT (fa St) ZIIEE I Do Preset PT (fast) v|  CIMPI (for Remote Job) 1
3. BaSicg 7(: _CLX—F@i%(:EFRLEj o Basic t raction Other Automatic Options

N

pcoupltypelCsemiisotropic Run Conbipl Temperature Coupling
ref-p(Cl.O 1.0 dt [ps] |0.002 | tcoupl berendsen "
taU'p(:l.o 1.0 nsteps |5nnn | tc-arps |5ystem |
compressibility(CO 4.5e-5 ) rotal fme: 10 pe eft I 300 |
(X, yHARICEADTEZ UIRWZHDERTE) . - Tt o] o |

4 . Ru n j& 0 IJ \y 0 g_ 5 o Velocity Generation Pressure Coupling

gen-vel no w | pooupl Parrinelo-Rahma

Fix random seed pooupltype semiisotropic
12345 ref-p [bar]
Explicitly set gen-temp [K] | 300. tau-p [ps]

compressibility [/bar]

Reset... Load... Save... Ok

YU winmostar copyright 2008-2021 X-Ability Co., Ltd. 20



II. B220DBRHEDMDETE (ERDIRSE)

BE

R | AMRAFEFCEDSRFZBREZV' )YV IT D,

. CILORAIICDFRUTHBEREZERL. OKZTOUYIT D,

1. fD1EBER(IC. MD | Gromacs | R##BERRMIAH (gro)zo w93,
2. TIAIKTEBRENDZ T 7 1)L Z&EIRT B,
3.
4
5

B 2z TEREREZ UYL, water_eq.mol2& UTREFET D,

|j gmx_tmp_mdrun.gro
IJ_ input.gre

T lE(N): gmx_tmp_mdrun.gre

@ eaEriTREE
™

T4 I (N):

J74 -MEFEHE(T): | Mol2 File (*.mol2) q

v JIS-MBE(B)

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

“ winmos1d 3

UserData »

water_eq

<

- ) D UserDatal#

@,
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III.FFHARDMDEE (ROVERK)

A W N =

MD | REIEN Y ZOUY DT D,

Cell 1T../.K9>7Z 20w/ UL. benzene_eq.mol27Zz:&ER9 B,

Cell 2T...R5>= 20w oL, water_eq.mol27ZziERI B,

Buildz2 w2093,

MD EfE(S) TFrAVA) Y=-I4T

B SEEERE/IERES..
S FERAN)...

& EEHTEHFEIYITO
FERTETEEVITO
mU¥—(P) »
FEENLA...
KEAAVICERO)...

-

@ Interface Builder

M=3900 rho= 0.786 glcm™3
a=29.421 b=29.421 c=159.390
alpha= 90.000 beta= 90.000 gamma= 290,000

- BB +| 12%

Cell Direction  Repeat

Cell1

(O use displayed cel

*
(®) Load from file |C:¥winmos1043test2¥UserData¥bE| 00
a: 29,4205 [a] Alpha: 20,0000 [deq]

b 29,4205 [a] Beta: an0,0000 [deqg]

Co 29,4205 [a] Gamma: 90,0000 [deq]

Coordinates of outmost atorns on

selected axis [4]: -2.1000

30,7995

Cell2

(O Use displayed cel

(®) Load from File |C:¥winmoslD43test2¥UserData¥we| D

ar | 29,4205 [a] Alpha: 20,0000 [deq]

b: 29,4205 [a] Beta: a0, 0000 [deq]

C 23,9690 [a] Gamma: 20,0000 [deq]

Coordinates of outmast stoms on

selected axis [A]: 06400 247430

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

(=

22



III.FEARDOMDEE (3RDYERK)

AXA>24 > ROT BXEAEHNSERRT>E L D1 Y RIICEDEBIRI>Z UYL,
VERR ENIEESTIL =R T B,

Generated by trjconv... N= 3,900 C300H23000700 M= 24,327.74
Marked Order: 0-0-0-10

Marked &tom: XK=0%¥=02=10

Length= * &ngle= * Dihedral=

L—D ¥ tho= 0.786 gfcm = ;
a= 29421 h= 29421 c= 59.390
alpha= 90.000 heta= 90.000 gamma= 30.000

YN winmostar copyright 2008-2021 X-Ability Co., Ltd.
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III.FEARDMDEE (F#{E1~3)

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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III.FEARDMDEE (F#{E1~3)

M F—O—REEZIVUYVIT B,

Extending Simulation®F T v o%45 9,

Preset(CMinimize (fast)=18E 9 3.

