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Pipelining or workflow tools allow for the Lego™-like, graphical
assembly of 1/O modules and algorithms into a complex
workflow which can be easily deployed, modified and tested
without the hassle of implementing it into a monolithic
application.

The CDK-Taverna project aims at building an open-source
pipelining solution through combination of different open-source
projects such as Taverna ', the Chemistry Development Kit
(CDK) 23], the Waikato Environment for Knowledge Analysis
(WEKA) ™ or Bioclipsell. A first integrated version of CDK-
Taverna was recently released to the public [©l.
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The Lego™-like architecture allows a drag & drop arrangement of specific
workers for tailored workflows.

Current developments refactor all workers as well as the
complete setup on the basis of Taverna 2.2.1 and CDK 1.3.7
which themselves introduce major improvements to the whole
platform.
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Combinatorial chemistry support: Enumeration of products for a template
reaction and specific reactant libraries.
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In addition the CDK is enhanced with specific
functions and options for reaction enumeration based
on a reaction template and corresponding reactant
libraries. Reaction enumeration supports combinatorial
chemistry approaches in the drug discovery process.
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The machine learning workers enable easy-to-use evaluation
and visualisation techniques for data analysis.

Furthermore the machine learning section s

established using the WEKA library. The CDK-Taverna
plugin provides different workers for classification,
regression and clustering as well as evaluation and

result visualization workers.

There are more than 190 workers in preparation:

* Input: Molfiles, SD files, RXN files, SMILES, CML,
JChemPaint structures, ARFF, XRFF

* Output: Molfiles, SD files, RXN files, SMILES, CML,
PNG, JPEG, PDF, ARFF, XRFF

« lterative file reading: SD files, RXN files (supports
large file sizes)

« Filter: Substructures, salts, atom types

* Reaction enumeration with advanced options

» Calculation of more than 90 QSAR descriptors

» Clustering , Regression and Classification methods

CDK-Taverna 2.0 works on Microsoft Windows and Mac
OS X 32/64bit operating systems and will be released
soon.
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