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The rise of data repositories in materials
chemistry
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FAIR (findable, accessible, interoperable and
reusable) data practices are necessary to expedite
knowledge discovery, encourage collaboration,
and optimise resource use, fostering a robust
foundation for future scientific progress. Here, the
authors explore the use of FAIR practices to
advance materials chemistry research, examining
key repositories, highlighting their role in sharing
scientific data, and examining the accessibility of
these approaches.

Modern science is built upon the foundations of previous research, as noted
on the current front page of Google Scholar ‘Stand on the shoulders of
giants’1. To ensure that today’s science is not lost and canbe easily built upon
by future generations there is a push for the deposition of data in reposi-
tories, external to publisher’s constraints on supplementary information2.
The direction of sharing data is towards FAIR data practices which is
essential for enhancing the usability and accessibility of research data3. The
FAIR principles, which stand for Findable, Accessible, Interoperable, and
Reusable, provide guidelines to ensure that research data is easily dis-
coverable, accessible, interoperable with other datasets and reusable for
future research. Embracing FAIR data practices accelerates knowledge
discovery, fosters collaboration, enhances transparency and reproducibility,
and optimises resource utilisation, ultimately advancing scientific progress.
There are many online data repositories where researchers can deposit data
such that they are accessible to theworld. A selection of these currently used
in materials chemistry, and the wider scientific literature, are listed in
Table 1.

These repositories are suggested avenues of sharing by an example data
science journal4 and targeted for general science and materials chemistry.
GitHub is aweb-basedplatformcrucial for version control and collaborative
software development, allowing individuals and teams to manage projects
efficiently5. It enables the creation of repositories for storing project files,
tracking changes, and seamless collaboration through features like
branching, pull requests, code reviews, issue tracking and continuous
integration, making it a central hub for software developers. Figshare is a
web-based platform facilitating the storage, sharing, and dissemination of
diverse scholarly content, including datasets, figures, and presentations6.
Figshare is a centralised repositorywith digital object identifiers (DOIs) (not
generated by services like Github) tied to each entry which enables this
information to be cited in the same way as articles or preprints. The DOI
system is used by most repositories (if not all academic repositories) and
offers a structure for consistent identification, handling metadata, facil-
itating the automated administration of media and even supporting elec-
tronic commerce7. Zenodo, developed inpart by theEuropeanOrganization

for Nuclear Research (CERN), is an open-access digital repository allowing
researchers to share and preserve various research outputs with seamless
integration into research workflows8. Dryad started as a repository focused
on evolutionary biology but it expanded over the years, forming partner-
ships with publishers and organisations to integrate data sharing into
scholarly publishing9. The Open Science Framework was launched in 2012
by the Center forOpen Science andwas initially used for the reproducibility
of psychology research but since expanded to cancer biology and is now
multidisciplinary10. ScienceDB, maintained by the Chinese Academy of
Sciences, offers data storage, preservation, and sharing services for global
researchers, institutions, and journals11. In addition to these general repo-
sitories there are also those focused for the data generated by materials
chemistry. The NOMAD project, initiated in 2014, includes the NOMAD
Repository, providing a platform for sharing electronic structure code
simulations12. Materials Cloud, operated by École polytechnique fédérale de
Lausanne (EPFL) and hosted at Swiss National Supercomputing Centre,
serves as a platform for sharing resources in computational materials sci-
ence, offering tools, simulation software, and curated data13.

To understand the use of repositories in scientific literature we parsed
the text of articles found using the Dimensions database14 that contain the
keywords (Table 1), which represent parts of the unique web address or
DOIs to these repository platforms. Dimensions is an innovative research
information platform developed by Digital Science and provides a com-
prehensive view of the global research landscape by aggregating research-
related information from various sources. We constrained our search by
excluding “patents”, “grants” and “policy documents”. This left a series of
different publication types, which at the time of this study, includes “arti-
cles”, with more than 110 million publications, “chapters”, with more than
14 million publications, “proceedings”, with more than 7 million publica-
tions, “preprints”, with more than 4 million publications. The remaining
publication types with less than one million entries, “monograph” and
“edited book”, were also included.

