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% AutoDock

home downloads resources fags & help forum contac

vou are here: home — downloads

Tue Download Instructions
SCRIFFE by gillet — last modified 2011-10-04 14:24
Contributers: Sarigs Dallakyan, Michael E. Pigue, Ruth Huey, Oleg Trott and Stefanc Forli.
f Researcn Instructions on how to download ADT & AutoDock.
INSTITUTE ADT, AutoDock 4 and AutoDock Vina are distributed under different licenses, so for:
navigation
@ Home AutoDock 4.2 Please fill out this registration form or proceed to download page.

3 Downloads
3 Resources AutoDock Vina Download here (No registration reguired)

@ Fa0s & Help

Forurm
= ADT Please follow these instructions.
(3 Contact
B How do I get PyRx
started with e Virtual Screening software for Computer-Aided Drug Design.
AutoDock?
Raccoon Graphical interface for preparing AutoDock virtual screenings.

AutoDock 4.0 Please fill out this registration form.

AutoDock 3

= Don't forget to download the latest version of ADT (version 1.4.5 or higher is recommended for AutoDock 4). This graphical user interface will really help you set up and analyse your
dockings.

= Check out the Frequently Asked Questions, How-tos and Tutorials to help you get started.

TE imis Eiem s

- -gs, please use our Bugzilla system to report them.

Link: https://telegram.me/VIBCBC ir

site map accessibility

Qsearch
log in
news
AutoDock4.2.6
2014-08-04

AutoDock4.2.5.1
2013-01-03

AutoDock Vina now
has an FAQ
2011-02-18

AutoDock Vina is now
Open Source
2010-04-20

Tutorizal section has
been updated
2010-02-25

More news...

4 October 2017 3
Sun Mon Tue Wed Thu Fri Sat
1 2 3 4 5 6 7
8 9 10 11) 12|13 14
15 16 17 18 1920 21
22 23 24 325 26 27 28
29 30 31


https://telegram.me/VIBCBC_ir

& Secure | https://en.m.wikipedia.org/wiki/List_of_protein-ligand_docking_software
|

= WIiIKIPEDIA Q

List of protein-ligand docking software

Page issues

w 7

The number of protein-ligand docking programs currently available is high and has been steadily increasing over the last decades. The
following list presents an overview of the most common programs, listed alphabetically, with indication of the corresponding year of
publication, involved organisation or institution, short description, availability of a webservice and the license. This table is comprehensive
but not complete.

Year
Program . Organisation Description Webservice| License
Published
) ) Docking predicts the binding orientation and affinity of a ) Basic free
1-Click Docking 2011 Mcule . Available )
ligand to a target version
) ) Automated active site detection, docking, and
Indian Institute of ) ) ) ) Free to use
AADS 2011 scornng(AADS) protocol for proteins with known structures |Available .
Technology Webservice

based on Monte Carlo Method

Prediction of stable binding mode of flexible ligand )
ADAM 1994 IMMD Inc. No Commercial
molecule to target macromolecule

The Scri Automated docking of ligand to macromolecule by
e Scripps
AutoDock 1990 PP Lamarckian Genetic Algorithm and Empirical Free Energy | No Freeware

Research Institute ) )
Scoring Function

The Scripps Open

AutoDock Vina 2010 ) New generation of AutoDock No
Research Institute source
Hanyang o

RBetaNack 2011 ) ) Based on Voroni Diagram No Freeware
University
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Hanyang

BetaDock 201 ) ) Based on Voroni Diagram No Freeware
University
University of ) : )
} . Combines ZINC databases with DOCK to find ligand for )
Blaster 2009 California San ) Available Freeware
) target protein
Francisco
University of A new method for ligand-protein blind docking using low- )
BSP-SLIM 2012 o } ) Avallable Freeware
Michigan resolution protein structures
i ) Prediction of the interaction between a protein and another
DARWIN 2000 The Wistar Institute| ) . ) No Freeware
biological molecule by genetic algorithm
University of ) ) .
) . Based on AMBER-type potential function and genetic
DIVALI 1995 California-San ) No Freeware
} algorithm
Francisco
) ) Freeware
University of ;
or
DOCK 1988 California-San Based on Geometric Matching Algorithm No )
) academic
Francisco
use
DockingServer 2009 Virtua Drug Lid Integrates a number of computational chemistry software | Available Commercial
) . Biomacromolecule- and ligand-flexible docking using
Docking Study with . . N ) :
H Chem e 2006 Moatonori Tsuji combination between the predicted structure-based No Commercial
erChem
P pharmacophores and ligand-based pharmacophores
o o Based on Monte Carlo, genetic algorithm, and database )
DockVision 1992 DockVision ) . ) No Commercial
screening docking algorithms
Swiss Institute of ) ) )
EADock 2007 o ] Based on evolutionary algorithms Available Freeware
Bioinformatics
eHITS 2006 SymBioSys Inc Exhausted search algorithm No Commercial
Mayo Clinic Program for identification of drug interaction sites in )
No Academic

