Chiral Screening Workflows: A
Proof of Concept Use of ADF in
Non-Linear Laboratory Workflows
Goals
• Partner with instrument vendors to
model non-linear workflows which
mirror those used often during
pharmaceutical development
• Demonstrate the ability to convert
proprietary vendor data formats to ADF
format, focusing on LC-UV and SFC-UV as
key instrument examples
• Demonstrate the ability to extract
key meta data according to Allotrope
controlled vocabulary into a repository
• Demonstrate that use of ADF facilitates
automatic transfer of meta data,
reducing costs and error potential
Challenges
• Consensus LC-UV and SFC-UV
taxonomies, ontologies, and data models
did not exist
• The semantics concepts (RDF triples )
represented extremely novel technology
for scientists, instrument vendors, and
software engineers
• Synchronization of ADF files updates
as additional metadata throughout the
workflow had to be solved
Results
• Robust taxonomies, ontologies, and data
models in CMAPs were created for LCUV and SFC-SQD
• Agilent and Waters created proof of
concept (PoC) ADF converters for LC-UV
using their products ChemStation and
MassLynx, respectively
• Agilent created an OpenLab ECM
filterpack to extract key metadata and
index ADF files in the repository
• ACD Labs created a software solution
to dynamically update ADF files with
project metadata from Sharepoint
• ACD Labs created a chiral screening
database designed to be structure or
metadata searchable from the Merck
search engine
• Osthus created Pipeline Pilot scripts and
MS Office macros to extract information
from ADF files for automated creation of
screening reports for storage in ELN
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…chiral screening protocols have standardized some of the experiments run,
however the resulting data exist in a myriad of proprietary, non-interoperable
vendor formats which represent data “dead ends”.
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The LC-UV chiral screening case study demonstrates the feasibility of creating
a workflow which is enabled end-to-end by Allotrope data standards and
ontologies. This will help scientists to more efficiently access and re-use their
data, which in turn will drive better knowledge sharing and decision making.
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About Allotrope Foundation
Allotrope Foundation is an international consortium of pharmaceutical & biopharmaceutical companies launched in 2012
with a common vision to develop innovative approaches for handling scientific data. Allotrope Foundation has developed
a framework to capture and represent data generated by any analytical device in the laboratory in a standardized format,
including more complete metadata related to each test and measurement event, expressed in a standardized vocabulary,
which facilitates the exchange, utilization and integration of data beyond the boundaries of the originating instruments
and laboratories.
This effort is fully funded by the members of Allotrope Foundation and is rapidly progressing on our common goals to
improve data integrity, reduce wasted effort and allow us to realize the full value of our scientific data.
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