Our search for each repository demonstrates the accelerating reference
to these data repositories (Fig. 1). The storage of software widely used by
many researchers on GitHub is observed by the much larger number of
references to “Github.com” than anyother repository.However, thismay be
related to the keyword not being a DOI but web address. The next most
referenced is Zenodo followed byFigshare,whichare both general academic
repositories. The more targeted repositories Open Science Framework and
ScienceDatabankare bothwidely referenced,where as the other repositories
have less than 100 references in 2023. Zenodo and Figshare are the most
widely referenced data-specific repositories, according to this analysis, and
the reference of software via GitHub is ubiquitous in the literature. Recently
based on push from the community, publishers and funding agencies it is
perhaps unsurprising there is an accelerating growth in the use of data
repositories. This growthbeganas early as 2014, as evidencedbyour analysis
presented here. The data referencedby these publications is broad including
computer code used to generate data15, gene sequences16 and crystal
structures17.
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The use of the data shared in these different repositories is domain-
specific as some repositories are built tohandle specificdatasets and adopted
by distinct fields. To explore the prevalence of repositories in different
scientific fields we evaluated the number of publications referencing each of

repositories by research category (Fig. 2). Dimensions uses the fields of
research codes set by the Australian and New Zealand Standard Research
Classification (ANZSRC 2020)18 to label these categories. Our analysis
demonstrates that almost 50% of GitHub references are published in the
field of Information and Computing Sciences and the Dryad digital repo-
sitory is mostly used by the Biological Sciences. Unsurprisingly the reposi-
tories developed for materials chemistry (NOMAD and Materials Cloud)
are referenced in themajority by theChemical Sciences followedbyPhysical
Sciences. Overall the proportion of the general databases such as Figshare
and Zenodo are mostly shared across domains but we note a bias for Fig-
share references in the Biological Sciences.

One complication of using external repositories is whether this infor-
mation remains accessible over a long time span. To examine the long-term
accessibility of data in these repositories, 10 random papers, which refer-
enced the repository and were published within the first years of release,
were collected and the links to the repositories were tested if they remain
accessible today (Supplementary Tables 1–8). This limited dataset
demonstrates thatmostly all these references remain active despite ten years
passing since some of these repositories were created (Fig. 3). There are
protections of provenance that apply toDOI codes (DOIs are static andwill
not change once being assigned) used by the all services except for Github,
whichmay result in problems referencing software solely stored on Github,
however, this does not appear to be a widespread problem. Most, and for
some repositories all, of the references we tested resolved to give the
information originally referenced. We surmise the broken links found for
these repositories that use DOIs are likely due to misprinting errors.

As discussed by van de Sandt et al.19 there is currently no common
citation standard for repositories, for example they report only 0.33% of all
DOIs registered by Zenodo were cited, and as accompanying articles are
usually cited over datasets there is an observed dilution of citations. Despite
efforts to implement data citationprinciples, tracking the impact of data and
software based on individual citation counts (in the same way as articles)
remains problematic obscuring the understanding of how these data are
used in the community. This is obvious by considering one of themost cited
chemical science datasets on Zenodo, which contains a large-scale COVID-
19 Twitter chatter dataset20, currently has 17 citations whereas the accom-
panying article hasmore than 10021. The community should be encouraged
to cite datasets and software present in these repositories as this exactly
describes the information used.

The future is bright for the open reporting of data to achieve FAIR data
practices. There appears to be an accelerating uptake of the open reporting
of science through the use of these external repositories such as Github,
Zenodo andFigshare. This approach permits the referencing of datasets and
software outside of the constraints often placed by publishers on supple-
mentary information. However, many repositories do have constraints that
may limit sharing of specific data types (Zenodo has maximum file sizes of
50GB) and the latest groundbreaking research uses large data sizes. For
example research using artificial intelligence in chemistry opens exciting
new possibilities22 and these approaches employ large languagemodels that
can be greater than 100GB23, whichmaynecessitate newways of referencing
and depositing information. There is also a concern whether these
approaches will stand the test of time and remain active for future genera-
tions but we found most of these references are operational, albeit on a
limited dataset. We note, however, there are some concerns with respect to
data and software shared using GitHub but efforts such as GitHub Arctic
Code Vault24 may mitigate data loss. Nevertheless, our analysis leads us to
expect to see more links to data repositories in the scientific literature going
forward.

Fig. 1 | Number of publications that reference each repository since 2008. The
number of publications that reference data repositories have increased significantly.

Table 1 | Summary of data repositories in this study

Repository name Search keyword

GitHub github.com

Figshare doi.org/10.6084

Dryad digital repository doi.org/10.25338

Open Science Framework doi.org/10.17605

Zenodo doi.org/10.5281

Science Data Bank doi.org/10.57760

NOMAD doi.org/10.17172/NOMAD

Materials Cloud doi.org/materialscloud
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Fig. 2 | References to data repositories for different research fields. Proportion of reference to each repository categorised by publications associated with fields of research
codes set by the Australian and New Zealand Standard Research Classification (ANZSRC 2020).
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Data availability
Detailed lists of articles used for testing accessibility and raw data used for
analysis were deposited here and at https://zenodo.org/doi/10.5281/zenodo.
10704089.

