VN winmostar Fa1—rUZPI)L

Gromacs
S HE

V10.4.3
20215F4A1H KRSt o7O0XR7EVUS+

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



AS(CONT

o AXZ(EIWinmostar VI0ODERMZRIF1—KJI7)LTT,

« #FHTWinmostar V10ZBFEWNIRBAFEFF—XHA RESBLTLIZE0),
o BMEBEDEFFMZFANIZWAIZI—UY =1 77)L"SBUTLEE0),

RAREODANBOEZZHREINDAL. BEEZZELIZTUN,
— Winmostar8 ABEE : ERFEF 12— MU IILDBRIESEDHBITULET,

— WinmostarEhEEE S : IHmINAAES. EROFIROEER. BRI 11— b J7JLDHEE
VERE. BEERUNDTF 11— NP ILDO—EPDIREREZRBITUET,

- EREER : CHZBICICU CGEBBABTZHAICHRAINA AL TIEITET.
AREOANFTED (CEIFENEFTRVWHEEEE. FITELLBIEMESRUTIIZSL.
KL< HBIEMMTERUBRWNGE(E, [BFHROERSE - BEDIH. SEEEIA—AIC. RBS
BIRGEEZDORFICEMSNZ T 7 IV ULTER S IES 0N,

AREOEFEIKRASHIORTEUFTAaHMBLET . HRASHIOXTEYU T ¢ DFFEERR
<. LWHVRDEETORBEDIE—, BRZECFT,

mn 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

EhFIRISESTE

. AHBEEAWBRIESHICE. CygwindDtzy M7 THWMETT,
- https://winmostar.com/jp/installation/-1 > X b—)L73EDCygwinDiZEFNE(CHEL
ttw N7V ITUET,

(68) B FoWwTFhhoU 2O FIETWinmostarADCyawinlglE (cygwin_wm & BT E
T) EBELET,

cygwin wmF )L ET S8 (IFHEE. LB miT)
Cyawindt4 D [CWindows Subsystem for LinuweF AL SI8E (~—SHR)

e TIAIBMTIEHCYETICA>AM=ILENEITH., WinmostarDIRIERTED [TOTS5 LN
A1 > [Cygwinl ZZE T D ETERDIGAICA > A M—)LB]IEGET T,

— O *
. LTINS
Fa-bUFIL) 24 E200W)  AJLTH)
— . e GAMESS(1): C:¥lsers¥Public¥gamess-64¥games| | ..,
- [T (GALERARETT) o | | |
S¥jmol.bat | GAMESS(2): |c ¥ff320_windows¥Firefly820.exe |
—-—— —
| O ¢ | Files¥CCDC¥Meraury 1 | .. | € 5 b |C:#G15WHg 16 exe | o
Repace [ | o & H @ £ BIE |
- | Files¥POV-Ray¥v3. 7¥bi| | MWChem: C:¥nwchem¥bint¥nwchem. exe
=55 ____)_% _________
|Files¥0penSCAD¥npen:| ICygmn I
I N .- [ 9

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


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

=

IK-RE> OR-BAERBOEED. FEEE, RERDZAELET,

%E%@KET%X%%@%E*EJ

RITER O\
OFHl ) AN
RERDIER %@%@mﬂé
K /
OFEl )

N =z
;I I%\ 1\5\\ .

DFOFERE, #FHEIZE (CIGU CTEELICHEBR AT Y THIFIEILUET,
“RETE"ODRATY ITEHNIKENZFE, BIRENEL., EEEOSVVERETEEIDCENTE

F 9. FFICFmENDOERIEDIRITENTY,

HNiZOIEME. HEFROTBERAETERER(CASZTEE

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

5 ZFET,
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CC TR 1ZR T ET B,
1. -C6H5/RY>ZTUwv DT D,
2. Replace/h5>&0UwIFT B ETRITUHMEREND.
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2. Assign charges by acpype” -1 > RO TExecute/hy >z T,
3. [BERAY17O0M2EIHILIESWINEIFLVRY > ZIRT,

