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I. RHDIER

1. @ BEzeRE/ I ZBEzI v DT D,

2. Add Waterz=2U w2 . Enter # of molecules(C500&- AN UOKZ DO UwW /T 3B,

{0 solvate/Build Cell — O pad

Mame #Mol  Position moll | Composition

A

| I—
Add Displayed Molecule. .. Add .maol2 File... Add Water...
Add water

Simulation Cell  option

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

Set Distance from Solute [nm]
() 5et Lattice Constants [rm]

[deg] |90.0 50.0 90.0

500

Ok

Cancel

Same as main window

Box Type cubic w

Total Number of Atoms:
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I. RHDIER

1. Set Density(C0.9& AT 3B,

2. Buildz2Vy U093 EERDKIIBRRMEREND.

[ Solvate/Build Cell — O X
Mame # Mal Position molll | Composition
VWATER. 500 Random 43,955 H20

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

Simulation Cell | Option

(@) Set Density [g/em 3] 0.9 :l

Set Distance from Solute [nm]

() Set Lattice Constants [nm] 2,552 2.552 2,552
Angles [deg] [90.0 0.0 90.0
Same as main window
Box Type cubic

Total Number of Atoms: 1500

R
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II. REDFHEEER

1. MD | Gromacs | WizZEDHT=zoVUwvIT D,
2. WiBZEEODITIOA>RITOKZO U ITDE,
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¥ ESEERE/ANEEES)..

aFERAN)..

P SEHTESHEEIVIETO
FETETEEVITO
MUN—(F)

FEENA..
KEAAVICER(O)...
Gromacs

LAMMPS

Amber

MODYLAS
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MSESIYST..
M F-7-F#FE.
8 =4
OJEET (log)..

IE UTEHIZHEID S TN D,

@ nEEsET O X
DB STRRERERL TS,
@ BETHAFA-FHENLT
(—#7) GAFF ~ || Exception...
AMBERO3
GkEF) sPCE ~
A AR IS [position_restraints] &3E1D
[ 53R EF (21112 [position_restraints] 3B Edit...
[13&4REFzEH(: [distancefangle/dihedral_restraints] 5800~ £t

Dump Mow...
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1. VIL\—EBhSGromacsT&ERL. [ F—D—REEZEI UV IT B,
2. ResetzZ7Uw/Z. # of Threads|CiliI5E=IETE T D,
3. RunzoUwv2o9%, J7-1)l&%Zspce_liquid.gro, spce_liquid.top& U TIREFET B,

. »
MD EiB(S) TEAVA) Y-l @ Gromscssetup
[ Extending Simulation # of Threads
Gromacs -~ E Presst  |Minimize (fast) | [IMPI (for Remote Job)
MI:I P F"G - Basic  Advance Output Interacton Other Automatic Options
g E Eﬂ%g’% ad Run Control Temperature Coupling
Gauzzian 0.002 berendsen
N'l.lll."GhE.' T 4;94“_ . I:I El nsteps System
|_ I':'| M M PS Total time:  NfA 300.0
Cuantum ESPRESS0 ‘l integrator steep v 10
DI:IE-'I"I M}{ Velocity Generation Pressure Coupling
FOMMES
yes no
Fix random seed isotropic
12345 1.0
Explicitly set gen-temp [K] | 300. 1.0
4,5e-5
Reset... - oK Cancel m
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1. EtErTE. (M F—D0—RBEEXZI UV IT B,

2. Extending Simulation(CF 1T v 2%Z AT Preset(CNVT (fast)z=:EIR9 5,

3. Runz2oUwo9 3,

{0 Gromacs Setup - O
MExtending # of Threads
Preset | YT ifast) 1P (For Remate Joby 1
Basic  Advanced CQutput  Ink 1on e Aukomatic  Options
Run Control Temperature Coupling
dt [ps] teaupl berendsen ~

nskeps S000 kc-grps

Total time: 10 ps ref-t [K]

inkegrakor md | kau-t [ps]

