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Add Displayed Molecule&%2')v4L .

A’k (A=0) DMDETE
B CBIEEHEBE/IVEER) 20UV 5,

Enter # of molecules(Z1&EA AL, OKEHYYHIT 5,
Add waterz2!)v L.

Enter # of molecules|Z500& A AL, OKEHZ)wHT B,

E2 solvate/Build Cell

- O
Name #Mol  Position moll | Composition
A 1
,> Add Displayed Molecule... Add .mol2 File... Add water... <
Simulation Cell  Option
(@ Set Density [g/an 3] 06 |

Set Distance from Solute [nm]

() Set Lattice Constants [nm]

Box Type cubic

Total Number of Atoms:

Reset...

Import

Add water 1 |

Enter # of malecules |500|
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2. Buildz9')v 79 5EERDES3GFRMBIEHESND,

Solvate/Build Cell - m| x
Mame # Mal Pasition malfl Compaosition
[DISPLAYED] 1 Fixed 0,059 C2He0
WATER 500 Random 49,703 H20

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

Simulation Cell | Option

(®) Set Density [afcm ™3]

i) Set Distance from Solute [nm]

() set Lattice Constants [nm] 2.5563 2,5563 2.5563 Impart
Angles [deg] |90.0 20.0 90.0
Box Type cubic e

Total Mumber of Atoms: 1509

.

N

agth= 0.9533 Angle= 101.663 Dihedral= -164.556 Lper= 0.554

w Charges Avail: User
tho= 0.900 g/cm™3

- ArrAA L ArrFeA - ACFAA
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3. etohagbarbW\DTAHIL T EFHIRIIERLIEET 5,

& Setup Bennett Acceptance Ratio - D
Integration Path Procedure
Reference Funs For lambda=1 (FulNJoupling) ese

Directary Run as Tempfk Press/bar  Time/ps #species
etohag_grmx_tmpl [Equilibration]  unfixed unfixed (MM 2
etohag_gmx_tmpz [Equilibration]  300.0 K unfized 10ps 2
etohag_gmx_tmp3 [Equilibration]  300.0 K 1.0bar 10ps 2
etohag_gmx_tmp [Product run]  300.0 K 1.0bar 10ps 2
Add Clear
Target molecule MoL01 [¥]
# of Threads 2

Start
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