Konstantin Stracke & Jack D. Evans
School of Physics, Chemistry and Earth Sciences, The University of
Adelaide, North Terrace, Adelaide 5005 SA, Australia.

e-mail: j.evans@adelaide.edu.au

Received: 13 February 2024; Accepted: 7 March 2024;

References
1. Google. Google Scholar https://scholar.google.com (2004). Accessed 2024-01-23.
2. Else, H. A guide to plan s: the open-access initiative shaking up science publishing. Nature

https://doi.org/10.1038/d41586-021-00883-6 (2021).
3. Wilkinson, M. D. et al. The fair guiding principles for scientific data management and

stewardship. Sci. Data 3, 1–9 (2016).
4. Scientific Data (Sci Data). Data repository guidance https://www.nature.com/sdata/policies/

repositories (2024). Accessed 2024-01-23.
5. Microsoft. Github, inc. https://github.com/ (2008). Accessed 2024-01-23.
6. Digital Science. Figshare https://figshare.com/ (2011). Accessed 2024-01-23.
7. International DOI Foundation. Digital object identifier https://doi.org/ (2000). Accessed 2024-

01-23.
8. Organisation Européenne pour la Recherche Nucléaire. Zenodo https://zenodo.org/ (2013).

Accessed 2024-01-23.
9. National Evolutionary Synthesis Center, UNC-CH Metadata Research Center, Oxford

University, The British Library, California Digital Library. Dryad http://datadryad.org/ (2008).
Accessed 2024-01-23.

10. Center for Open Science. Open science framework https://osf.io/ (2013). Accessed 2024-01-23.
11. Chinese Academy of Sciences. Science data bank https://www.scidb.cn/ (2015). Accessed

2024-01-23.
12. Scheidgen, M. et al. Nomad: A distributed web-based platform for managingmaterials science

research data. J. Open Source Soft. 8, 5388 (2023).
13. Talirz, L. et al. Materials cloud, a platform for open computational science. Sci. Data 7,

299 (2020).
14. Digital Science & Research Solutions Inc. Dimensions https://www.dimensions.ai/ (2024).

Accessed 2024-01-23.
15. DanB. Jensen; Center For Biological SequenceAnalysis, DepartmentOf SystemsBiology, The

Technical University Of Denmark, 2800 Kgs. Lyngby, Denmark & David W. Ussery; Center For

Biological Sequence Analysis, Department Of Systems Biology, The Technical University Of
Denmark, 2800 Kgs. Lyngby, Denmark, And Current Address. Python scripts made to help
predict bacterial oxygen requirements based on proteome composition. https://zenodo.org/
record/7099 (2013).

16. Ugalde, J., Narasingarao, P., Kuo, S. & Podell, S. Candidatus halobonum tyrrellensis strain g22,
phylogenetic trees. https://figshare.com/articles/dataset/Candidatus_Halobaculum_
tyrrelensis_strain_G22_phylogenetic_trees/830514 (2013).

17. Engel, E. A., Anelli, A., Ceriotti, M., Pickard, C. J. & Needs, R. J. Mapping uncharted territory in
ice from zeolite networks to ice structures. https://archive.materialscloud.org/record/2018.
0010/v1 (2018).

18. ARC. Australian and new zealand standard research classification (anzsrc). https://www.abs.
gov.au/statistics/classifications/australian-and-new-zealand-standard-research-
classification-anzsrc/latest-release (2020).

19. van de Sandt, S. et al. Practicemeets principle: Tracking software and data citations to Zenodo
Dois. https://arxiv.org/abs/1911.00295 (2019).

20. Banda, J.M. et al. A large-scale covid-19 twitter chatter dataset for open scientific research - an
international collaboration. https://zenodo.org/record/3723939 (2023).

21. Banda, J. M. et al. A large-scale covid-19 twitter chatter dataset for open scientific research-an
international collaboration. Epidemiologia 2, 315–324 (2021).

22. Jablonka,K.M., Schwaller, P.,Ortega-Guerrero, A. &Smit, B. Leveraging large languagemodels
for predictive chemistry. Nat. Mach. Intel. https://doi.org/10.1038/s42256-023-00788-1 (2024).

23. Touvron, H. et al. Llama 2: Open foundation and fine-tuned chat models. https://arxiv.org/abs/
2307.09288 (2023).

24. GitHub, Inc. Github arctic code vault https://archiveprogram.github.com/arctic-vault/ (2020).
Accessed 2024-01-23.

Acknowledgements
J.D.E. is the recipientofanAustralianResearchCouncilDiscoveryEarlyCareerAward (project number
DE220100163) funded by the Australian Government. Phoenix HPC service at the University of
Adelaide are thanked for providing high-performance computing resources. This research was
supported by the Australian Government’s National Collaborative Research Infrastructure Strategy
(NCRIS), with access to computational resources provided by Pawsey Supercomputing Research
Centre through the National Computational Merit Allocation Scheme.

Author contributions
K.S performed the data requisition and analysis. J.D.E designed the study and both authors
contributed to writing the final draft.