D Assign charges by acpype - O X
Commands For Cyguwin:
acpype.py - SINPUTMAMES: -c bee -n 0 -k "gr_theory="aM1', grms_tal=0.C 558 ®
M oM MD | ESE TR YD Fa-RUTI Eam o EEENEEEESFLETAT
@ o @ ERREeLEEn. = e < >
DFERBAIN.. Hide Detail Cancel LA (N)
% OB R ERTEEENILTIO L £ @ & 2
— Ttem Yalue
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1. DFF-LIJI7TFEBCCharges Avail: User&EF RS, E|DHTESNEEBEARREIND
L_t%ﬁﬁa 3_50

2. SN/ EBRTIAF I AZ21—T(SNI/ERZERT)ZBIRL. BRIZIEFRRICT D,
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I. D 1DBFHEDMDETE (SRODIEK)

1. & BRzeRE/ I zBRzoUvIT D,

2. Add Displayed MoleculezZUw 2 L. Enter # of molecules(C150&- A1 UOKZZD
UwJ93D,

@ solvate/Build Cell — O pod

Mame # Mol Position moll Composition

A

| I—
Add Displayed Molecule. .. Add Water... Delete
Add molecules /1 ot

Simulation Cell | Option Enter # of malecules |150|

{®) Set Density [gfom~3] |U-6

Ok Cancel
Set Distance from Solute [nm]

() Set Lattice Constants [nm]
90.0 0.0 90.0

Same as main window
Box Type cubic -

Total Mumber of Atoms:

Reset... Cancel
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I. D 1DOFMEDMDETE (ROEM)

1. BuildzOUw U923 EEBRDKISERMEKREND,

Solvate/Build Cell — O * Winmostar N= 1,800 C900H300 M= 11,717.05
Marked Order: 2 -12-1-10

" N Marked Atom: X= 0.515 Y= -7.357 2= -2.941
L
hame # Mol | Posiian ILI Compestion Length= 4.9839 Angle= 0.012 Dihedral= * Lper= "~
[DISPLAYED] 150 Random 7.681 CEHE N 0 DRIt o h f 3

Add Displaved Molecule. . | | Add .malz File, ., | | Add Water. .. | | Delete

Sirmulation Cell  ption

(®) Set Density [g/cm~3] |IZ|.6

Set Diskance from Salute [nm]
() et Laktice Constants [nm] 31839 | 3.1859 | |3.1559

angles [deg] |920.0 90,0 Q0.0

Same as main window

Change only one direction. .

Box Type tubic - |

Total Mumber of Akoms: 1500 Y

J

— a= 31 .689 b= 31.889 c= 31.8389
N alpha= 30.000 heta= 90.000 gamma= 30.000
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1. MD | Gromacs | HiZZEIDYT=Zzo v I 3D,
2. WiBZEREDHTIOARITOKZO UV DITDE.

MD  EHE(S) TEAVA Y-
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= Do ~
SMIEUZHGHEIDZTEND,
@ msEmNAET - O X
FUREEIN S TR AEEEIRL TS
® gETHSA-REEN YT
(—14%) GaAFF ~ || Exception...
AMBER03
SPCJE
A A EEITE [position_restraints] EIE1D
3@ 4RE a1 (2 [position_restraints] 3810 Edit...
[ BERIF-F (a7 [distance fangle fdhedral_restraints] %3800 | Edit. .
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I. D1DOBEDMDETR (F#{El)

V)L —EHS5GromacszER L. [ F—T—REEEZIUVIT D,
Resetz27'Jw 2L, # of Threads(CilliF|E=IEE T D

Preset(CMinimize (fast)ZiEE 9 D,

Runz2oUw 293, J7-1)l%&%benzene.gro, benzene.topt U TIREFT B,

H WNH=

@@ Gromacs Setup - 3
[ Extending Simulation # of Threads
Preset | Minimize (fast) | |MPI (for Remote Job) 1
. Basic  Advance Output Inter er Automatic Options
MD  BF(S) FEAA) Y-l
[ [ [ Run Control Temperature Coupling
GI’D MAacs e | HII'I 0.002 berendsen
MI:I P F'IG . nsteps System
G N DD.I'II.E Total ime:  N/A 200.0
St
g F" M ESS integrator steep ~ 1.0
Naﬁﬁéar: 4:3;” I:I EI Velocity Generation Pressure Coupling
M | res no
L I|:'| M M PS q_ Fix random seed isotropic
Guarmam ESPRESSO
F D |"-"| N ES Explicitly set gen-temp [K] |300. 1.0
4.5e-5
Reset... oK Cancel m
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I. D1DBEDMDETR (F#{E2)

