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Add 2 | -GfHS | -CEHS v [ Zoom 1 i-o ] }
Winmostar 12 Col f8.11 1.0997 0O 0 Btom 0,95 : 9
2-12-1-2 Leng=4.98¥4 Ang=0 Dihed=0 Lper=0H
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AM1 EF PRECISE GMORM=0.05 WOINTER GRAPHF MMOK
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1C 0 1 10 110 1 [
2 H IEET 0 1 10 1 100
30 1.33B04 1 120.0019 1 0 1 T2 0
4 0 1.33504 1 119.9984 1 173.5993 1 1 2 3
5 0 1.33504 1 12000021 1 0.028 1 4 1 3
E L 1.33506 1  119.8983 1 0.028 1 a1 4
¢ 0 1.33806 1 1189.8873 1 -0.016E 1 54 1
8 H 1.089967 1 119.838 1 173,872 1 4 1 3
9 H 1.093966 1  120.00BE 1 1798743 1 54 1
10H 1.09366 1 120.0016 1 -0.0044 1 a1 2
11 H 1.09366 1 120.0033 1 1735929 1 [
12 H 1.08966 1 1200043 1 -179.984 1 T8 4
2 H 1093666 |0 i 1 i 1]
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[MD> AR ZB &/ ILZ1ER IIZT. [Put the molecule on main window as solute |
DFTvI%5 L. TAdd mol2 File JTRAZHL T, £(ZEERFELT=benzene.mol2]

% E ’S; o
5 Solvate/Build MD Cell - b
Fut the molecule on main window as solutel
B oM [MD | BiS) Y-IMD) Fi-HTLL) A Marne #Mol  Position malfl v | Composition
G| vE-boaTiEa | Normal [
3HS e AN A
] AEA A B
per=0 H Add \Water Add .mol2 File [},
Gromacs 3
LAMMPS
- SE GMORM=1 Simulation Cell | option
Amber r
. (®) Set Density [g/em™3] 0.6
AT —_ »
e 7 G- S » Set Distance from Solute [nm]

REFILA () Set Box Size [nm] Irnpark

Q0.0 Q0.0 Q0.0

'Y

Box Type cubic W

Total Mumber of Atoms:

Resek Build Cancel
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mol2 7 7 A JILZE AT . [Enter # of molecules |IZT150 1 EAALIOK T 5,
ZLTIBuildJ7/REE1H T,

0 Solvate /Build MD Cell = B
[ TPut the malecule on main window as soluke
Marme #Mol  Position molfl v | Composition
benzene. molz 150 Random 7.681 CEHA
Add mol : :
Add Water Add . molZ File Delete

Enter # af molecules

Sirmulation Cell | option

(®) Set Density [gicm™3] 0.6
Set Diskance From Soluke [nm]
() Set Box Size [nm] 31889 | 31839 | |3.1889 Import
Q0.0 Q0.0 Q0.0

Box Type cubic W

Tokal Mumber of Atoms: 1800

Reset Build
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1730 H 1.033386
1791 C 1.34956
1792 G 1.40676
1793 C1.38383
17394 C 1.38383
1736 0 1.33570
17396 H 1.03534
1797 H 1.0995
1798 H 1.10127
H 1.
0H 1.

143 120.6122 1N -173.686
149 118.7586 N 131.1273
149 120,327 UN -179.804
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1600 120.5625 1N 0.2333
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A1 DREDMDETE (2

[MD>Gromacs>F—T—FERTEIZEWNT. —BETDIReset IZ T,
[Preset ||ZI Minimize (fast) |. [# of Threads |[Zili 51| #i%}5

L7k 1)

EFL.TOK|T 3,

2

&4 Gromacs Setup
[]Extending Simulation # of Threads
Preset Minimize (fast) v []M™PI (for Remote Job) 1

I Mormal [ | MHumber Run Control Temperature Coupling
nsteps 5000
F—T—FEE7E.
rs— Total ime: N/A
GromacsEfT_
GROZPA R HAS_ integrator steep v
FIETAHERHAS
_ - Velocity Generation Pressure Coupling
out e ) AREE
log 2P I4REE(mdrun)_ .
IFLE—2E | Fix random seed
ENIZARARET
i i