C
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University of

Flexible ligand and receptor docking with a continuum

FDS 2003 . No Academic
Southampton solvent model and soft-care energy function
FlexX 2001 BioSolvelT Incremental build based docking program No Commercial
University of Target side-chain flexibility and soft scoring function, based Open
FlexAlD 2015 i No
Sherbrooke on surface complementarity SOUrce
The Hebrew Modeling of peptide-protein complexes, implemented _
FlexPepDock 2010 , . o Available Freeware
University within the Rosetta framework
. . . . , Free for
Scripps Research | Genetic algarithm based docking program using FlexTree _
FLIPDock 2007 , o No academic
Institute data structures to represent a protein-ligand complex Use
Merck Research Rigid body docking program using databases of _
FLOG 1904 , , No Academic
Laboratories pregenerated conformations
Systematic, exhaustive, nonstochastic examination of all Free for
FRED 2003 OpenEye Scientific |possible poses within the protein active site combined with |No academic
scoring Function use
Biomolecular Based on Katchalski-Katzir algorithm_ It discretises the two
FTDOCK 1997 Modelling molecules onto orthogonal grids and performs a global No Freeware
Laboratory scan of translational and rotational space
National Chiao , , ,
GEMDOCK 2004 ) ) Generic Evolutionary Method for molecular docking No Freeware
Tung University
Glide 2004 Schradinger Exhaustive search based docking program No Commercial
Collaboration
between the
University of Genetic algorithm based, flexible ligand, partial flexibility i
GOLD 1995 ] No Commercial
Sheffield, for protein

GlaxoSmithKline
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Automates the homology modeling of mammalian olfactory

receptors (ORs) based on the six three-dimensiaonal (3D) Free for
GPCRautomodel 2012 INRA structures of G protein-coupled receptors (GPCRs) Available academic
available so far and performs the docking of odorants on use

these models

Makes use of biochemical and/or biophysical interaction

Centre Bijvoet i _ ) .
data such as chemical shift perturbation data resulting from

Center for
HADDOCK 2003 Bi ecul NMR titration experiments, mutagenesis data or Available Freeware
iomolecular
bioinformatic predictions. Developed for protein-protein
Research ) . . )
docking, but can also be applied to protein-ligand docking.
Arris ) . . .
. Fast, fully automated docking of flexible ligands to protein _
Hammerhead 1996 Pharmaceutical No Academic

. binding sites
Corporation

Docking program based on pseudo-Brownian sampling )
ICM-Dock 1997 MolSoft T No Commercial
and local minimization

National Taiwan Predicts possible binding targets of a small chemical

idTarget 2012 ) . _ . _ Available Freeware
University molecule via a divide-and-conquer docking approach

) China Medical Based on a cloud-computing system for TCIM intelligent )

iScreen 2011 i . . Available Freeware
University screening system

Program for molecular docking, virtual screening and

Lead finder 2008& MalTech quantitative evaluation of ligand binding and biclogical No Commercial
activity
LigandFit 2003 BioVia CHARMm based docking program No Commercial
Seoul National Protein-ligand docking using conformational space

DockCSA 2011 _ . . No Academic
University annealing

: Weizmann Institute . ) ) )
iIN 1996  Sci Molecular docking using surface complementarity No Commercial
of Science
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Laegrgerown