1. 588 TE. (M F—I—REEEZIVVIT B,
2. Extending Simulation(CFT v oz AND,
3. Preset(CNVT (fast)=i8E 9 D,

4. BasicH T (CTnstepsz=25000(CEE T B,

5. Runz0UwvU93,

@@ 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] 0.002 teoupl berendsen ~
Total time: 50 ps ref-t [K] 300.0

integrator md ~ | tau-t [ps]
Velocity Generation Pressure Coupling
gen-vel yes ~ | paoupl no ~
Fix random seed isotropic
gen-seed 1.0
[ Explicitly set gen-temp [K] 300, 1.0

4.5e-5

Reset... Load... Save... oK Cancel I

N
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I. D1DBEDMDETTR (FE#E{E3)

SHERTE (M F-D—REBEEEZIVUYIT B,
. Preset(CNPT (fast)Zzi8E 9 3.

Basic”J (C Tnsteps=25000(CEZE T B,

. RunzoUwv o33,

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]
Explicitly set gen-temp [K] |300. tau-p [ps]

compressibility [/bar]

Reset... Load... Save... oK Cancel
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1. MD | Gromacs | &fEBEZHRHAH (gro)zo v I3 3B,
2. TIAIBNTEIRESND T 71L& EIRT B,
3. ¥ | BHIRFAEZHORIAEN | BRREURWZERT D,

:nzene.gro - Winmostar (QM/MD/SOLID/SCGE) V @ FHEREHDE O X
FoV) | FEROMP) oM MDD BiE(S) (@) BELE LA
0 F7-FaEEErIUrES=RK) Flo
00 =EEEEFU)
=REMYMR) $
i ETAMEEE(A) S 2
& &3 HEFHEANZ)

|| gmx_tmp_mdrun.gro

|| input.gro

-

[=N=]
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~
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T A& (N): | gmx_trap_mdrun.gro

il <0

BRLEER)

EREFEIEM) Shift+Ctrl+V

FTEEIN)

[ElER(0)
EITEEERP)
BETEEERFER
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SRNSETRIL)
NEF/EET-AV/MD)

S FOERERR)
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I. D 1DOFMEDMDETE (FRRDIRSR)

1. {RE | AMBEREZFHFICEDETRFEBREZ I v IT D,
2. BILORAIICHFEATHREZIEIRL. OKZIUwvIT 3,
3. B amEMITEREREZIY YO0, benzene_eq.mol2& U TRIFT B,

mos10¥UserData¥benzene.gro - Winmostar (QM/M

Y BEERSMEIE.  — m| by
ORI S T E A T EEE

EEBAAIDTEEER 8
EFEEMA) ' $
@ EFEFEEIRD) Shift+F4
EFEEEM) v \ 32.\:3
EMEZE(P) v A '

I|-||_}
=2z

@ saEHETRE

N ;AZ;J‘;;‘[’;) o O Ll BT T ERE
9% Z&FEIRO) Fs =~ . + « winmos10 » UserData » v D O UserDatal)
AEERTH) » ) o /1
FRTOKEEEIR(Q) Q JFr4 L &(N): |benzene_eq
IS BRI F6 T4 LDEH(T): | Mol2 File (*.mol2)
;;;f;ﬁﬁ: Fo ‘" ® v JAll5-0SE®E) | D #FS)
g O BFSHTRR BN SE T e

EFEa0as8EE))
ERRTFOER/AEEEER(S)

