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Pipeline Pilot Goaccelrys

Enterprise software for

o Integrating diverse data & applications

o Automating data processing & analysis

o Capturing & deploying best-practice processes




Data Pipelining Gaccelrys

o A powerful new paradigm for data processing

o Pipelines guide the flow of data through a network of
modular computational components
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With Pipeline Pilot accelrys

@ Access disparate research data locked in silos
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With Pipeline Pilot accelrys

O

e Automate the scientific analysis
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With Pipeline Pilot Gaccelrys
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e Explore, visualize and report research results
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Pipeline Pilot Benefits $accelrys

Report & Deploy

Gather Data Automate Applications

o Extract knowledge o 0
o Fewer errors 0 0
o Save time e
o Focus on Science e

o Educate decisions

o Collaborate
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R Statistics Collection

Data Pipelining for Discovery Informatics
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R Statistics Collection Features $accelrys’

o Facilitate easy integration of R in Pipeline Pilot workflow

o Capitalize on existing knowledge in R and make it available to
all scientist without additional training

o Let scientists focus on science, not on a specific knowledge

o Out of the box R-based component for
o Learning and apply models: SVM, neural network, etc.
o Dataset analysis: clustering, ANOVA, PCA, etc.

o Statistics specific visualisation: Conditional Plots, Pair plots,
Box plots, etc.
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R Statistics Collection Benefits Gaccelrys

Script

@ for Experts within Pipeline Pilot SFRYY: - EECEE

1 boxplot (& (¥) ~ &(Category),
2 data = AllData,

3 col = "S5 (Box Color)"™,
4 main = "§(Chart Options Title)"™ )

e Familiar & extensible language

@ Share existing R scripts

/2 for Scientists without scripting

© Reuse existing R scripts 1 ~
8 R scrip B e g -
@ Focus on Statistics & Science Resdliokce o dctity - Random VL’_\

Write Test Set

o Synergies
e Statistically-aware R & Scientifically-aware Pipeline Pilot

e Insightful analyses & educated decision
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R Statistics Collection Demo $accelrys’

o Demo

o Read Iris, R Correlation Matrix, report correlation table & plot

o R Graphics

o Histograms and Pairs Plots

o R Clustering

o Hierarchical Clustering of Asinex Molecules

o Glycine Clustering (Analytical Instrumentation)
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o R Learn Models
o Free-Wilson QSAR Analysis with R Linear Model

o R Analysis
o Principal Components Analysis of Asinex molecules
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With Pipeline Pilot Haccelrys’

o Access disparate research data locked in silos
e Extract knowledge
@ Fewer errors

o Automate the scientific analysis
@ Save time
@ Focus on Science

o Explore, visualize and report research results
@ Educate decisions
e Collaborate
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Questions & Comments

Accelrys Web Site ® www.accelrys.com
Accelrys Community ® www.accelrys.org
Accelrys Advantage @® customer.accelrys.com
Accelrys Training 2 training@accelrys.com
Pipeline Pilot Support 2 support@accelrys.com
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