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The Binding Database

Home Info Download About us Email us Contribute data Web Services

BindingDB is a public, web-accessible database of measured binding affinities, focusing chiefly on the interactions of
protein considered to be drug-targets with small, drug-like molecules. As of March 12, 2021, BindingDB contains 41,328
Entries, each with a DOI, containing 2,240,573 binding data for 8,503 protein targets and 971,073 small molecules

There are 2823 protein-ligand crystal structures with BindingDB affinity measurements for proteins with 100% sequence
identity, and 8263 crystal structures allowing proteins to 85% sequence identity.

You can also use BindingDB data through the Registry of Open Data on AWS: hitps:/iregistry.opendata.aws/inding-db

Simple Search Go
Article Titles, Authors,

Assays, Compound Use ? for single-letter wiid-card or * for general wiid-card.

Names, Target Names [ Or 8xample, "adeny™ or "adeny?". Query cannot start with wiki card.

Combine multiple search criteria, such as chemical structures, target names, and numerical
affinities; restrict searches by data source, such as BindingDB, ChEMBL, PubChem, and
Patents.

Advanced Search

We are excited to share our new browser extension, BDBFind. Once installed in your
browser, BDBFind automatically lets you know when BindingDB has the data from an article
or PubMed entry you are Iookmg at online and provsdes direct links to view or download the
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submit your own chemical libraries
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register new account
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http://pharmit.csb.pitt.edu/
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() Discovery Studio Visuliazer
http://accelrys.com/resource-center/downloads/freeware/index.html|

Q pymoL > A
https://pymol.org/2/ “'

(] Maestro Academic
https://www.schrodinger.com/freemaestro

O ICM Browser
http://www.molsoft.com/icm_browser.html|

(J UCSF Chimera
http://www.cgl.ucsf.edu/chimera/download.html
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+ SwissADME http://www.swissadme.ch/
« Marvin Sketch https://chemicalize.com/app/drawing
« Corina Online https://www.mn-am.com/online demos/corina demo
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« PubChem https://pubchem.ncbi.nim.nih.gov/
« ZINC http://zinc.docking.org/




BioXGEM.iGEMDOCK

BioXGEM GEMDOCK BioLink

What's GEMDOCK Introduction

IGEMDOCK iGEMDOCK - A Graphical Environment for Recognizing Pharmacological Interactions and Virtual Screeni

Method Pharmacological interactions are useful for identifying lead compounds and understanding ligand binding
active compounds that were acquired experimentally. Moreover, most docking programs loosely coupled t
Results analysis. An integrated VS environment, which provides the friendly interface to seamlessly combine differ
compounds, is valuable for drug discovery. Here, we developed an easy-to-use graphic environment, iGEN
References IGEMDOCK can enrich the hit rate and provide biological insights by deriving the pharmacological interact
residues that often form binding pockets with specific physico-chemical properties to play the essential fun
Download (root-mean-square derivations below 2.0 angstrom) on 305 protein-compound complexes. For virtual scre4
enrich the hit rates on three public sets (i.e., estrogen receptor a for antagonists (ER) and agonists (ERA)
Visitor tracking mechanisms and discovering lead compounds

Contact Us Download :
iIGEMDOCK is available for free on non-commercial researches

« IGEMDOCK v2.1

iIGEMDOCK v2 1 for windows XPiwindows 7
ISR Y rforCemes5

iGEMDOCK v2.1 for Suse Linux 9
iIGEMDOCK v2.1 for Ubuntu Linux
IGEMDOCK user guide (PDF or zip)

 iIGEMDOCKv2.0

iIGEMDOCK v2.0 for windows XP/Vista
iIGEMDOCK v2.0 for CentOS 5

iIGEMDOCK v2.0 for Suse Linux 9
IRERMNDNCK 2 0 far Lihunti | inny

http://gemdock.life.nctu.edu.tw/dock/igemdock.php
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My IMPDH IC,F 674 pM / Mt IMPDH IC4,=0352 nM

Fragment Screening = 1300-Told potency improvement

J. Med. Chem., 2018, 61 (7), pp 28062822
DOI: 10.1021/acs.jmedchem.7b01622
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Find similar proteins by: Sequence | Structure
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