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Target Definition for Methods Database

The transformation of paper-based method descriptions into digital instruction sets 
for different analytical methods and instrument types, including a common digital 
format and an ontology for analytical chemistry methods:

Return on Investment

• Reproducibility of methods is expected to be significantly improved while time 
and resources to re-establish a method in a different lab will be drastically 
reduced.

• From a cyber security perspective, a centralized storage location will create a 
much more resilient environment. 
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Common Parameters for HPLC
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Sampler:

Cooler Temp 

Injection volume

Offset

Draw speed

Needle wash

Seal wash

Column     

Compartment:

Temperature control

Valve position

Valve position at 
time

DAD:

Full scan option

Range

Full scan (step)

Select Channels (wavelength)

Select channels (bandwidth)

Peak width (sampling rate)
Analog output attenuation

Pump:

Flow rate

Solvent lines

Pressure limits

Solvent % at time



©
 P

is
to

ia
 A

lli
an

ce

Methods Database PoC 2019
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Human Readable Method Report

29/10/2020 5



©
 P

is
to

ia
 A

lli
an

ce

Methods on Demand, Pistoia Alliance

29/10/2020 6

Business Challenge
• Method descriptions are still mainly text-based documents
• Reproducibility of methods limited by interpretation of free text
• Descriptions use different terminology and levels of detail
• Version control often difficult because of number of copies

Objectives
• Parse methods from public and private monographs and academic publications (Natural Language Processing, NLP)
• Extension of method model from instrument method to complete analytical method

Contributors
• Pharma Member Companies, USP (US Pharmacopeia), BP (British Pharmacopeia), CAS, a division of the American 

Chemical Society (MethodsNow), Elsevier, Pistoia, Allotrope, OSTHUS
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CDS

Methods Database Context

LIMS / ELN / Workflow

Methods Database

Samples Results

Instrument 
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Method
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Solution Architecture

CDS

Methods Database

MethodADF MethodADF

Search Report

Report
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Demo Workflow 1
Saving a Method into the Methods Database

OpenLab

Methods 

DatabaseCDS Save Method ADF
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Demo Workflow 2
Retrieving a Method from the Methods Database

OpenLab

Methods 

DatabaseCDS

Get Method

Method ADFADF



11

Copyright 2020, ZONTAL, INC.

Methods Database



12

Copyright 2020, ZONTAL, INC.

Methods Database

Outlook: Completing the QA/QC Routine Lab Workflow

OpenLab

Methods 

Database

CDS

LIMS/ELN

Get Method

Method ADFADF

XML

Get Seq. Template 

ECM

Sample 
Scheduler

Analysis ID
Sample List

Method name
Seq. Temp. name

Result Data/Reports

Analytical Request

Generate Method ADFADF
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XML

Commercialized today    : QA/QC Routine Lab Workflow

OpenLab

Methods 

Database

CDS

LIMS/ELN

Get Seq. Template 

ECM

Sample 
Scheduler

Analysis ID
Sample List

Method name
Seq. Temp. name

Result Data/Reports

Analytical Request

Work in Progress

Get Method

Method ADFADF

Generate Method ADFADF
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