EZ0RYEL/V-NS)
EERODYUELX

F3UT() l g
{ whErEaEEL).. . \

TIERIERZ) A
FHEREHEIZETERREEW).. | oK I':" )], iEF
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II. 2D BEDMDETR (RDIERK)

i A ERE/ BRIV IT B,
Add Waterz2'Jw/Z7L. Enter # of molecules(C [700] AN UOK=ZDT W /ITF 3B,
Set Lattice ConstantsZzi#iRL. Same as main windowz2o'Jw /293,

Box TypelCTricliniczi#iR9 3,

=l

@ <olvate/Build Cell — O ®
Mame # Mol Position molil Zompaosition
WATER 700 Random 45,645 Hz20

N

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

Simulation Cell  Gptjon

() 5t Density [gfcm™3] 0.8223

Set Distance from Solute [nm]

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

AnglesfNea] 0.0 [[ooo |[son |

Same a5 main window

Change only one direction..,

Box Type kriclinic ~

Tokal Murber of Akoms: 2100

Reset, ., Cancel
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II. 2D BEDMDETR (RDIERK)

1. x, yABEOtILY A X(d&(FEbenzene_eq.mol2 E3EE T DIEHETE LIzWLWHY, zAE(ZHER
BE(CEDERAELIZV\DOT,. Change only one directionz2Uw 293,

2. Select direction CZ2ZERUOK=Z IV W I D,

Enter density T [0.9] EABDULOKZOUW DT D,

4. BuildzoUw U933 EA8RDKIRRMNMERETND,

0 sobvate/Build Cell — O = Generated hy trjconv... N= 2,100 H14000700 M=12,610.7
Marked Order: 1800 -1 -0-10

W

Marked Atom: X= 13.086 Y= -4.235 Z= 3.009

Mame # Mol Position molfl  ~ Composition Length= 280298 Angle= * Dihedral= * Lper= "
WATER 700 Random 49,955 HzO X i
Add Displayved Malecule. .. Add .mol2 File. .. Add Water. .. Delete

Simulation Cell  Option
(D) set Density [gfcm~3] 0.9

Set Distance From Soluke [nm]

@) Set Lattice Constants [nm]  [2.94205 | [2.94205 |[2.66610c]
Angles[deg]l (900 [[30.0  [[son0 |
Same as main window
| Change only one direction...ml ' 1 : %
Box Type triclinic w v L e §
P ?
Tokal Mumber of Aboms: 2100
- tho=0:900-g/em"3
o a= 29421 b= 29421 c= 26.861
Bt (it alpha= 90.000 beta= 90.000 gamma= 90.000
[ ]
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1. MD | Gromacs | HiZZEIDYT=Zzo v I 3D,
2. WiBZEREDHTIOARITOKZO UV DITDE.

MD  EHE(S) TEAVA Y-

@ ESEEEEMNEEES).
S FERAIN)...

P SEHTESHEEIVIETO
FEHTETEIINETO
mUY-(P)

SEENLA)...
HEAAVICERO)..

Gromacs
LAMMPS
Amber
MODYLAS
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M F-T7-F#FE.
8 4.
OJEET (log)..

RIEUDSGMNEIDZE TSNS,

@ mEEsYET m] X
NIBEENSTAHEDERLTEEN
@ BETHAIA-FHENLT
(—#7) GAFF ~ | | Exception...
AMBERO3
GkEF) sPCE ~
A A RIS [position_restraints]%EiEAD
[ S#REF (21112 [position_restraints] &iEA0 Edit...
[1384REFzrEH(: [distance fangle fdihedral_restraints] %800 £t

Dump Mow...
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II. B22DBFEHEDMDEE (FEH{E1&2)

MF—I—RE\EEEZIVVIT B,

Extending Simulation®F 1 v o749,

Preset(CMinimize (fast)ZiEE 9 5.

