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title: NMR-instrument specific component of metabolomics investigations
general description: Descriptors relevant to the experimental conditions of the Nuclear Magnetic Resonance (NMR) component  in a metabolomics investigation. 
namespace: http://msi-ontology.sourceforge.net/ontology/NMR.owl#
status: Under development   
download: http://msi-ontology.sourceforge.net/ontology/nmr.owl
home: Metabolomics Standards Initiative - Ontology Working Group (MSI-OWG), http://msi-ontology.sourceforge.net/
contact: Daniel Schober via MSI OWG mailing list  msi-workgroups-ontology (mailto:msi-workgroups-ontology@lists.sourceforge.net)
format: owl-DL

***BACKGROUND***

The Metabolomics Standards Initiative (MSI, http://msi-workgroups.sourceforge.net/) has been established in an effort to reach a consensus in the community on a minimal set of descriptors, their semantics, and syntax to report metabolomics experiments. The MSI Ontology Working Group (OWG, http://msi-ontology.sourceforge.net/) seeks to facilitate the consistent annotation of metabolomics experiments by developing an ontology to enable the broader scientific community to understand, interpret and integrate their data. The MSI OWG represents diverse communities of metabolomics users and database developers in an unbiased and open fashion.
The OWG will tackle the semantics issue by:
- Reaching a consensus on a core set of controlled vocabularies (CVs) and
- Developing  corresponding ontologies.
The CVs and ontologies will aim to:
- Provide a consensus set of descriptors for the consistent formal representation of metabolomics data across disparate resources (software and databases, both private and public).
- Assist to model the design of an investigation, the protocols and instrumentation used, the data generated and the types of analyses performed on it.
Where commonality of the concepts exists, the development of CVs (and ontologies) is coordinated with standardization initiatives in other omics domains, such as the HUPO Proteomics Standards Initiatives (PSI) and the Microarray Gene Expression Data (MGED) Society, as part of the Ontology for Biomedical Investigations (OBI, previously FuGO, http://fugo.sf.net/), also an OBO Foundry project.
More information on the MSI OWG, mailing lists and members' names can be found at: http://msi-ontology.sourceforge.net/


***NMR.owl AND NAMING CONVENTION DOCUMENT***

The NMR.owl includes the descriptors relevant to Nuclear Magnetic Resonance (NMR) experimental conditions in the context of metabolomics investigations. The terms also fulfil the "Proposed Reporting Requirements for the Description of NMR-based Metabolomics Experiments" [Rubtsov, D.V., Jenkins, H., Ludwig, C., Easton, J., Viant, M.R., Guenther, U.L., Griffin, J. L., Hardy N. Metabolomics (in press)].
Currently the NMR.owl is a pure taxonomy of 247 classes in owl-DL format and only annotation properties have been assigned to the classes. The terms are 'binned' under some 'web imported' OBI and BFO classes (bfo.owl being secondaryly imported via OBI). The NMR.owl will also serve as a test bed to evaluate the BFO top level ontology as well as the owl-import, modularization and referencing mechanism. 
To be able to reason, we are owl-DL compliant. The NMR.owl has been developed  in full compliance to OBO foundry best practices and also in close alignment with the OBI working group we (MSI OWG) are part as representatives of the metabolomics domain.
During our development, neither unified naming conventions, nor common recommendations were agreed upon by the ontology-oriented communities. Therefore the MSI OWG has worked to propose good practice for naming Knowledge Representation (KR) idioms, so that the lists of CVs collected are consistent locally at the syntactic level. Once collected the terms have been normalised according to the proposed naming conventions and taxonomised using Protege. The naming conventions document has also been agreed upon and is applied by HUPO-PSI Ontology and OBI Working Groups. The latest draft of the naming conventions is available at: http://msi-ontology.sourceforge.net/Naming_Conventions_DRAFTv7.doc
Daniel Schober, Susanna-Assunta Sansone and the MSI Ontology Working Group members


