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Metody dokovani
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Metody dokovani - aproximace
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Metody dokovani - aproximace
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Dokovani - povrch molekuly

ho povrch




Dokovani - Lenhoffova metoda
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Dokovani - pouzivane algoritmy

Vignuain dokovar
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Dokovani — pouzivane algpraLny
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Dokovani - owmvrm 3ralgontmy

Postupna | <ce ligandu




Doekovani - pouzivane algoritmy.
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Doekovani - pouzivane algoritmy.
Predgenerovaneé knihovny konformacl

Elejzlplel
C £

Nejdrive Je provede
Konformacni zmapovani
\ R a Vvhodne
konform jsou dale
poUZity pro dokovani.

\\\\ \f
§\

[I1aLLIC (
Vel 0fe) JEANOL
KERTOrMace.

N
N\



Doekovani - pouzivane algoritmy.
Molekulova dynamika
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Dokovani - skorovaci funkce

provadet minimalizace systemu.

Pro radu ligandu spravné urcit jejich vazebnou afinitu.

- Nalézt spravnou polohu ligandu uvnitr receptoru (pod|
- experimentalnich dat).

| Spravné ohodnotit skupinu ligandu.
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Program DOCK

File Edit View

Go Bookmarks Tools Help

CRE AT

4+ httpi/dock.compbio.ucsf.eduy/
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- | o |[ClDock Kuntz
[ English - czech Dict... [ Meviditelny pes EMBritské listy S Seznam [ SUnSITE Czech Rey

n... [ AltaVista Technole... [internet [ Christmas Ascii Pict... F3XXX B Lookup EJNew&Cool

Kuntz Group

& 1)

Shoichet Group

Overview of
DOCK

Test Sets

Contributed

Code

g Links

Older Versions

of DOCK

Other Useful
Links

The MDI

Contact us

http://dock.compbio.ucsf.edu/DOCK_6/index.htm




Program DOCK

el
coordinakes

gri

precomputs save qris
Tar rapld dock evaluation

ligarid
cfdinatas

complementarity with receptor
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Program DOCK

proteinui— program SPRYEn

no selection|y




Program DOCK

no selection - no selection




Program DOCK

el
S,

h

Ivoertdersimulact ow_box

automatically construct box
to enclose spheres?

File Select Actions Tools Fayorites

Extra margin to also be
enclosed (angstroms)?
(this will be added in all 6
directions)

box center user-defined or
sphere cluster center of mass?

e U
5.0 s

sphere file *~ enter box center

coordinates

selected spheres.sph
_Sp P Xy Z]

y

cluster number
enter box dimensions

[xy z]/_/-/

Hopened selected_spheres.sph.pdb containing 1 model, 46 atoms, and 46 residu) 46 atoms

-

output filename



Program DOCK
id

e — program gric

PocIanI gridurpro Interak

N

Tools  Favorites

Actions

File  Select

Fayorites

Select  Actions  Tools

Eile

Help 1

no selection|-
I

no selection




Program DOCK

program grid

POCIEENI grHdUrPro INtErakece —

g rec

" 2.2,

Relace

[ompute grids

grid spacing

output molecule
contact score
energy score

energy cutoff distance
atom model
attractive exponent
repulsive exponent
distance dielectric
dielectric factor
bump filter

bump overlap
receptor file

box file

vdw definition file
score _grid prefix

M| Shell

Upravy Pohled Zalozky MNastaveni

9.9 7
Dr;j

B
S R &%)

MNapovéda

a

6

12

yes

4

yes

0.75

rec_ all.mol2

rec box.pdb
./parameters/vdw AMBER parm99.

grid




Program DOCK

\lastni dokovani — program dock6

Rigidni dokovani




Program DOCK

\lastni dokovani — program dock6

Flexibilni dokovani

Molecule

—1"
-

1. Dock anchor
Y
."%’ m‘ N, Anchor N.N; Expanded
Orientations Y Configurations
3 ! | { A
+ /"\ v
e \ 7 2. Prune |3, Add next segment,
.’ sample torsions
"%\ (b C;\ N, Pruned
L, Configurations
o E 5. If multiple anchors,
4. If complete, try another /l
reminimize

Docked
Configurations

Nc is num_anchor otients for growth or
nurnber_confs_for_next_growth (35 appropriate]
NO is max_orientations

Nt is average number of positions per torsion in flex_drive.thl file,
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Program DOCK
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LICSE Chirrizrz

H FEile Select Actions Tools Favorites File Compounds Calumn  Selection Chimera HBonds  Mavie

S5 | Mame

W ligand.maolZ_1
W ligand.maol2_2
Y ligand.molZ_3
W ligand.mol2_d4
W ligand.molZ_5
W ligand.mol2_B
W ligand.mol2_7
Y ligand.mol2_3
W ligand.maolZ_3

Multiple compounds chosen

Change Compound State
& Viahle Deleted Purged

Hide Gt Help

Hiopened flex_orients.molZ containing 1000 models, 13000 atoms, and 1000 ref no selection|-
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Program DOCK

Vi/Sledky dekovanita Jejich Interpretace

YizwDocie - fharnzfzdansifdacidilactinflas gzl scoradrnol2
Eile  Select Actions Tools  Faworites File Compounds Column  Selection  Chimera HBonds  Mavie

S5 | Mame Grid Scare | es vihw Cluster Size

W MOL  algalactmolz  -21.13395-3.186515 -11.9494.35 3
W MOL  algalactmolz -21.054527 -4. 294164 -16.760363 2
YW MOL  algalactmolZ2  -20.97706 -2.769514 -16.207546 3
W MOL  algalactmolz -20.267126 -2 610564 -17. 656563 1
W MOL  algalactmolz -20.162832 -3.895341 -16.263391 1

Multiple compounds chosen

Change Compound State
& Viahle Deleted Purged

Hide Gt Help

no selection|y
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