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AZOrange and AutoQSAR are complementary tools in our predictive
modeling platform.

AZOrange is a high-performance QSAR system designed for development
and evaluation of new machine learning methods and descriptors. AZQOrange Platform

AUtOQSAR IS an en_terprlse SYStem to €Xpose Va_“_d ated methOdS’ €.g. by AZOrange [2] is a comprehensive platform for QSAR development with an integrated, highly flexible work flow built on
AZOrange, to deS|gn teams in AZ —the competitive workflow chooses Orange [3]. The package comprises methods for data retrieval, descriptor calculation, data pre-processing, model

methods and models to make the best predlctlons for the Iatest datasets bUlIdlng and evaluation. Apart from the work ﬂOW, It also has extensive Scripting CapabilitieS. An automated model-
parameter optimizer make batch development of QSAR models possible, testing multiple combinations of descriptors,

parameters and machine-learning methods.

AutoQSAR Platform
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The AutoQSAR system is designed to automate much of the QSAR modelling process. Drug design scientists can B2 e i @ & EE O & & e @ B
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Example of Workflow in AZOrange.
This example shows a typical workflow in AZOrange to derive and validate QSAR/QSPR models
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AutoQSAR is currently being rolled out across AstraZeneca and is already starting to have an impact on projects in Comput: Scl., 41, 1605-1616 (2001)
providing local focussed models as well as more generic global models. Since AutoQSAR automates the process of > hitps:/ q|thub.c_om/AZ_CompTox/AZOranqe
model building, it is now easy for all projects to have multiple predictive models generated using their own data. s http://orange.biolab.si/
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