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A platform to enable open and seamless sharing of resources for 

computational science

Support researchers throughout the life cycle of a scientific project 

Make research output FAIR and re-producible 

Guarantee a long-term storage of raw and curated data - focused on sharing the full 

provenance of calculations 
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A moderated repository for research data from computational materials 

science 

Long-term storage of records and associated metadata  - at least 10 years

• Runs on Virtual Machines in the OpenStack installations at the 

CSCS - Swiss National Supercomputing Centre

• Data is stored on the Swift Object Store provided by CSCS, with backup 

replication at a different geographical location

Findability via persistent identifiers – DOI

- released by ETHBIB

Accessibility via standard protocols 

• Records can be harvested using:

- OAI-PMH protocol

- JSON REST API 
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Main criteria for publication

Content
Relevant computational materials science data
Data quality should be as of a journal publication 

Experimental work is accepted provided that
It is the work of authors affiliated with Materials Cloud partners
The work relates to published computational results

Files
5 GB
50 GB for AiiDA databases
Larger datasets are accepted on request
Should not contain the paper itself or any of its supplementary materials

Copyright 
Authors confirm to have legal right to publish
We accept several licenses (https://spdx.org/licenses)
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First release March 2017

Flask, Jinja, SQLAlchemy

Second release May 2020

Built within the framework (v3)

• developed at CERN,

Zenodo > 2 million records

Flask, Jinja, SQLAlchemy, AngularJS, PostgreSQL, Elasticsearch, Celery, Redis, RabbitMQ
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Extended the Invenio framework 

with customized features to address the needs of:

Users

Moderators

Administrators
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Extended the Invenio framework 

with customized features to address the needs of:

Users
• Simplified submission procedure 

• Simplified edition of published records 

- change of references and keywords after publication

• Simplified edition of new versions of records

• DOI registered before publication

• Access to records in a personal work area 

• Possibility to easily search for records by keywords or free text

• Being informed of the status of the record throughout the entire 

moderation process

Moderators

Administrators
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Extended the Invenio framework 

with customized features to address the needs of:

Users

Moderators

• Simplified moderators’ tasks: 

- Review

 request changes on submitted records

 track email exchanges in log

- Approve

publish records

- Reject records

Administrators
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Extended the Invenio framework 

with customized features to address the needs of:

Users

Moderators

Administrators

• Simplified specific tasks such as:

- Retract records

- Add links to the Explore and Discover sections
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Video
How to Login

The user work space

How to upload a record

How to create a new version of a record

How to change keywords and references

How to search records

Where to find help
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Recommended by Nature’s journal Scientific Data, by FAIRSharing.org, and 
listed in RE3DATA.org

Metadata indexed by Google Dataset search and EUDAT B2FIND 

https://datasetsearch.research.google.com/search?query=Materials%20Cloud

http://b2find.eudat.eu/group/materialscloud

https://datasetsearch.research.google.com/search?query=Materials%20Cloud
http://b2find.eudat.eu/group/materialscloud
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