Runz2Uw 209 %, J7-1)l%&%Zinterface.gro, interface.top& U CTIREFET B,

S

o

SHEIRTE. [ F—O—REEZT IV IT B,
Extending Simulation(CF T v % A11Preset(CNVT (fast)Z=i8E 9 D,
7. RunzoUwvw 093,

o

@

STERTE. (M F—D—REEEZIVYVIT B,

9. Preset(CNPT (fast)&=i8E L. BasicH I ([CTUULTDIRICERTET D,
pcoupltypelCsemiisotropic

ref-p(c1.0 1.0

tau-p(c1.0 1.0

compressibility(CO 4.5e-5

10.RUNZO YUY I9 D,
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III.FEARDOMDETR (FFH)

1. stErTE. (Y F—O0—RBEXI UV IT B,

2. Basic¥7J'(CTnstepsz50000(CEET D,
3. RUNZOUwWITD, O comssu

Extending Simulation # of Threads

Preset fast] ~ | [JMPI (for Remote Job)
Basic Interaction Other Automatic  Options

Run Con Temperature Coupling

dt [ps] IW_I tooupl

nsteps 50000 rps
Total ime: 100 ps ref-t [K]

integrator md L
Velocity Generation
gen-vel no -

Fix random seed

12345

Explicitly set gen-temp [K] |300.

Reset... Load... Save...

tau-t [ps]

Pressure Coupling
pcoupl

pcoupltype

refp [bar]

tau-p [ps]

compressibility [/bar]

0K
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|

1

berendsen ~

System

1.0

Parrinello-Rahma

semiisotropic ~

1.0 1.0

1010

04.5e-5

Cancel
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IV. SRS

1. [ MR | BEDHEZIUY I, TIAILNTREENBIDDIT7 AL =<,
2. GroupT3: Water&5: non-Water(CF T vz AND.
3. DrawzoUw U393 E. ZEAROERE DMK REIND.

D Density Profile - O *
Partial density
1.000 If_"'_ﬁ.f_"w—’-" - ~—f\.-|l
f ' Water
900 )‘ \\I non-\Water Create Group...
1
800 |'II I'|I First Frame [ps]
= 700 f \
=z f |
<
E oo II ||I Density
= 500 f
2 l Group
w
c 400 |'
O | |:| 0 : System
300\ |'| []1: Other
1
| | [12:umk
20 Il" .'I 3 : Water
100 / [0 4:s0L
. )/ 5 : non-Water
0 -
1 2 3 4 5 _
Coordinate (nm) # of slices
X Axis [~] Autoscale Min 0.052857 Max 5.23288 | [|Logarithm Refresh Show Log
Y Axis [] Autoscale Min |0 Max 100536 | [ Logarithm Options... ¥ Close
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IV. fasRNHE

ROTCINERDTHDE (HXKEz=0.8~2.00%HE) OEEDFEIGEZKRDDIZH. TS
JAETD0ptions/h5y>zZ221)w/Z L. Calculate Averagez2o w9 3,

Calculate average from(C [0.8] . Calculate average to(C [2.0] &5 AUOKMA >
AV NE R

AverageD + > ROMHE, z=0.8~2.0DmEIHKDWaterdS KUnon-Water (X)) DE
EOHEENKRREIND. COEHNSENRNEEDERRENTIE TH D,