¥Yelocity Generation Pressure Coupling
gen-vel yEs ~ | pcoupl

Fix random seed

gen-seed 12345

[ Explicitly set gen-temp[k] 300,

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

Swskem

300.0

lu} e

isokropic
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1. MD | Gromacs | REIBEZRHAHFZT I IV IL,. T IAILNTEENZED 7L =ZRHL<,

2. F®r | ARARFEORALRZIOUvIL. BEBEURWIFTYVIZANOKRY > =D
w92, CILOHMIRRESNTWDIDFEXRRICEIAHIRRRZAFCIDILOR(CHFEL
TWVWBDH BRED 7 AL EFILOIMIRUHE T KD (CRBH=NTL D,

Generated hy trjcony... N= 1,500 H10000500 M= 39,007.64
harked Order: 1500 -1 -2 -0

Marked Atom: X= 4.65 Y= 2242 Z= §.07

Length= 5.8871 Angle= 149.21 Diheﬂral= * Lper= *

% ;\.,,

Y R T & .
: Forge Field: Available (Gromacs) o
Charges Available: User (Qtot=0.00,Qrms= 0.539)
L» A tho= 0.900 g/cm~3
a= 25.520 h= 25.520 c= 25.520
alpha= 30.000 heta= 90.000 gamma= 30.000
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ITI. SRR DAERK

M SzHEMICtILZRT DT ETRRRZER T DN BRAEDIKETZILDIHZWDDF&
FEHRERZZE U CRIBOPR(CBRE U LTIV ZILRT D LT, Z2LEDOHNEREZE LTS5
nNsd. zOiceH. wE | AMRARGFCEBISRFEBEEZ IV Y IULU. BILOARMAICHFH
ITHERECFIYVvIZANOKKNY>ZIOUYIT D,

Generated by trjconv... N= 1,500 H10000500 M= 3,007.64
Marked Order: 1500 -1 -2 -0

Marked Atom: X= 4.65 Y= 2242 2= 5.07

Length= 5.8671 Angle= 149.21 Dihedral= * Lper= *

Charges Availahle: User {(Qtot=0.00,Qrms= 0.599)
L A tho= 0.900 g/cm~3
a= 25.520 h= 25.520 c= 25.520
alpha= 90.000 beta= 90.000 gamma= 30.000
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1. (@ e/ RE | BLVEEREI Y I3,
2. B EOUYIURREEET 3.

3. Set incremental lengthdfE% [100] (CZE

@ Transf Cell

VN winmostar

-

M= 1500 rho= 0.183 gfcm™3
a= 25,520 b= 25,520 c= 125.520
alpha= 20,000 beta= 90,000 gamma= 90.000

| +39%

Copyright 2008-2021 X-Ability Co.,

BEL. OKIKY>Z2 oYY IT D,

1. Hows ko transform cell

(®) Transform only along the selected axis

Axis |c + | Direction |Change both sides ~

(®) Set incremental length [A]

() 5et tatal length [A] 25.52000
() 5t narmal skrain [-] 0.0

() et density [gfcm™3] 0.59995

(O Transform sirnilarly

Target Density [g/cm ™3] 0.59995
(O Transform by shear strain sy 0.0
(O Transform by angle alpha a0,00000

2. &komic paositions

(®) Do not change
() Move with keeping fractional coordinate

keep intramolecular coordinates

Density of original cell [gicm~3]:  0.59995

Ltd.
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1. & X#SRAMSKRRZIIYVITD,
2. BEO1ROCEDEDZZIUYVITD,

[ Generated by trjcony... K= 1,500 H10000500 = 9,007.64
Marked Order: 1500 -1 -2 -0

oo Marked Atom: ¥= 465 ¥= 22472 Z= 8.07

= N Angle= 149.21 Dihedrals * Lper=

%]

b

W=

E_A

ILDJI

fic z

@ Charges Available: User (@tot=0.00,Crms= 0.539)

. IS—;- Y tho= 0183 giomed b

= a= 25.520 b= 25.520 c= 125.520

& alpha= 90.000 beta= 30.000 gamma= 30.000
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@ nEEsET O X
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@ BETHAFA-FHENLT
(—#7) GAFF ~ || Exception...
AMBERO3
GkEF) sPCE ~
A AR IS [position_restraints] &3E1D
[ 53R EF (21112 [position_restraints] 3B Edit...
[13&4REFzEH(: [distancefangle/dihedral_restraints] 5800~ £t

Dump Mow...