Runz2oUw 293, J7-1)l&%water.gro, water.top& U TREFEI B,

=l

o

STERTE. (M F—T—RBEZIIYVIT B,
Extending Simulation(CF 1 v 2U%Z At1Preset(CNVT (fast)ZziEET D,
7. Runz2oUwvw 93,

o
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II. 20D BEDMDETR (E#E1E3)

N

MF—D—RBEEZIVYIT B,
Preset(CNPT (fast)Z18E 9 3.
BasicH D ([C T T DERICERTE T Do
pcoupltypelCsemiisotropic
ref-p(c1.0 1.0

tau-p(c1.0 1.0
compressibility(C0 4.5e-5

(x,yAmE(ZEDSEZE UIRWZSHDERTE)

RunzZoUw 093,

@ Gromacs Setup
Extending Simulation

Preset FT (fast)

# of Threads

“ |  []MPI (for Remote Job) |1

raction Other Automatic Options

Temperature Coupling

| tooupl

Basic mut

Run Conihol

dt [ps] |n.nn2
nsteps | 5000

| tc-grps

Total time: 10 ps

integrator md
Velocity Generation
gen-vel no

Fix random seed
12345

Explicitly set gen-temp [K] |300.

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

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

ref-t [K]
w | tau-t [ps]

Pressure Coupling
w~ | pcoupl

proupltype

ref-p [bar]

tau-p [ps]

compressibility [/bar]

berendsen -

|Sy’stem |

|3un.0 |

e |

Parrinello-Rahma

semisotropic

Ok
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II. 20D BEDMDETH (EIRDIRSE)

1. k1 &EEE(C. MD | Gromacs | RRRIBERHRMAAH (gro)=r w93,
2. TIAIDBTEIRESNDZ T 71L& EIRT B,

3. {RE | AMIIRREACERIDERFEBREZ IV IT B,

4. CILOPRHIICHFHAUTHREEZERL. OKZOUwY I3 3,

5. B ApEMITHREEZIY YO L. water_eq.mol2& UTRFT B,

@ eaEAITRS
&8 : & #43% _ )
. y <« winmos10 » UserData » W (o] - UserDatadd
|| gmx_tmp_mdrun.gro GRO F7 Il 122 KB
|j input.gre GRO F74 ), 122 KB

JrA &M} |water_eq <

J74 LDIEFE(T): | Mol File (".mol2) \l

v JAIS-DSE(B) E&#[S]

T A& (N): | gmx_trap_mdrun.gro

YU winmostar copyright 2008-2021 X-Ability Co., Ltd. 21



III.FEARDMDETE (GROEK)

A W N =

. BuildzoUw D93,

MD EfE(S) TFTrEAVA) Y-I4T
B SEERE/INEEES..
o FERA(N)...

P SHTESHEIWETO
FETETEENVITO 4
mU¥—(P) »
FEENA...
KEAAVICERO)...

. MD | REENA=ZOUY DT B,
. Cell 1T...R5>%Z20'Jv2L. benzene_eq.mol2zi#RT B,
. Cell 2T...R5>%=20Uw L. water_eq.mol2%=iEiR9 3.,

@ 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%

— O *
Cell Direction  Repeat

Cell 1
(O Use displayed cel
(®) Load from file |C:¥winmos1043test2¥UserData¥bE|
ai |29.4205 [a] Alpha: 20,0000 [deq]
b: (29,4205 [a] Beta: 90,0000 [deq]
29,4205 [A] Gamma: 90,0000 [deq]
Caardinates of autmast stams an 21000 | 307005
selected axis [A]:

Cell2
(O Use displayed cel
(®) Load from file |C:¥winmos1043test2¥UserData¥we| D
ar 29,4205 [a] Alpha: 90,0000 [deq]
b: 29,4205 [a] Beta: 90,0000 [deq]
C 23,9690 [a] Gamma: 90,0000 [deq]
Coordinates of outmost atoms on 06400 24.7490
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IIL.FEARDOMDETE (GROEK)

XA>O4 > ROT @X#ABEAHDSERNRY > E & D1 > RIIC
U. fERSNIEEST )L ZER T D,

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

Marked &tom: X= 0 ¥=02=10
Length= * &ngle= * Dihedral=[* Lpt.'r~

I Charges &vaitable @ G

wa- ' tho= 0.786 g/ch 27

a= 29421 h= 29421 c= 59.390

alpha= 90.000 heta= 90.000 gamma= 30.000
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III.FEROMDER (E#{E1~3)

1. MD | Gromacs | HiZZEIDYT=Zzo v I 3D,
2. WiBZEREDHTIOARITOKZO UV DITDE.

MD  EHE(S) TEAVA Y-

@ ESEEEEMNEEES).
S FERAIN)...