Load
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Basic | Advance | Output | Interaction | Other | Automatic | Options | Force Field

Save

Reset
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[MD > Gromacs > GromacsE{TIIZE VT, #IZEINIEZET7AILDLZRIE
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I(F) O™ | MD  BHES) Y—IL(I) Fi-HFIFLLU) ~JLTH)

R | % UE-hEaTEA I Mormal [ | Mumber
iR R R 7R A
2 Ao A AT B

Gromacs C F—T—ER7E
LAMMPS r GromacsEiT L}
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. RS 1D&REOMDETE (EE1E2)

FHERTE. TMD>Gromacs> ¥ —7J—FKRE%5F JIZT. NExtending Simulation]|Z
Fr % A, [Preset][ZINVT (fast) IZI8TE T 5. XIZ. nsteps](Z125000],
[constraints [l all-bonds 1Z3§ELIOK19 5,
ZL TIMD > Gromacs>GromacsE{T1ET 5,

&2 Gromacs Setup = (=

Extending Simulation # of Thread

Preset MYT (Fast) emote Job) 3

Basic | gdvance | Qutput | Interaction | Othel utomatic | Options | Force Field

Run Control Temperature Coupling
dt [ps] 0.002 berendsen v
nsteps 25000 Syskern
Total time: 50 ps ref-t [K] 00,0
integrator md v | tau-t [ps] 1.0
¥elocity Generation Pressure Coupling
gen-vel WES v | proupl no (Y]
Fix random seed isotropic
gen-seed 12345 1.0
[l Esplicitly set gen-temp [K] 300, 1.0
4.5e-5
Constrainks
constras Bibonds
Reset Load Save | 0K
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. A1 DRMBEOMDETE (FE1E3)
AEETHE. IMD>Gromacs>F—TJ—FE&E 1IZT. Preset ]IZINPT (fast) | %

FEET B RIZ. Insteps 12125000 . lconstraints |[ZTall-bonds |Z3§ELIOK |9 5,
%L TIMD > Gromacs> GromacsZE{T1&E9 %,

& Gromacs Setup = B
Extending Simulation 2
Preset MPT {fast) ote Job) 3
Basic | Advance | Output | Inkeraction Farce Field
Run Control
dt [ps] 0.002 berendsen W
nskeps 25000 Syskem
Total time: 50 ps 300.0
inkegratar md 1.0
¥Yelocity Generation
gen-vel no v | pooupl Parrinello-Rahma w
| Fizc random seed poupltype isokropic W
12345 ref-p [bar] 1.0
Explicithy set gen-temp [K] 300 tau-p [ps] 1.0
compressibility [fbar] 4,5e-5

Constraints

Reset Load Save
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. B 1DFEMOMDITE (EEDIRE)

MR > BFHIEFRITVIRLI1ZZERL., [EEZERELEI M 2 JITRLIELN &
BZZ . ETCONDFILRHERZILRNIZINFESCLFTHEET 5,
CDIKRETID7A4ILI>TRIZ THRIFIMG. Tbenzene_ eqmol2 ] ELTHREFET %,

{F) | iRE([E) | EF(S FHEBOMP) oM MD

M aems arez | B3R

De ShELER) Chrl+y

sted THRAMERED(T)

21 _
335 EHEHREE)

FEF{A)
waE)
AGRITMA)
AGRBIE(D)

HRER
IE(S) (3
HEER) F3 £

o
it
ESvin CHrl+E o .
Bk R 3

ERRI{0)
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"

=2 Ctrl+G
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. B 2DFEMDOMDETE (RDIERK)

BT TIMD> BIEFBRE/ILEVERL 12 #EIRT 5, [ Set Box Size |ZEIRL .
[Mmport JIR2ZF3RL . TBox Type = Triclinic JZ&IRT 3,