Competing interests
The authors declare no competing interests.

Additional information
Supplementary information The online version contains Supplementary Material available at
https://doi.org/10.1038/s42004-024-01143-0.

Correspondence and requests for materials should be addressed to Jack D. Evans.

Reprints and permissions information is available at
http://www.nature.com/reprints

Publisher’s note Springer Nature remains neutral with regard to jurisdictional claims in published
maps and institutional affiliations.

Open Access This article is licensed under a Creative Commons Attribution 4.0 International
License, which permits use, sharing, adaptation, distribution and reproduction in any medium or
format, as long as you give appropriate credit to the original author(s) and the source, provide a link
to the Creative Commons licence, and indicate if changes were made. The images or other third
partymaterial in this article are included in the article’s Creative Commons licence, unless indicated
otherwise in a credit line to thematerial. If material is not included in the article’s Creative Commons
licence and your intended use is not permitted by statutory regulation or exceeds the permitted use,
you will need to obtain permission directly from the copyright holder. To view a copy of this licence,
visit http://creativecommons.org/licenses/by/4.0/.

© The Author(s) 2024

Fig. 3 | Long-term accessibility of references to data repositories. Proportion of
accessible references (that correctly resolve) from 10 random publications for each
repository selected from the first years of references.

communications chemistry Comment

Communications Chemistry |            (2024) 7:63 4

https://zenodo.org/doi/10.5281/zenodo.10704089
https://zenodo.org/doi/10.5281/zenodo.10704089
http://orcid.org/0009-0005-2277-9996
http://orcid.org/0009-0005-2277-9996
http://orcid.org/0009-0005-2277-9996
http://orcid.org/0009-0005-2277-9996
http://orcid.org/0009-0005-2277-9996
http://orcid.org/0000-0001-9521-2601
http://orcid.org/0000-0001-9521-2601
http://orcid.org/0000-0001-9521-2601
http://orcid.org/0000-0001-9521-2601
http://orcid.org/0000-0001-9521-2601
mailto:j.evans@adelaide.edu.au
https://scholar.google.com
https://scholar.google.com
https://doi.org/10.1038/d41586-021-00883-6
https://doi.org/10.1038/d41586-021-00883-6
https://www.nature.com/sdata/policies/repositories
https://www.nature.com/sdata/policies/repositories
https://www.nature.com/sdata/policies/repositories
https://github.com/
https://github.com/
https://figshare.com/
https://figshare.com/
https://doi.org/
https://doi.org/
https://zenodo.org/
https://zenodo.org/
http://datadryad.org/
http://datadryad.org/
https://osf.io/
https://osf.io/
https://www.scidb.cn/
https://www.scidb.cn/
https://www.dimensions.ai/
https://www.dimensions.ai/
https://zenodo.org/record/7099
https://zenodo.org/record/7099
https://zenodo.org/record/7099
https://figshare.com/articles/dataset/Candidatus_Halobaculum_tyrrelensis_strain_G22_phylogenetic_trees/830514
https://figshare.com/articles/dataset/Candidatus_Halobaculum_tyrrelensis_strain_G22_phylogenetic_trees/830514
https://figshare.com/articles/dataset/Candidatus_Halobaculum_tyrrelensis_strain_G22_phylogenetic_trees/830514
https://archive.materialscloud.org/record/2018.0010/v1
https://archive.materialscloud.org/record/2018.0010/v1
https://archive.materialscloud.org/record/2018.0010/v1
https://www.abs.gov.au/statistics/classifications/australian-and-new-zealand-standard-research-classification-anzsrc/latest-release
https://www.abs.gov.au/statistics/classifications/australian-and-new-zealand-standard-research-classification-anzsrc/latest-release
https://www.abs.gov.au/statistics/classifications/australian-and-new-zealand-standard-research-classification-anzsrc/latest-release
https://www.abs.gov.au/statistics/classifications/australian-and-new-zealand-standard-research-classification-anzsrc/latest-release
https://arxiv.org/abs/1911.00295
https://arxiv.org/abs/1911.00295
https://zenodo.org/record/3723939
https://zenodo.org/record/3723939
https://doi.org/10.1038/s42256-023-00788-1
https://doi.org/10.1038/s42256-023-00788-1
https://arxiv.org/abs/2307.09288
https://arxiv.org/abs/2307.09288
https://arxiv.org/abs/2307.09288
https://archiveprogram.github.com/arctic-vault/
https://archiveprogram.github.com/arctic-vault/
https://doi.org/10.1038/s42004-024-01143-0
http://www.nature.com/reprints
http://creativecommons.org/licenses/by/4.0/

	The rise of data repositories in materials chemistry
	Data availability
	References
	Acknowledgements
	Author contributions
	Competing interests
	Additional information