Based on a non-conventional Monte Carlo simulation

MCDOCK 1999 University Medical . No Academic
technigque
Center
Maximum-Entropy based Docking web server is aimed at
MEDock 2007 SIGMBI providing an efficient utility for prediction of ligand binding |Available Freeware
site
Molecular ) L i .
, , Docking application within MOE; choice of placement
Operating Chemical ) ) ) .
) 2008 _ methods (including alpha sphere methods) and scoring No Commercial
Environment Computing Group ) ) i
functions (including London dG)
{(MOE)
Based on a new heuristic search algorithm that combines _
MolDock 2006 Molegro ApS _ _ _ _ _ o ] No Academic
differential evolution with a cavity prediction algorithm
MS-DOCK 2008 INSERM Multi-stage docking/scoring protocol No Academic
Indian Institute of | All-atom energy based Maonte Carlo, rigid protein ligand _
ParDOCK 2007 _ Available Freeware
Technology docking
The algorithm carries out rigid docking, with surface
PatchDock 2002 Tel Aviv University | variability/flexibility implicitly addressed through liberal Available Freeware
intermolecular penetration
. ) . o . Free far
University of Based on a class of stochastic optimization algorithms (ant ,
PLANTS 2008 o No academic
Konstanz colony optimization)
use
Moscow Institute of
Physics and Analysis and visualization of hydrophobic/hydrophilic ,
PLATINUM 2008 , i ) Available Freeware
Technology (State | properties of biomolecules supplied as 3D-structures
vV I B C B e
. JOCK 1999 Cornell University |Based on Monte Carlo method plus energy minimization No Academic
[ OCK 2006 Peking University | Pose-Sensitive Inclined (PSI)-DOCK No Academic
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University of '
PSO@AUTODOCK 2007 Leinzi iy and varCPS0-Is are suited for rapid docking of highly No Academic
eipzi
Pzl flexible ligands
H Heuristic docking program that uses Python programming
anyan
PythDock 201 Uni y i language with a simple scoring function and a population  |No Academic
niversi
based search engine
Georgia Institute of | Low-resolution flexible ligand docking with pocket-specific
Q-Dock 2008 , ] No Freeware
Technology threading restraints
MNovartis _ _ L
. Monte Carlo perturbation with energy minimization in ,
QXP 1997 Pharmaceuticals . No Academic
) Cartesian space
Corporation
University of York/ , . .
HTVS of small molecules against proteins and nucleic Open
rDock 2013 Open source _ MNo
. acids source
project
University of _ _ , ,
SANDOCK 1993 _ Guided matching algorithm No Academic
Edinburgh
Alessandro _ )
_ o The Score service allows to calculate some different _
Score 2004 Pedretti & Giulio _ _ Available Freeware
_ docking scores of ligand-receptor complex
Vistoli
Feng Chia Swarm optimization for highly flexible protein-ligand ,
SODOCK 2007 _ ) _ _ No Academic
University (Taiwan) |docking
University of
1991 California, Matching of molecular surface cubes No Academic
Berkeley
2003 Tripos Based on an idealized active site ligand (a protomol) No Commercial

11
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Free

i . . . . _ webservice
) Swiss Institute of | Webservice to predict interaction between a protein and a _
SwissDock 201 o _ _ Available for
Bioinformatics small molecule ligand _
academic
use
University of Consensus docking method for prediction of protein-ligand _
VoteDock 2011 _ _ No Academic
Warsaw interactions
YUCCA 2005 Virginia Tech Rigid protein-small-molecule docking No Academic
University of Rigid protein-small-molecule docking Flexible protein- Open
MOLS 2.0 2016 . _ No
Madras peptide docking Source

W5y /J
i 7~
, %
A |
o 3
77 & >
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CRYSTAL STRUCTURE AT 1.9 ANGSTROMS RESOLUTION OF HUMAN
IMMUNODEFICIENCY VIRUS (HIV) Il PROTEASE COMPLEXED WITH L-735,524, AN
ORALLY BIOAVAILABLE INHIBITOR OF THE HIV PROTEASES

DOI: 10.2210/pdb1hsg/pdb

Classification: HYDROLASE (ACID PROTEINASE)
Deposited: 1995-03-31 Released: 1996-04-03

Deposition author(s) Chen, Z.

Organism: Human immunodeficiency virus 1
Expression System: Escherichia coli

Experimental Data Snapshot wwFDEB Validation & 3D Report || Full Report
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Resolution: 2.0 A Clashscore I G
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{in Browser) Sidechain outliers EEEj T GG
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File Edit View Terminal Tabs Help
Number of distinct conformational clusters found = 38, out of 100 runs,
Using an rmsd-tolerance of 2.0 A
CLUSTERING HISTOGRAM
| | | | |
Clus | Lowest | Run | Mean | Num | Histogram
-ter | Binding | | Binding | in |
Rank | Energy | | Energy | Clus| 5 10 15 20 25 30 35
I I I I R S T TR R J (R
1] -12.76 | 57 | -11.55 | O | ddHEE
2| -12.57 | 33 | -12.00 | 5 |#dE
3 -12.52 | 24 | -11.62 | 2 |##
4| -12.13 | 61 | S11.51 | 10 | #adsasiis
5 | -12.13 | 15 | S11.18 | 6 |#saass
6 | -11.88 | 36 | -10.86 | 4 |##E#
7 -11.79 | 22 | S11.41 | T |sekssad
8 | -11.85 | 77 | -11.16 | 3 |###
9| -11.53 | 3 | -11.53 | 1 |#
10 | -11.52 | 37 | -10.84 | 9 |
11 | -11.48 | 76 | -11.16 | 4 |
12 | -11.38 | 31 | -10.73 | 5 |
13 | -11.28 | 47 | -10.91 | 3 |
14 | -11.11 | 44 | -10.65 | 2 |
15 | -11.18 | 88 | -11.18 | 1 |#
16 | -10.99 | 56 | -10.99 | 1 |#
17 | -10.97 | 58 | -10.97 | 1 |#
18 | -10.96 | 6 | -10.57 | 3 |#E
19 | -10.87 | 98 | -10.87 | 1 |#
20 | -18.71 | 68 | -10.58 | 2 |##
| -10.61 | 5 | -10.61 | 1 |#