) Solvate /Build MD Cell = =

Put the molecule on main window as solute

Marne # Mol Posikion molfl W Composition
| [SOLUTE] 1 Fized 0,065 C900HS00
Add Water add .mol2 File Delete

Sirulation Cell | option

(") Set Density [gfcm™3] 0,7994

(") Set. Diskance From Solute [nm]

>:-Set Box Size [nm) 2,598 ||2.895 | |2.998 Import <

angles (90,0 Q0.0 a0.0

Jl
)

Box Tvpe triclinic W

Total Mumber of Akoms: 1800

Resek Build Cancel
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. R 2M ;&% BOMDEHE (RD1ERKL)

[Put the molecule on main window as solute |DF T v%&4+L. [ Add Water |
RAVZELTI7001EAALIOKIT B, & ZRIZIBuildJ RZUZFH T,

&g Solvate /Build MD Cell - b Eenerated 2,100 H14000700 MASS=12,610.7 %=10.00 Y=2.3 7=28,
1300-1-2-12 Leng=25.6351 Ang=24.5 Dihed=-5.809 Lper=1.556 H
[]Put the molecule on main window as solute bl=24,338.5745 Rho=0.8604
Marne # Mal Position malfl W Cormposition
| WATER Foa Random 47,750 H2o

g

| Add Whater < nolz File Delete

Sirulation Cell | option

(") 5et Density [gfom~3] 0.8604

Set Distance From Saoluke [nm)

i:.::' Set Box Size [nm) 2.898 2,893 2,898 Irnpoart
Angles |90.0 a0.0 a0.0
Box Type Ericlinic v

Tokal Mumber of Atorns: 2100

Reset Build

——

N
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. 20N FEMEDMDETE (F#1E1&2)

['MD > Gromacs > F—"7J —KE% % JIZ Tl Extending Simulation]DFxTvI%& 4L
[Preset |2 Minimize (fast) IZ{8E 9 5,

FLTlIoky&41)vy4oL . TMD>Gromacs> GromacsE{T1&E9 5,

7714 )L & &Twater.grolB KU watertop ] ET B,

HEKRTH#. TMD>Gromacs>F—J—FER%E 1IZT. £9 [Extending Simulation |
ZF 1 v . [Preset]IZINVT (fast) JZ5ELIOK L.
[MD > Gromacs > GromacsZE{T1¢ET 5,



X Ability
. B2 &FMEDMDETE (FE#1E3)

RIZ. TMD>Gromacs>F¥—TJ—KEXFE IIZT. [Preset]IZINPT (fast) IZEE T B,
RIZLUTORRIZEETELIOK]IEL .. TMD > Gromacs > GromacsE{T &9 5,

« [pcoupltype |IZT semiisotropic]
e [ref-pJIZ1.01.0]
« ltau—plIZM1.0 1.0]

« [compressibility |20 4.5e-5] (x,y ARIZE D FIEZ L= DEXTE)

Basic | advance | Interaction | &utomatic | Other | Options | Force Field

Run Control Temperature Coupling

dt [ps] 0.00z2 tooupl berendsen W
nskeps 5000 tc-grps Syskem
1
&g Gromat
inkeqrator md w | ref-t[K] 300.0
|‘lf| Extending Simulation Yelocity Generation kau-t [ps] 1.0

Preset ﬂF‘Tfast gen-vel no v| Pressure Coupling
NPT (fast) ... e s .
1234 proupltype semiisokropic W
ref-p [bar] 1.01.0
tau-p [ps] 1.01.0
compressibility [[bar] 04.5e-5
refroord-scaling no W
2017/10/01 Copyright (C) 2010 A-RUIILY LU, LLU. Al TIEIIW TESEIVEU. 18
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. 2D HFEMMDOMDETE (EERENFRE)

o1 ERIERIZ. TMD>Gromacs > Gro 7 7 A L&A IAH 1% v L., TIHILRT
BIREINDT7AMILEERL, BRERATYTDEEERTT D, R, THRE>
FHEIERITYRLIZZERL, (BEZREFELEIT M 2 UCTELNIET D,
COIREETI 7ML I>TRIZ THREFIN G, Twater eqmol2 |ELTRET S,

d _ _ _ _ aenerated £, 100 H14UUO/UD MasSs=12,610, 7 X=1.0088 y=E20002 ¢
Generated 2,100 H14000700 MASS=12,610.7 X=30.66 Y=20.02 I=- ?100-1-1800-1 Leng=15.7528 Ang=69.5 Dihed=0 Lper=0 H

