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(@) Set Density [gfcm~3] |D.6

Set Distance from Solute [nm]

OSet Lattice Canstants [nm] 27124 27124 | |2.7124 Irnport
=l Q0.0 Q0.0
Biox Tvpe cubic e

Total Mumber of Atoms: 1300

o 3
I Charges Avail: User
Reset... Caricel X tho= 0,600 g/cm™3
..‘ a= 27.124 b= 27.124 c= 27124
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[CJExtending Simulation # of Threads I:l oK cancel Run
Preset Minimize (Fast) ~ | [IMPI (For Remote Job) 1
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Step Time Lambda
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Coulomb (SR} Coul. recip. Potential Pressure (bar) Constr. rmsd
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T - EHAE s 1
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R0 Tl NB=Group-cuteff nonbonded kernels  NxMN=MN-by-N cluster Verlet kernels

RF=Reaction-Field VdW=Yan der Waals QS5Tab=gquadratic-spline table
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oo Marked Atom: X= 21.019 ¥= 55494 Z= 28015

B8 | ength= 17.1574 Angle= 0 Dihedral= 0 Lper= 0
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Copyright (C) 2019 X-Ability Co.,Ltd. All rights reserved.

ar M0 B PFAvA

H @ =

-CYCLOPENTYL ~ | Repl

BUERT,

Y=IT Fa-tURILL S ERw ALAH)
(SLAERTEETY o £ 47

& 4 0@

A1 EF PRECISE GNORM=0.05 NOINTER GRAPHF YECTORS MMOK

Plat

Column (4 ~ | Excel

Generated by triconv = generated by Wirmostar t=  10.00001
Animation - m] %
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frame 2.0000000
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2. UTDEIIZEREL, RuniR2UFHLEIFELRKRICHEZEITT 5,
*  Preset/XNPT (fast)

* nsteps(£25000

*  constraints/dall-bonds

HERTR.WEIZRLTT A= TR T 5 (LIFELEL) .

4. IRIILX—FEILRIUED) YL, DensityD I 5 7%FERT b,

o

Energy Plot

GrDmaES SEtuFI Gromacs Energies Energy Terms
; 5 [ Tatal-Eneray
. [ [ Temperat
o - ey 900 vl Density [ Pressure
[~]Extending Simulation: PTON N, A
il '-.'_J«,S'}-ﬁ,..'{; J"l[_ Nl [ constr.-rmsd
250 - _l",l'.'._" : A | [ Box-x
A Wit ¥ oy
Preset NPT {FEISt} b ) '|_-l' LU ' [ Box-z
& 800 A .-'.I‘-M'_-I ! [ wolume
i i £ AV A Densit
Basic  Advance Ootput  Inkerackion  Other R N D:“S' v
N .'-.'r. ! [ Enthalpy
Run Control 700 | e
] [ wir-v
A <
650 ¥
dt [ps] |0.002 | f
500-% J
0 10 20 30 40 50 [ Marmalize by Mmal
nsteps |2s000 T | Time (59
F_L_lL e e % axis [ Autoscale o 50 [ Logarithm Refresh
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1. F—T—FRERZEV)VIL, FEREFEEE T RunRIVZHLER
ELRIFRISGHEZETT 5,
2. FERTR.IRLX—ZLRIVEDIVIT D,
3. Calc Avelha &)V I, I7MIVEEIRT HF (70T LEFHEEE AN
5 AT7AJIZTT I+ ILEDIREETOKR A 9,
4. TEXRRITFZ7AIHDRHE. ESICEBFBANFEOTHENHNISN TS,
T7AILD—FBTIZIILLE, EEFERLGEDESTNOKRELIYELH AN T
LD,
| energy_avelog.dos - AEE
il JFIMP REE 8RO &RV ALTH
please use the g_dos program.
WARMING: Please verify that your simulations are converged and perform
a block-averaging errer analysis (net implemented in g_energy yet)
Draw Close Volume = 7.88691e-05 m"3/mol
Enthalpy = 73491 k)/mol
Enter first frame to read X Coefficient of Thermal Expansion Alpha_P = 0.000267847 (1/K)
i Isothermal Compressibility Kappa = 4.80534e-10 (J/m"3)
First frame [ps] 1 Adiabatic bulk modulus = 2.08102e+09 (m"3/))

