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Description i —
Materials Cloud is a platform designed to enable p
open and.seamLe_ss sharln_g of Fesqurces f_or . The DISCOVER section contains tailored ways of exploring
computational science, driven by applications in- curated datasets, including
materials modelling. Itis organized into five sections: - MC3D - Materials Cloud three-dimensional crystal database
. . o (Huber et al.)
¢ LEARN, containing educathnal m.aterlals,' + MC2D - Materials Cloud two-dimensional crystal database
¢ WORK, which focuses on simulation services, (Mounet, Campi et al)
turnkey solutlons,. d.ata analytics tools; . + SSSP - Standard solid-state pseudopotentials (Prandini et al.)
¢ DISCOVER, containing curated data, presented via - 2D topological insulators (Marrazzo et al.)
tailored interactive visualizations; - Covalent organic frameworks for methane
¢ EXPLORE, which allows to browse the full storage applications (Mercado et al)
provenance of selected databases; and - and many others.
¢ ARCHIVE, which is an open-access, An example DISCOVER page for a material in the MC2D
moderated research data repository. ialbeea s aau Bele
ARCHIVE LEARN Cempoun. MyBa
- Long-term storage - Educational material Info and properties
- Findability: DOlIs, - Videos, courses, i} fi
standard metadata tutorials ) = - Formula: MgBr, EXPLORE
protocols ) Spacegroup: P-3m1
S i
EXPLORE WORK T
- AiiDA provenance - Simulation tools and Tot. Magnetization [uB/cell]:
graph browser services Al Magnetization lWe/eel: -
- Raw data access - AiiDA lab simulation Binding Energies:
(inputs, outputs) environment (on the s L
cloud & on premises) W10 Binding energy (meV/A%): 15.3 &
(From parent COD 9009107)
Delta in interlayer distance (vdW vs revPBE):
DISGOVER e ke
- Curated datasets
- Interactive interfaces Band structure &
and visualizations >
The various properties include links to the corresponding
The LEARN section contains: EXPLORE section (figure below), which contains the full
& > 170 talks provenance (all codes used, inputs and outputs, etc.) of how
& >30.000 views/year each specific property was calculated.

@ >1.200 YouTube subscribers

Materials Cloud tutorials, Quantum ESPRESSO &

Wannier90 SChOOlS, Fireside chats. NPUT FILES Click on node to browse, drag to animate
- B aiida.in
&> o wow oscoven exmone  anche - BB -aiidasubmit.sh
- B aiida/calcinfo json
Leam  Quantum Simulations of Sustainable Energy Materials video) = u ailda/job_tmpl json
T
Quantum Simulations of Sustainable Energy Materials OUTPUT FILES
i izl - @@ aiidaout
Prof. Emily A. Carter P —— - BB -scheduler-stderr.txt
- - B3 _scheduler-stdout.txt
- B data-file.xml

- BB K00001/eigenval xml
- BB K00002/eigenval.xml

The EXPLORE browser for published databases can also be
accessed directly, as well as connected to your offline AiiDA
databases.
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Archive

Materials Cloud Archive is an open repository for
computational materials science research data. It is
moderated (but not peer-reviewed) to ensure that
submitted content upholds the platform-specific
guidelines.

The motivation behind the archive is to help reproducing
results discussed in scientific publications.

Submissions receive a persistent DOl and a guaranteed
lifetime of at least 10 years.

Features include full-text search, editing of entries, and
integration with external services (e.g., RenkuLab to
inspect AiiDA databases).

Hidden spontaneous polarisation in the chalcohalide photovoltaic Sn2SbhS213

R Kavanagh’ topher N. Savory?, Dasnd O. Scanbond. Aron W

Description

Materials Cloud sections using this data
Py argace y

Files

File name. size.

The archive currently holds more than 600 publications
and is officially recommended by Open Research Europe,
Nature Scientific Data, and the Swiss National Science
Foundation (SNSF) for materials data.
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Work

The WORK section contains web-hosted tools to

preprocess and analyze data or speed up research using

machine learning techniques. The tools include

+ Quantum ESPRESSO input generator and structure
visualizer

« SeeK-path: the k-path finder and visualizer

« OPTIMADE materials database explorer
- ShiftML: chemical shifts in molecular solids by

machine learning
+ AlphaML: machine learning of molecular polarizabilities
- and many others.
Additionally, this section contains Quantum Mobile, a
virtual machine image including many common materials
simulation software and the AiiDA python framework,
ideal for teaching codes in schools and tutorials; and
AiiDAlab, a web platform that allows to run and manage
complex, robust, reliable AiiDA workflows via tailored
lightweight web applications.

Archive Data management Contacts
plan template
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