






Pipeline Pilot Component Collections
Data Mining and Data Modeling

Collections
Data Modeling Carry out powerful data modeling with this comprehensive suite of learning and 

data modeling tools, statistical filters, and clustering components optimized for large 
real-world data sets. This collection of components extends Pipeline Pilot’s standard 
capabilities to include statistics and predictive modeling for data mining applications.  
Access powerful methods, such as fast data clustering, Bayesian learning, principal 
component analysis, linear regression, and partial least squares regression.  Perform 
structure-activity modeling, compound clustering, and maximal common substructure 
search.

Advanced Data 
Modeling

Access advanced data modeling methods for Recursive Partitioning (RP) and Multi-
objective Pareto Optimization. A variety of RP methods are available in the collection 
including both single tree and forest of tree learners.  The methods can learn on single 
or multiple response variables. The Pareto Optimization components include methods 
for multi-objective optimization problems to provide solutions whose criteria trade off 
amongst two or more partially conflicting goals.

R Statistics Perform insightful analyses, create informative graphics, and make educated decisions. 
The R Statistics Collection includes components that implement statistical methods 
for data manipulation, clustering, learning, classical and exploratory data analysis. The 
underlying statistical engine is the widely used public domain R statistics package. 
Apply R statistical analysis and data manipulation methods to Pipeline Pilot data 
streams. You can then incorporate output results from R directly into your pipeline for 
further analysis using other components in the Pipeline Pilot framework.  A sampling 
of learning methods includes partial least squares, neural nets, and support vector 
machines.  You can easily extend the collection by adding in your own R scripts into an 
R Custom Script component.

Plate Data Analytics Access methods to read, write, report, visualize, manipulate and perform calculations 
on plate data. The Plate Data Analytics collection allows each record on the data 
pipeline to carry an entire plate and its associated wells, and to perform both plate 
and well level operations. Harnessing the power of the Pipeline Pilot graphical protocol 
building capabilities, complex data analysis procedures, such as analyzing the results 
of a screening experiment, can be easily constructed without the need to develop code. 
Coupled with the integration collection, this plate-based data can easily be inserted 
into or retrieved from a database.

Imaging

Collections
Imaging Leverage the power of Pipeline Pilot’s workflow automation and visual programming 

capabilities for image processing tasks. This intuitive, enterprise-accessible software 
platform provides sophisticated tools for enhancing, processing, analyzing, measuring, 
and reporting image data. The Collection integrates image data with numerical, 
chemical, graphical and textual data in a unified computing framework.

Advanced Imaging Perform image processing and analysis with capabilities that rival even the most 
sophisticated image processing packages available. The Advanced Imaging Collection 
includes a number of additional features and is well suited for nearly any imaging 
application.  The Collection includes image, measurement, and metadata readers for 
DICOM and HCS vendor specific file formats, in addition to all the industry-standard 
imaging formats.  A range of additional tools allow you to alter morphology, process 
sequences and stacks; and transform, cluster, and segment imaging data.
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Pipeline Pilot Component Collections
Life Science Modeling and Simulations

Collections
Catalyst Access a comprehensive set of tools for pharmacophore modeling and 3D database 

management. The renowned technologies of Catalyst® are packaged into the Pipeline 
Pilot platform for creating automated, easy-to-use workflows that streamline your 
pharmacophore modeling and analyses. Create customized workflows to deploy 
Catalyst’s sophisticated algorithms to perform conformer generation, 3D database 
creation, pharmacophore hypothesis generation, virtual screening, and more.

CHARMm Perform simulations on biological molecules using a powerful set of components 
based on the well validated CHARMm engine. This collection of components extends 
the standard capabilities of Pipeline Pilot to include stable and accurate molecular 
mechanics and molecular dynamics simulation of proteins, nucleic acids, small 
molecules, and protein-ligand complexes.

Materials Modeling

Collections
Materials Access Materials Studio’s® premier modeling capabilities within the Pipeline Pilot 

data pipelining environment. The Materials Component Collection allows access to 
analytical capabilities such as Reflex and Reflex QPA, key functionality of the QSAR Plus 
package, and a utility to integrate scripting applications developed within Materials 
Studio’s scripting API into Pipeline Pilot protocols.

Text Mining and Analytics

Collections
Text Analytics Use text mining to gain critical insights that complement your experimental results. 

Through document search, characterization, and analyses, your processing routines 
can be augmented with new information.  Achieve your most challenging text mining 
objectives by linking together search, extraction, and characterization steps into 
automated routines. Integrate literature mining with your existing scientific protocols, 
and run them interactively or automatically every night.

ChemMining Survey the IP landscape and avoid duplicating research efforts by using ChemMining 
to perform chemically-intelligent text mining of public and internal documents. The 
ChemMining Collection lets you find chemical names in text documents and convert 
them to live chemical structures ready for further manipulation. You can explore a few 
documents at once and create a report showing the structures found. Alternatively, you 
can process a large set of documents and create a searchable database of structures 
found. Combine your chemical structure searches with textual searches for key 
terminology, such as terms related to disease processes or biological molecules, to 
perform truly context-specific, chemically-intelligent searching. 
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