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BACKGROUND

Metabolomics data 
standards

Reproducibility Quality assurance



POPULAR METABOLOMICS DATA STANDARDS

ISA Tools

ISA-Tab
ISA JSON

Metabolomics 
Workbench

mwTab

HUPO Proteomics 
Standards Initiative

mzTab
mzTab-M



A GOOD DATA STANDARD

• Human readable
• Machine processable

Readability

• Ease of use

Usability

• Configurable design

Extendibility



EXTENDING ISA

ISA data model
Diverse data support

Rich metadata

Enhanced relationship
Chain of processes

Quality control
Validated results



ENHANCED RELATIONSHIP

• Ontology annotations in ISA data model

Ontology based

• Model-based built-in relationship 
definitions

Pre-defined

• Study-specific configurations

User defined



ENHANCED RELATIONSHIP

Low-level ISA components relationships Partial high-level structure of OBI classes (Bandrowski et al. 2016)



ENHANCED QUALITY CONTROL

Extensively applied Customisable approaches

(in development)

Built-in support for basic 
statistical validations



ENHANCED 
QUALITY CONTROL

Component level verification
Configurable in study design
Quality control result file



DATA MANAGEMENT TOOL

Local installation or on a 
server

Compatible with original ISA 
archives

Command line and user-
friendly interfaces



TOOL FEATURES

Written in python Easy to install

Easy to embed Guided access



USER INTERFACE – TEMPLATE BROWSER



USER INTERFACE –
GUIDED RECORD 
CREATION
1. Template
2. Metadata
3. Data
4. Link

5. Review
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USER INTERFACE - REPORT



USER INTERFACE - REPORT



AVAILABILITY

GitHub

https://github.com/rcfgroup

Later this year

https://github.com/rcfgroup


OTHER WORKS

• LabPipe
• Ontology for Breath Sample Process
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