O RO e MBI 5 A - R ER

Winmaostar o

ERCHEFEEShELE

14



IV.K[BROEELHAE

1. [ F—D—RBEEIIVIT B,
2. Resetz=2Uwo L. # of Threads(C:FE=18TE T B,
3. RunzoUwvw2o9%, J7-1)L&%Zspce500k.gro, spce500k.top& UTRFT D,

@ Gromacs Setup

[ Extending Simulation # of Threads

Preset | Minimize (fast) ~ | [CIMPI (for Remote Job) 1

Basic  Advance Output Interacton Other Automatic Options

Run Control Temperature Coupling
0.002 berendsen
nsteps System
Total time:  NfA 300.0
integrator steep ~ 1.0
Velocity Generation Pressure Coupling
yes no
Fix random seed isotropic
12345 1.0
Explicitly set gen-temp [K] | 300, 1.0
4.5e-5

Reset... - oK Cancel m
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SERTE. (M F-ID—REEEI UV IT B,
Extending Simulation(CF 1w U%Z At1Preset(CNVT (fast)z:EiR9 D,
BasicYJ (CCref-t [K]Z500(CEETJ B,

B wWN R

RunzZoUw 293,

@ Gromacs Setup

Extending Simulation

Preset MVT (fast)

Basic  Advance Output I ction Other Automatic Options

Run Control

dt [ps] 0,002

Total time: 10 ps

integrator md w
Velocity Generation

gen-vel yes -
Fix random seed

gen-seed 12345

[ Explicitly s=t gen-temp [K]  300.

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

- O *
# of Threads

[CIMPI {for Remote Job) 1
Temperature Coupling
teoupl berendsen ~
tc-arps System 7 I
ref-t [K]
tau-t [ps] 1.0 5 I
Pressure Coupling
pooupl no e

isofropic

1.0

1.0

4.5e-5
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1. 58RTE (M F—I—RBEEEZIVUVIT B,
2. Basic/J(CTnsteps®250000(C. gen-velzZnolCEE I B,
3. Runz2oJwv 923,

@ Gromacs Setup — O X
Extending Simulation # of Threads
Preset  |NVT (fast) ~ | [CIMPI (for Remote Job) 1 Processes

Basic  Advance Output Interaction Other Automatic Options

Run Control Temperature Coupling
dt [ps] berendsen ~
Total ime: 500 ps 500
integrator md | tau-t [ps]
Velocity Generation Pressure Coupling
gen-vel T o v
Fix random seed isotropic
gen-zeed 12345 ef-p [bar] 1.0
Explicitly set gen-temp [K] |300. tau-p [ps] 1.0
4.5e-5

Reset... Load... Save... OK Cancel
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1. IHRINF—ZZoVUY oL, TIAIRTEENDedrI 71 )LZH <,

2. Calc Avez2oUw 2oL, TIAILETEINBgroT 71L& <,

3. Enter first frame to read(J0DFEFFXOKZI W IF 3B,
Pres-ZZ(C&S/E (RURFEEEH. BEHfu(dbar) .

#Surf*SurfTen(CHEE(2) EXAEARDDIE (Efi(Ebar*nm) HEHNND.