2100-1-1800-1 Leng=37.4897 Ang=97.3 Dihed=0 Lper=0 H = =
vol=21, 127.6202 Rho=0.9911 Jol=21,127.6202 Rho=0.9911
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HYORTFTEYT 4

. FEmZBDMDETE (RDIERK)

TMD>FREE LA 1%2:EIRT B, [Cell 1]IZTbenzene_eqmol2]%. Cell 2]IZ
[water_eq.mol2 ]Z$EE L. IBuild &9,

&g Interface Builder - OIENE
am MD| BiE(S) Y-IL(T) Fa-FIF Cell | Direction | Repeat
7] E-FZEdiEA ol 1
EEEEEEJEJL’EFFE‘E ! Browse
?'D}{L: mﬁl Lattice Constants
N KEOESR
. ar |29.1502 [a] alpha: A0, 0000 [ded]
EEFEINST v
b: 29,1502 [a] Beta: 20,0000 [dea]
Gromacs b
29,1802 [a] Gamma: 90,0000 [deq]
LAMMPS 3
Amber 2 Cell 2
z- > :
. ﬁﬁ*ﬁ%ﬁ j]$% 3 Latkice Constants
-??—EI‘:JL#? % ar 29,1502 [A] Alpha: 30,0000 [deq]
Bondfﬁnq = by 29,1802 [a] Beta: a0, 0000 [deq]
o 24,8638 [a] zarmma: 20,0000 [dea]

Previous ek Build
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HYORTFTEYT 4

. FEmADOMDETE (RDIERL)

BRETHAIT7AILBEZREIDINDAD T, {RIZTinterface.mol2 | EL . IEEBIZIRFTFIMNT-
CEEMLERFTAT AT HRRREIN-ZBFEEE L X %Closed b,
?E}ﬁ’é%ﬁ]’%’d‘%)H’FE’ZE“*LT:%’&EEEE’G%§o

3%?;23?5%.'33& 2 prg=26rd Dhed=151.373 Lpar =1.144 C

iy

Winmostar V7.008

saved successfully.
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KRmE&ZDMDETE (FEfiE1~3)

[MD > Gromacs > F—"J—FK % FE JIZTlExtending Simulation |OFxTvo%& 4} L.
[Preset |2 Minimize (fast) IZ{8E 9 5,

FLTlIoky&41)vy4oL . TMD>Gromacs> GromacsE{T1&E9 5,

774 ILA& & interface.grol B KW interface.topl&ET 5,

HEHRTE. TMD>Gromacs>F—J—FRE&FE 1IZT. £9 [Extending Simulation ]
ZFxvL. [Preset]ICINVT (fast) IZ$EE T D, RIZLL T D KOIZIEET 5,
e [constraints]IZlall-bonds ]

FLTIoK &4y L. IMD>Gromacs>GromacsZE1T1¢9 5,

STERTE. IMD>Gromacs>F—TJ—FE&TEIIZT. [Preset |ICINPT | Z$EE T 5,
zkl_suTODJ:')(? EY Do
rBaSIGJ’)'lj0)rpcoupltypejlhrsemusotroplcj
e [lref-pJIZN1.01.0]
e [ltau—plIZl1.01.0]
e [compressibility |[IZI0 4.5e-5]
[constraints |IZlall-bonds ]

%L'CFOKJ’E7U w0L . MD>Gromacs>GromacsZE{T1ET B,



X-Ability

HYORTFTEYT 4

REAZADMDETE (KEHEHE)

HELRTHE.MD>Gromacs>F—J—RERTEIZT. ULTODELIIZFEET S,
« [Basic |27 Ml nsteps]IZ50000 ]
FLTIoK Z&41)v4o L. TMD>Gromacs> GromacsE{T1¢E9 B,

