autodock vina:
http://vina.scripps.edu/

download autodock vina:
http://vina.scripps.edu/download.html

mgltools:
http://mgltools.scripps.edu/

download mgltoos:
http://mgltools.scripps.edu/downloads

Eevioc: f- N a-kokhodeEtpivn. Evkolog tpomoc: AvoiEte Cif og keipevo. Kpatiote povo atopikég
ovvieToypéveg kKukhodeEtpivng. Avoi&te Tdpa to Cif (mov £xetl udovo v kukAode€tpivn) e mercury
opnorte Tig 2mheg Béoeig m.y. kamolwv 06 1/kon C6 kot cdote wg pdb.

http://pubchem.ncbi.nlm.nih.gov/

p-coumaric
SDF: 3D SDF save
open .sdf file ue Mercury kot save as .pdb

[MopakorovOnote: vina_ tutorial.wmv

(1:20)

download mgltoos:
http://mgltools.scripps.edu/downloads

download autodock wvina:
http://vina.scripps.edu/download.html

pymol Sag¢ to divw eyd O http://pymol.org/educational

(2:00) Theory

(3:45)
Autodock Tools - File (Menu) - Read Molecule —-> beta CD.pdb

Edit (Menu)--> Hydrogens — Add — Polar only
Grid - Macromolecule - Choose - beta CD - Select a molecule - Save as .pdbgt

Grid — Gridbox Znueitdvoups TLC TLPEC TIOU POC LKAVOIIOLOUV

no. of points in x dimension = 40
no. of points in y dimension = 40
no. of points in z dimension = 40

x center = 7.853
y center = 12.17
z center = 11.517

close window
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ligand - Input - open - (File name .pdb) p coumaric.pdb
defl xALk otn beta CD xaL hide

Ligand - torsion tree — choose torsions

Ligand - output - save as .pdbgt

Close autodock tools

Me Notepad yp&yte éva .txt file conf 1.txt

receptor = beta CD.pdbgt
ligand = p_ coumaric.pdbgt
out = out.pdbgt

center x = 7.853
center y = 12.17
center z = 11.517

size x = 40
size y = 40
size z = 40
exhaustiveness = 10

[T WINDOWS]

Start - Programs — accessories 1 Windows system — Command prompt
g

and o010 run 1 oT10 search — TPAYTE: cmd

Me cd mnyaivete oto o&xkeAo mou doudeUete, I.X.

cd Documents\Kostas\autodockVina\cyclodextrin complexes

kai type:

“\Program Files (x86)\The Scripps Research Institute\Vinal\vina.exe”
conf 1.txt --log log.txt

--config