P SEHTESHEEIVIETO
FEHTETEIINETO
mUY-(P)

SEENLA)...
HEAAVICERO)..

Gromacs
LAMMPS
Amber
MODYLAS
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r

4

Fa-rUTILW D40 FW) A
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[1384REFzrEH(: [distance fangle fdihedral_restraints] %800 £t

Dump Mow...

O RO e MBI 5A SR (ER

Winmaostar o

ERCHEFEEShELE

24



III.FEROMDER (E#{E1~3)

MF—I—RE\EEEZIVVIT B,

Extending Simulation®F 1 v o749,

Preset(CMinimize (fast)ZiEE 9 5.

Runz2oUw 293, J7-1)l&%interface.gro, interface.top& U TREFEI B,

=l

o

STERTE. (M F—T—RBEZIIYVIT B,
Extending Simulation(CF 1 v 2U%Z At1Preset(CNVT (fast)ZziEET D,
7. Runz2oUwvw 93,

o

8. StEIRTH. [ F—I—RBEEIVYVIT S,
9. Preset(CNPT (fast)Z18FE L. BasicH T (CCLUUTDRRICRTE T Do
pcoupltypelCsemiisotropic
ref-p(c1.0 1.0
tau-p(c1.0 1.0
compressibility(C0 4.5e-5

10.RUnNZ=2J w09 3,
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ITI.RERDMDETE (FE1H)

1. 5188 TE. [V F—D0—RBEZIVUVIT S,

2. Basic#” 7 (C TnstepsZ50000(CEET B,

3. RuUnEIJwIT S, B oo

Extending Simulation

Preset fast ~ | [JMPI (for Remote Job)
Basic Interaction Other Automatic Options
Run Con Temperature Coupling

# of Threads

dt [ps] 0.002 7' teoupl

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

integrator md
Velocity Generation
gen-vel no

Fix random seed

12345

Explicitly set gen-temp [K] | 300.

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

e

tau-t [ps]

Pressure Coupling
pooupl

pcoupltype

refp [bar]

tau-p [ps]

compressibility [/bar]

OK
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IV.fERNE

1. [« RERRIF | BERHEZIUVIL. TIAINGEEINSZ3IDOT 7L =<,

2. Group3: Water&5: non-Water(CFT v I%Z ANND,
3. Drawz2J w093 &, ZEHAEDEREDMHIFTRREIND.

D Density Profile — O *
Partial density
1,000 T
/ Water
900 J‘I \\I non-\Water Create Group...
1
ao0 |'II I'|I First Frame [ps]
= 700 . \
Z Il |
%
E °00 II |II Density
2
= 500 f
Lv_: | Group
c 400 f
L
] | |:| 0: System
300-) Fl ] 1: Other
1
| | [Jz2:umk
200 l‘. ,I' 3 Water
1004 | / O 4:s0L
o . /f 5 : non-Water
1 2 3 4 5 ]
Coordinate (nm) # of slices
X Axis [#]Autoscale Min |0.052857 Max 523288 | [|Logarithm Refresh Show Log
¥ Axis [«]Autoscale im0 Max 1005.36 | []Logarithm Options... ¥ Close
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IV.fERNE

RPN EMD THBDHE (BLEz=0.8~2.00%81F) OBEDFERKRDDIEH. T
JAE TFdDO0ptionsihky > =27 Uw 2. Calculate Averagez/'Jw 33,

Calculate average from(C [0.8] . Calculate average to(C [2.0] &EEAULOKRS>
20w 9D,

Average™« > RIOMFE. z=0.8~2.0DmEFHMDWater KUnon-Water (X)) D
EOFETENKRESND, COENSEFINREEDOELRENBIGEETH D,