&2 Gromacs Setup - o IEN
Extending Simulation # of Threads z
Preset {custom) v | []MPI {for Remote Job) 1

Basic | Advance | Imkeraction | Automatic | Gther | Opbions | Force Field

Run Control Temperature Coupling

dt [ps] 0.002 kcoupl berendsen Y]

nsteps S0000 kc-grps Swstem

integratar md w | oref-b K] 300.0

¥Yelocity Generation tau-t [ps] 1.0

aen-vel no v | Pressure Coupling

| Fixz random seed proupl parrinello-Rahma v

12345 proupltype semiisokropic W

ref-p [bar] 1.01.0
tau-p [ps] 1.01.0
compressibility [fbar] 04.5e-5
refcoord-scaling no ¥]

Cancel Load Save Reset
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V. #ERALIE

[MD>Gromacs > ZEENMIEEIRT D, TIAHIETERINSET7MILERL,

oM | MD | BHR(S) Y-I{T) FEA(A) F—HUFILLU) ~LTH)

B E— =3 452
COH3 BREREAIRHERE 1 v Che
i=24,31 AFLEN RECISE GRNORM=0.05 NOINTER GR&FHF Ml
1 Dihed AR Ao F
EhrrElNST »
Grormacs ’ F—T—FEEE
LAMMPS 3 GromacsEfT
Amber 3 GROJFA LR FAD
MODYLAS 3 bl QI E e
AT N outIrTILARE
RmEEILS B aTEmE
Bond/angleE L EEmaJET
e 3882 0 N
2 3293 H T35t
3884 H
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Redraw Excel
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L1

[Calc Ave l7TRAZEIRL ., T IAINTEIIN B EE D74 ILERL,

RRENT=TFRNIT7AILDT#SurfxSurfTen |OWHIZ. REEHEZHNDORE

#;(Z

CTlE2) DFEATRRINSD, BHALIET bar nm=0.1 mN/m

&7 .
had = energy_ave.log.dos - XTIE > B
TPAIWE) WREE) BF(0) F|R(N) ALT(H)
Energy berms | Pres-xX -490.2381 17 649.247  -56.4774  (bar) ~
|Pres-XY 15,6498 7.8 491,732 17.2768  (bar)
L] angle |Pres-xZ 12.5835 8.7 487.827  -14.5513  (bar)
[] Proper-Dih, |Pres-YX 15,6307 7.8 491,726 17.4436  (bar)
[ Impraper-Dih |Pres-YY -75.3929 13 654 966 -10.6072 (bar)
Rrop : |Pres-YZ -11.7193 11 502.346 -5.60271 (bar)
[]L1-14 Eres—gx 12,?263 7 48%%;2 5139;23 {bar%
|:| Coulomb-14 | Pres-ZY =-11.724 . =J. har
|Pres-ZZ 2.816859 .828  -2.86049 (bar)
[ L3-{sR) #Sur FxSur f Ten 456.959 i.25  143.905 (bar rm)
[] Coulomb-{sr) Box-Ve | -XX 0 0 0 (nm/ps)
|:| CDUL-I’EEip. BOX:V& |:W B U 0 U U (nm/ps)
Box-Vel-27 0.00369808 0.0029 0.0748087 0.0164865 (nm/ps)
[] Patential | T-System 300.25 0.085 3.58964 0.0576235 (K)
I:l Kinekic-En. Lamb-System 1 0 0 o 0
[] Total-Energy | You may want to use the -driftcorr flag in order to correct
[] Temperature | for spurious drift in the graphs. Note that this is not
[] Pressure a substitute for proper equilibration and sampling!
< Temperature dependent fluctuation properties at T = 300,26,
Heat capacities cbtained from fluctuations do *not* include
quantum corrections. If you want to get a more accurate estimate
S please use the g dos program.
|'WARNING: Please werify that wour simulations are converged and perform
Calc Ave a block-averaging error analysis (not implemented in g_energy yet)
[+] autoscale
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