- I Heat capacity at constant pressure Cp = 139.826 1/mol K
SN Cp-Cv = 3.67653 J/mol K
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1. BREHRIVIEBESMEBRERIRL. HRL-FA7RTTTIHILE
TERSINT=TD7AMIVER IV ZIN) T7AIVEEBET7AILEATYD
RIF7AILFNFNIZDNTHE 4785 MR

2. Create Group’h 2% )vo L, HIBLI=F 4705 TT I+ )L TERSINT-

271 ILZEFR<,

LT Fa-ru
] Eh' (=
Darnl A

- A=t I My AT A Ay P N

A e EeLEEEET G3
ne  BEHEZESRZA (gro)(G).

T BESHEM. m

FERZEFLT..

— L >
Reference Group |0 Syskem ~
Target Group 0: Swskem =

| Create Group,., [}J

First Frame [ps]

RODF
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1.  BAlLVf=Create Group™ 1> KF2(ZFH LT, Current GrouplZMOLO1 (5 [B][XTHF
#EKk9 35) . Extracted Atom Names|ZO0Z% 23R L . New Group Namel(Z
oxygen& A 71L TCreater h 2 a0 w99 B,

2. A—ZFILDAVFROHNHIELLEAIR T LI=5Closerh A F 1T,

Wil Creat,,  — O x
EZ

Current Group

£ MoLol w

Extracted Atom Mames ™

e
OH
[ o
[z
[z
ez
[]Ht
[]Hz

1 HA v
<

Mew Group Name

|n:|><':.fgen|

Create [ Close
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Reference Group& Target Groupl 25t (X EYER L f-oxygenZERL . Draw7h %

VERTEBRR-EERBIOEESMEBAHE IINS,
S5 0% R %Closer R 2 Z 9,

Radial Distribution Function - a *
Reference Group |3 oxvgen ~

Radial distribution
Target Group 3 oxygen e

oXygen - oxygen

15 ﬂ]‘ Create Group...

;ﬂ First Frame [ps]

T"J-”J
12 Jl f ":«.n
\ Ao RDF
.J 1"‘1*‘“‘# A “l‘ ]IJ'. N I.JMJ'\I‘-JWJ.
. | Wby Definitian Ao v
Ir Cukput ROF -
06 *l-
04 | 300,
' J
02 . “"
o =
0 02 04 06 08
r
¥ Bxis Autoscale ] 1.156 [ ILogarithm Refresh
¥ s [v] autoscale 0 1.7424z | []Logarithm options... ¥

Close
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1. BREHRIVIOEYHZFEMERIRNL, HBRL-FA7RTTTIHILE
TERIN:=T7AIVERLK MU IR T7AIVEEED7AILEA T YD
AIT7AILFNFNIZDODVNTH 4 7a5 H R,

2. DrawiRAUED) VI T BHEFEH ZREMDYT STNRRIND, CDTZ7H
HEtE SN 5 B L E{% 2 (Diffusion Constants) M A RO FIZRREN B,
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e rvdw—switch=1.45, rvdw=1.5, rcoulomb—switch=1.45, rcoulomb=1.5,
constraints=hbonds
o FHEE(TRILF—1B/ME)
* Preset=Minimize
« TEHLCRE—TE)
* Preset=NVT, nsteps=40000
« FHEHMECREEN—TE). AETE
* Preset=NPT, nsteps=200000

Density [kg/m”3] 878.6 +- 1.4
Diffusion constant [1e-5 cm”2/s] 1.8+-0.2
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