78

Link: https://telegram.me/VIBCBC ir



https://telegram.me/VIBCBC_ir

Ligplot Il a3 satiiad U Sashs i Ul

Ol s) 3 Qe 58S Gl gl) IS 3 ) e g sale 58518 ) ok 0 R0PDB i () 55 (e i sl 3l (sl
Aaxi G yidn b ocluster ) osebesalS Gl boajla 1) 6350 Ol (nsieS 4S ead s cluster
Sla pad li ) ligPlot Jie 50 sla 138 a i L1 (U800 sl ¢y geaila 58S 5l alS 8 b ¢ gl 58S

_.A:.\.J.A:\AUS\JJUQ\?)}O:\\L\J\SDFcf-\.A\.J\)J‘\SA\JJ\}@»)%JJ%@M):S}J}@Q.&S\M\

79

Link: https://telegram.me/VIBCBC ir



https://telegram.me/VIBCBC_ir

ngpl()t ) salaia) Ll sala J.JM

30 a4 ) Gl 4K 230 e 0218 5 3 G sla (RES) ) Gan () g Al S ey K
B2l G0 4S B )0 5 (AT s sy diile A s 4kl cpl D) edlaiul b sl e sam

ol saablia QW8 3 s e JuSid 18 b o K At
Cosl (o yind BB 55 Sl ) DL Kol adi o A
(LN a4 s 3o 5029 portable & sa 4444l p)

https://www.ebi.ac.uk/thornton-srv/software/LigPlus/download.html
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S Cual g 2l 1) o 2l g8 e i

CJ\AOJ)&BQBJ\ \)Q‘Winl’ar J.U\.A@LQM‘.\JJ\J}OJ)SJ.JSOMJJL\JMJJLSJJQNJL?\_\SJ}L‘JJ\u.au

JL\\JM\AJ.\cuyd;\djaﬁ‘@ﬁgjjdﬁﬁbw@&AJ(:AJSJAE{:MA\A:\\ujg@jjwdg)u

Mame Date modified Type Size

. lib 6/25/2016 5:50 PM File folder
cLigPlus 6/14,/2010 5:01 PM Windows Batch File 1KE
(= LigPlus 6/26/2013 2:35 PM Executable Jar File 744 KB

V C R

81
Link: https://telegram.me/VIBCBC ir



https://telegram.me/VIBCBC_ir

File Edit Help

LigPlot+ is a front-end for running and editing LIGPLOT and DIMPLOT schematic diagrams

To start, use File-=Open and select PDB file. For full instroctions, go to Help-=hlanuaal.
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A 30 1 pdb e b b e 8 (555 e Sy Al (1SS (File Caand i 2y

LigPlot+ v.14. e Rt
Edit Help

Open r PDE file

Cloze DRW file

Save N _ #}
Add -

Delete

Import Version v.1.4.5

Write P5 file

Print Screen

= ‘ont-end for running and editing LIGPLOT and DIMPLOT schematic diagrams

To start, use File-=Open and zelect PDB file. For full instruetions, go to Help-=Tlanual.
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@: File name: |mmplex—result.pdb

Metwork Files of type: [PDB files (*.pdb, *.ent)
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File Edit Help
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|ﬂ

LigPlot+ is i.

To start, use Fil{|

. _
| %| Run LIGPLOT/DIMPLOT - [

PDB code:
complex-result

Title:

PDB code contains:
2 protein chains (A, B); 1 ligand

LIGPLOT | DIMPLOT

Select ligand to plot
MK1: 302(B) - Unknown

or, enter residue range: Options: [ Include waters

res1res2 chain-id (eg 18 20 A) [] Filter waters

: Run | rCancel ]
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[ Recentre ][ Onfoff ” Sizes ][ Colours :Moveresidue v:
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[ Recentre ][ Onjoff ][ Sizes ][ Colours ] :Move residue v:
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Save
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