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Context NOMAD

Eu Fropean Centre of Excellence (HZOZO) Thermal-barrier coatings have driven the

fuel-efficiency improvement in turbines
over the ast 30 years

Field: material science DATA

Heat conductlvity (from Iow to hlgh)
is key for many technologies.




Materials data and their structure
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The NOMAD Laboratory
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The NOMAD Repository “NOMAD

Data is the raw material of the 215t century

https://repository.nomad-coe.eu
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The NOMAD Archive NOMAD

Code-independent representation of the computed properties

Generic and code-specific
In total >2000 ,keys"

Functionals, force-fields, various approximations ...



Advanced visualization
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Big-Data Analytics £ NowaD -
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Example: Phillips - van Fechten problem

Structure map of binary
semiconductors, obtained with
a compressed-sensing algorithm

Predictions from free neutral ‘o VS
atoms A and B ookt g Lifetme



Big-Data Analytics

Identity correlations and structure in the data

Enable scientists and engineers to

identify materials for potential use Photovoltaics_r

in novel products and to decide which -
’ Thermal-barrier
materials should be the focus of aterials

future studies.
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The NOMAD Encyclopedia NOMAD

A materials-oriented view on the Archive data
for seeing, comparing, exploring, and understanding.

Current features: Online since May

https://encyclopedia-gui.nomad-coe.eu/




The NOMAD Encyclopedia NOMAD

Vibrational and thermal properties

Content:

469626

Phonon dispersion Phonon DOS

Displayed currently:

Highly welcome



The NOMAD Encyclopedia NOMAD

Thermal-barrier coatings have driven the
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Heat condhctivity (from low to high)
is key for many technologies.




The NOMAD Encyclopedia

GUI concept: Structure
details

Search

Elements
Materials list Overview
Formula

Properties

Methodology
details

Electronic structure
detalils

Thermodynamics
details
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NOMAD
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NOMAD supports all important codes

The NOMAD Archive




Big-Data Analytics
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Example: Phillips - van Fechten problem
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Structure map of binary
semiconductors, obtained with
a compressed-sensing algorithm

Predictions from free neutral
atoms A and B
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