4. Closez/7'Jw 293, Density ProfileD« > ROTEHBRERICCloserhy >z oUW I3 3,

— O b4 Range

@@ Density Profile
Calculate average from |0.8| |

Partial density
Cancel

1,000 T
/ \ Water
200 ||' ‘.I non-Water Create Group...
\
800 I'. First Frame [ps]
| | Range =
= 700 | {
7 | '.
% Calculate average to |2.0]
e 6w II| |I — oe to [2.0]
= | oK Cancel
2 100 || Group
a | [ o: system
| | .
300 \ | 0 1: Other @@ sverage — ] X
\ | [ 2:unk
200 l'. [ 31 Water Average. Standard deviation, Standard error
\ .ll Water 0.0003429545 0.0010846124 0.0003270229
100 / [J4:s0L non-Water 808.5768181818 10.5263337468 3.1732090415
\ /"II 5 : non-Water

1 2 3 4 5

Coordinate {nm)

X Axis Autoscale 0.052857 522288 []Logarithm Refresh Show Log
¥ Axis  [+] Autoscale 0 1005.36 | []Logar ptions... ¥ Close

: 4 4
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IV.fERNE

1. IRIVF—ZE=ZIOUY oL, TITAIMTEENDedrI71)LZRH<,
2. Calc Avez2Uvw oL, TIAILNTEINDgroT 71 )L%ZRH <,

3. Enter first frame to read(30DFEFOKZIIUwW I T B,
#Surf*SurfTen(CFREEN(2) EFRMEEHNDIE (Efu(Ebar*nm) HENND.

_ O b Mj energy_aveog.dos - AEE - O X
J7LF  REE SO0 FBRM ALTH)
pY 2.733198 0.014 0.0372972 -0.0920335 (kd/mol)
Energy Terms al Enthalpy -16926.2 76 181.467  -468.542  (kd/mol)
W= 3365.48 12 8/8.168 |-8.02156  (kJ/mol)
[ L1sr) Vir-1y -15.0942 14 707.284 89,1446 (kl/mol)
0 lomb Vir-X7 -5.31064 5.4 8.16265  (kJ/mol)
S e Hioa ab droa aroam (ko
Coul.redp. Ir- . : EI i
O . |:| Vir-YZ 2.02422 11 B4h . 627 38,168 (kl/mol)
i e t o BB R R
: i . . o
[ kinetic £n. Vir-iz 3397.85 5.9 857,67 -11.3322 (ol
e mal W g wa
res-, . - . ar
[] Temperature Pres-#7 2.91289 5.5 472817 20,4395 (bar)
[1 Pressure Pres-1X 7.38425 10 520,18 -73.299  (bar)
7] virx Pres-1Y -140.942 b7 B45.868 1.39357  (bar)
Ir=aJ Pres-Y7 -3.14508 5.1 475277 -16.2481  (bar)
[T vir-y Pres-ZX 2.89399 5.5 472,798 -20.2%25 (bar)
. Pres-ZY -3.13345 5.1 475,284 -16.2839  (bar)
L] vir-xz Pres-Z7 0,12456] 1.8 B27.806 -0.675747 (har)
[T vir-vx ¥Surf*SurfTen 654.051 38 4480.22  -117.052  (bar rm)
) Box-Ye | -Xx 0 i i 0 (s
[ vir-vy v Box-Ve - Y 0 0 0 0 (nmps
< > Box-Vel-7Z -0.00217917 0.0021 0,0754623 0.00480295 (rm/ps
T-Svstem 300.324 0.14  3.73756 -0.0807375
Lamb-Systen 1 i] i] i]
You may want to use the -driftcorr flag in order to correct
for spurious drift in the graphs. Mote that this is not
[Inormalize by Nmal a substitute for proper eauilibration and samelins!
A Temperature deperdent fluctuat ion propert ez at T = 300,324,
| Calc Ave ( " . ) .
Heat capacities cbtaired from fluctuations do *notx include
V quantun corrections. If vou want to get a more accurate estimate
please use the g_dos program.
Draw Close WARNING: Please verify that vour simulations are corwversed and perform

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