
 
RESEARCH PRODUCT SHARING PLAN – MSCOLLABORATORY. 

1 Data type 

1.A Types and amount of scientific data expected to be generated in the project  
This project will produce metabolomics data for the marine symbiosis community. The following data files will 
be used or produced in the course of the project: technical metadata for all experiment types (batch number, 
well location, date, etc.) in tabular format (.csv); mass spectrometry data and MS/MS data (.d, .raw, .mzml and 
.MGF format). We will further provide metabolite annotation data (that can be downloaded as.csv or other data 
table formats as needed - see below). Each data that is generated through the Moore Marine Metabolite Data 
Science Collaboratory set will be stored in GNPS/MassIVE and a DOI will be created that can be referenced 
together with the MassIVE accession number.  
 Metabolomics data is made available as .mzml or .MGF data formats. mzml and .MGF data are not 
proprietary, and are analyzable by multiple software. It may be that during the course of the grant improved 
open formats emerge (as the community is working on them to improve the ability to analyze larger and larger 
data sets) and in that case such open format will be adapted. Of note, the data could be analyzed within the 
GNPS/MassIVE infrastructure in which it is shared1. Common open-source tools for feature finding tools will be 
leveraged for feature based molecular networking within the GNPS ecosystem are OpenMS and MZmine 3.0 
(refs. 2,3. To ease access, we will share processed tabular data via hyperlinks, in GNPS/MassIVE, in addition to 
the raw metabolomics files. GNPS/MassIVE is designed to retain all analysis jobs, the analysis parameters, 
annotations and resulting tables with provenance of where this information comes from1,4. The data tables can 
be exported from GNPS into formats compatible for analysis in QIIME5, MetaboAnalyst6, Cytoscape7, Jupyter 
notebooks, or R including in the Galaxy environment or similar third party tools. Should this project need new 
scripts or code, this will be documented in Github and archived in Zenodo or equivalent code repository.  
 
1.B Metadata, other relevant data, and associated documentation 
Sample covariates, data collection instruments, will be made accessible that is provided by the community that 
will use the collaboratory for their work. These can include organisms names, links to sequencing data, 
controls, environmental data such as oxygen measurements, salinity measurements, chlorophyll 
measurements, depth, longitude latitude coordinates, name of country, or location and other metadata the data 
generators have available. We will share full technical metadata (processing batches, well locations, negative 
and positive controls; reagent batches; date of processing; etc.) to enable full replication and accounting for 
technical artifacts (if necessary). 

3 Standards 

Metabolomics data will be shared in mzml and .MGF formats which are open, XML-based formats for mass 
spectrometer output, and are an accepted standard by both labs and vendors in the metabolomics field8. It 
may be that during the course of the grant improved open formats emerge (as the community is working on 
them to improve the ability to analyze larger and larger data sets) and in that case such open format will be 
adapted. 

4 Data preservation, access, and associated timelines 

4.A Repository where scientific data and metadata will be archived 

All untargeted mass spectrometry data will be shared via GNPS/MassIVE - an NIH supported data repository 
for untargeted mass spectrometry data (proteomics and metabolomics) that is recommended by both the 
Nature Journal Publishing Family and the American Chemical Society. Should NMR data be created in this 
project it will be shared via the more generalist metabolomics repository Metabolomics workbench9 or for pure 
molecules we will use NP-MRD10, both are repositories supported by the NIH. 

4.B How scientific data will be findable and identifiable  

Metabolomics data will be finable through accession numbers and DOI’s generated by GNPS/MassIVE, as well 
as discoverable with MASST11, MassQL12 and ReDU13, search engines that are part of the GNPS ecosystem 
and are discoverable through the Omics Discovery Index14. Spectral annotations are findable in Massbank of 
North America (MONA) and are indexed in Pubchem. 
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4.C When and for how long the scientific data will be made available 

Data will be preserved and made available through the public repositories (GNPS/MassIVE, Metabolomics 
Workbench and NP-MRD), for as long as the respective repositories persist after the end of the funding period.  

5 Access, distribution, or reuse considerations 

5.A Factors affecting subsequent access, distribution, or reuse of scientific data 

Mass spectrometry data will be publicly available in GNPS/MassIVE without restrictions for academic use, the 
rest of the licensing will be defined by the sample creators of the Moore Marine Metabolite Data Science 
Collaboratory. Minimum license requirement for the use of the Moore Marine Metabolite Data Science 
Collaboratory will be for academic use but we encourage a fully open unrestricted license. The preferred 
licensing options will be dictated by the sample generators when initiating the project before the data is 
generated. 

5.B Whether access to scientific data will be controlled 

It is possible for the sample generators to request a delay in making the data public for publication purposes. 
Even in such circumstances, we will encourage the public deposition of the data but keep the metadata locked 
until publication.   

6 Oversight of data management and sharing 

Lead PI Dr. Pieter Dorrestein, ORCID: 0000-0002-3003-1030, will be responsible for management and 
overseeing the sharing of metabolomic data with the sample generators and the broader community. Broader 
issues of Data Management Plan compliance oversight and reporting will be handled by the PI and Co PI-team 
team as part of general stewardship, reporting, and compliance processes. 
 
 
7 Moore Foundation Specific Research Product Sharing Plan. 
 
7.A Citing the grants DOI and other DOI’s in research products. 
We will ensure that all research products, research products, such as publications, protocols, datasets, 
websites, and software, the DOI to the grant that the Moore Foundation will provide using the following 
language “This work was supported by the Gordon and Betty Moore Foundation, GBMF12120 
and https://doi.org/10.37807/GBMF12120.” In addition to your grant-specific DOI, each research product 
should have a separate DOI number generated by a relevant repository or platform (such as protocols.io or a 
peer-reviewed journal). 
 
7.B All researchers on this project will have to create and use ORCID.  
All researchers on your project should have a persistent digital identifier issued by ORCID.org. We aim for all 
grant relevant project research products to be included on team ORCID profiles. For new hires, we will ensure 
these individuals create ORCID accounts promptly after starting work on the project if they don’t already have 
one.  
 
7.C. This product sharing plan will be shared with all scientists working on the project. 
The research product sharing plan should be reviewed with all scientists working on the grant, including the 
postdocs, graduate students, and technicians responsible for generating data and other products. We plan on 
also posting this document on the website for all collaboratory users to review as well. 
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