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         Every year (academic) research produces a large amount of research describing the 
biological effects of chemical substances. This valuable information, while public, is usually in a 
form not accessible for systematic data extraction (data mining) and lacks consistent 
standardisation. ChEMBL is an Open Data database that contains this information manually 
extracted from the literature. The database contains binding, functional and ADMET information for 
a large number of drug-like bioactive compounds. Data is further curated and standardised (assay 
read out and chemical structures) to maximise their quality and utility across a wide range of 
chemical biology and drug-discovery research problems.  The current release (18) contains : 
53,298 documents, 12,419,715 bioactivity measurements, 1,359,519 compounds, and 9,414 
targets. Access is freely available through a web-based interface, data downloads (including a 
local copy of the database) and web services at https://www.ebi.ac.uk/chembldb. Recently 
ChEMBL has been joined by the SureChEMBL resource of patent-dervied chemical structures, 
with integration between the ChEMBL and SureChEMBL sets being achieved via cross-references 
sharing identical standard InChIs. The session will focus on the application of ChEMBL to drug 
discovery problems, including target prediction, library design and other analyses. 
  
 

  

http://www.ebi.ac.uk/chembldb

	Program
	Monday 23 June
	Tuesday 24 June
	Wednesday 25 June
	Thursday 26 June
	Friday 27 June
	[L7] The use of biological descriptors of chemical compounds to enrich traditional cheminformatics applications
	Alexander Tropsha
	University of North Carolina, Chapel-Hill, USA
	Institute of Pharmacy and Food Chemistry, University of Würzburg, Am Hubland, D - 97074 Würzburg
	[P50] Development of an universal workflow for the preparation of molecular databases for Virtual Screening
	KNIME
	Introduction
	Starting with MATLAB and MALSAR
	Install MATLAB
	MALSAR

	Dataset
	Exercise 0: Introduction to the MATLAB system
	Exercise 1: Single task learning
	Exercise 2: Multi-task learning introducing sparcity
	Exercise 3: Optimizing one parameter
	Exercise 4: The L21 algorithm
	Exercise 5: Interactions between tasks
	Conclusions

	Bibliography
	1. Introduction: aim and context
	2. Material: query and searched database
	3. Methods
	VolSite and Shaper
	ROCS

	4. Programs and input data
	5. Exercise 1: Binding site comparison
	6. Exercise 2: Ligand shape analysis
	7. Conclusions
	Bibliography