O

X

Energy Terms
I L3sr)

[] coulomb-(sR)
[ coul.edip.
[] potential

|:| Kinetic-En.
[] Total-Energy
|:| Temperature
[] pressure

[T virxx

[ vir-xy

[ virxz

[T vir-vx

[ vir-ry

<

~

[Inormalize by Mmol

Draw

A
| Calc Ave (
N

Close

| energy_avelog.dos - XE% - o x
TriF) \EE® SXO) FFV ALTH)

Statistics over 123911 steps [ 10.0000 through 257.8200 ps ], 29 data sets
All statistics are over 12392 points (frames)

Energy Average  Err.Est. RMSD Tot-Drift

LJ (SR) 5.03085 0.014  0.318921 -0.0676702 (kdJ/mol)
Coulomb (SR) -37.3011 0.087 0.528861 0.473392 (kd/mol)
Coul. recip. 0. 843115 0.0076 0.0535031 0.0466155 (kJ/mol)
Potential -31. 4271 0.08 0.370434 0.452337 (kd/mol)
Kinetic En. 12. 4525 0.0063 0.2646838 0.0301673 (kJ/mol)
Total Energy -18. 9746 0.084 0.279769  0.482504 (kd/mol)
Temperature 499. 727 0.25 10. 6221 1.21063  (K)
Pressure -8. 56961 2.2 110. 601 3.69723 (bar)
Vir-Xx 2118.76 8 389. 158 12.6234  (kd/mol)
Vir-XY 2.36873 4.3 242557 22.1606 (kd/mol)
Vir-Xz 0. 946668 1.6 238.323 1.06992  (kd/mol)
Vir-Yx 2.37487 4.3 242.566 22.2086  (kd/mol)
Vir-Yy 2129.6 6.7 395.524  -11.4205 (kd/mol)
Vir-YZ -1.9249 0.64 242.692 1.12329  (kd/mol)
Vir-zXx 0. 950694 1.6 238. 288 1.08255  (kd/mol)
Vir-zY -1. 95265 0.63 242. 687 1.01663  (kJ/mol)
Vir-ZZ 2041.17 3.7 380.984 -13.4212 (kJ/mol)
Pres—XX -18. 4655 2.5 161.082 1.12972  (bar)
Pres—XY -1. 08653 1.4 102.088 -4.7904 (bar)
Pres—XZ 0. 653578 0.48 100. 82 2.02039 (bar)
Pres-YX -1. 08902 1.4 102.091  -4.80989 (bar)
Pres-YY -24.1422 3.3 164. 16 4.77165 (par)
Pres-YZ 0.5815 0.69 102.37  0.440981 (bar)
Pres—ZX 0.651943 0.48 100. 807 2.01526 (bar)
Pres-ZY 0.592773 0.69 102.367  0.484312 (bar)
Pres-ZZ 16. 8989 1.4 157. 549 5.19032 (bar)
#Sur f*SurfTen 479.521 30 2172. 89 28.1119  (bar nm)
T-System 499727 0.25 10. 6221 1.21064 (K
Lamb-System 1 0 0 0 0
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1. [« RRBIF | BERHEIUYIL. TIAINTRIEINSIDDI 7 ILEREL,
2. Drawz2Uw /09 3E. ZEABEDOEEDHMHIRRIND,

3. . SHEZENZNOEEZEEZES T BR(IE. > T4E5FD0ptions | Open Excelx 2
w2 U, csvI7AIZERMRU. EEEDITSITIVINTIAVTa20%1TD, BZNICT
S JDXEFEEZEKRDHIZLEE(E. Options | Calculate Averagez{#>.,

m Density Profile

750 Sy
II
1

650 f
500 .
550 f \
500 f |
450 | [
400 | |
350 |' {
300 | {
250 | {
200 ' ,
150 f
100 / \
501 P \

Density (kg m™{-3})

% Axis [v]Autoscale Min 0.12552 | Max 124265 | []|Logarithm

Y Axis [~]Autoscale Min (2.123%6 | Max 775,002 | []Logarithm
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Iy Draw
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Create Group...

First Frame [ps]

Density
A
Group I—
0 : System
[ 1: water
[Jz2:s0L
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