Closez2 w233, Density ProfileD« > ROTERER(CClose/NT > 2T Uw I B,

4,
@@ Density Profile - O X Range x
Calculate average From |D.8| |
Partial density
1.000 T,
/ \ ater
900 f ‘.I non-Water Create Group...
) II
800 I|I | First Frame [ps]
J— | \ Range *
g f \
: 600 | Calculate average ko [2.0]
= II I| Density 9 | |
=z |
i 500 |
5 L0 | Group cancel
a |I [J0: System
| | .
30 I'u |I E ; S::(er m Average — m} b4
| :
200 l'. | 31 Water Average. Standard deviation, Standard error
,1' Water 0.0003429845 0.0010846124 0.0003270229
100 / [J4:s0L non-Water 808.5768181818 10.5263337468 3.1732090415
\"\_ ,-"I 5 : non-Water
o -
1 2 3 4 5 )
Coordinate (nm) # of slices
¥ Axis  [] Autoscale 0.052857 522288 | []Logarithm Refresh Show Log
¥ Asis [ Autoscale 0 1005.36 | [JLogar ptions... ¥ Close K
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IV. SRS

1. IRIVF=FLZOUvIU, TITAIRTELENDedrI71)LZR <,
2. Calc Avez2oUw 2oL, TIAILETEINBgroT 71L& <,

3. Enter first frame to read(J0DFEFFXOKZI W IF 3B,
#Surf*SurfTen(CHmEE(2) EFRmERDDIE (EfilEbar*nm) HEHNND.

_ O w0 | energy_ave.log.dos - AEE - O X
TrUF) E|EE S0 EFM  ALTH)
pY 7.73319 0.014 0.0372972 -0.0820335  (kJ/mal)
Energy Terms al Enthalpy -18926.2 76 1871.46 -468.542  (kd/mol)
Wi - 3365,48 12 878,168 |-8.02156 (kl/mol)
[ L1sr) ViKY -13.0842 14 707.264 891446 (kd/mol)
0 lomb Vir-¥Z -5.31084 6.4 8.16265  (kd/mol)
S V- Then el dnE BER fomh
Coul.-redp. ir- . : =37, o
O . |:| Vir-YZ 2.02422 11 545,687 38,168 (kJ/mol)
i - 1 o L okl
: ir- . . o
[ kinetic £n. Vir-2z 339745 5.9 8767 -11.3322 (ki/nol)
Ol o B Y gd
res-, . - . ar
[] Temperature Pres-4Z 2.91289 5.5 472817 20,4395 (bar)
[1 Pressure Pres-YX 7.38425 10 520,18 -73.259  (bar)
7] virx Pres-1Y -140.942 5.7 645.868 1.39357  (bar)
Ir=aJ Pres-YZ -3.14508 6.1 475,277 -16.2981  (bar)
[T vir-y Pres-2) 2.89899 5.5 472,798 -20.252%  (bar)
o Pres-ZY -3.13345 6.1 475,284 -16.2889  (bar)
L vir-xz Pres-Z7 0,12456] 1.8 B27.608 -0.675747 (har
[ vir-rx #Surf*SurfTen 554.051 38 4480.22  -117.052  (bar rm)
) ox-Ve |- nmeps
Box-Yel -)x 0 0 0 0 {nm
[ vir-ry v Eox-¥e ! -1Y 0 0 0 0 (nn/es
< > Box-Yel-72Z -0.00217917 0.0021 0,0754623 0.00480295 (nm/ps
T-System 300.524 0.14  3.73756 -0.0907375
Lamb-System 1 i il il
You may want to use the -driftcorr flag in order to correct
or spurious drift in the zraphs. Mote that this is not
f drif h hi
[Imaormalize by Nmal a subst itute for proper eauilibration and sameline!
emperature dependent fluctuation properties at T = . .
A T dependent f1 T = 300.324
| Calc Ave ( . ) . )
Heat capacities cbtained from fluctuations do #nmot include
quantum correct ions. vou want to zet a more accurate estimate
t ti [t tot t t timat
please use the g_dos program.
Draw Close WARNING: Please verify that vour simulations are corwersed and perform

a block-averazing error aralysis (not implemented in 2_enerzy vet)
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