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Outline – Spotfire and Excel PP Plugins

• Background and motive
– Why target Spotfire and Excel

• Examples
– Spotfire

• Clustering
• Fragmentation
• Rgroup analysis

– Excel
• Enumeration
• Property Calculation

• Conclusions but Caveats
– Issues with software
– Issues with strategy
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Background

• Spotfire & Excel – Popular for organising 
and visualising data

• Pipeline Pilot – used for rapid protocol 
development

• Global Web API license

• Increased Exploitation of Pipeline Pilot
– local use of the thick client is limited by license 

and expertise
– Target applications already used by chemists 

and extend their functionality using PP
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Simple Clustering Protocol

• Accepts ID or smiles string array 
from soap call and converts to data 
stream

• Clusters and returns cluster 
membership and centres as array to 
javascript callback function.
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Web API
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Overview

Javascript
webservice.htc
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Properties & Parameters
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Export to Sdfile, Sybyl & Corina
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Fragmentation
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Fragmentation 2
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Reactions

• Generating 
homogeneous data set

• Ask what if questions

• Reagent selection
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R-group Analysis
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Parallel SAR
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Spotpipe

• Spotfire is a commonly used and powerful
visualisation environment

• PP Allows Rapid development & Delivery of 
analysis tools

PPNavigator - Pipeline Pilot for Excel plug-in

• Excel is where chemists keep their data

• SAR tables and R-group tables as used in 
physical organic chemistry – all excel based

• Further exploitation of PP
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PP Navigator
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Browsing Protocols
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PP Navigator Protocol
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Enumeration
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Output Options
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Lipinski-like Filter Criteria
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Results
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Property Calculation
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Spotpipe & PPNavigator

• Familiar client framework

• Rapid development & deployment of 
stable & robust protocols

• Low maintenance overhead – updates 
become available as they appear on the 
server
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Issues

• Web exports not dynamic – wsdl support
– Hard to code up flexible servers

• Spotfire requires data types

• Scalability? 
– Expense of multi-cpu license
– Integration with queuing/load balancing systems
– PVM and SOAP – stability/security?

• Debugging – more layers means new 
debugging tools are needed
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In Conclusion

• Some components of value in their own right. 
– Alogp

• Blisteringly fast and (reasonably) accurate
– Enumerator (reaction based) – very fast and flexible
– Bayesian models (can be educational!)
– Fingerprints

• Pipelining and Web API infrastructure
– Pipeline pilot provides an easy to use and stable framework to 

build around.
– Could be done without PP. 
– Web API via Spotfire and excel provide a familiar environment 

for rapid deployment of advanced tools.
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