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* NFDI — German National Research Data Infrastructure
9 projects started in 2020
10 projects starts in 2021

* FAIRmat project
5 years
9 institutes

52 research groups
20 M€




FAIR Data Infrastructure
for Condensed-Matter Physics

7 project Area

* A —Synthesis

* B— Experiments

 C—Theory and Computation

* D — Digital Infrastructure

* E — Use-case Demonstrators

* F — User Support, Training, and Outreach
* G — Administration and Coordination
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* Biggest database in Materials Science
more than 100 million high-quality calculations

* Ecylopedia ,
 Atrificial Intelligence Toolkit e

. Search>Entry @

codename codeversion electronic structure method

xc functional family xc functional names

[ ] Data Center @ MPCDF E%ms GGA_C_PBE, GGA_X_PBE
* Local OASIS deployments [—.
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Mt ials Project Upload at 2021-06-23
0600321116&2

http s:/materialspra J ject.ol g/t sks/mp-14406...
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Materials Project dtasets

* Modern Technology
e Backend with Python Flask and Fastapi, MongoDB, Elasticsearch
* Workflows with Celery, RabbitMQ
* Frontend with Javascript: React, MaterialUl
* Docker, Kubernetes, Keycloak

@ LOGIN / REGISTER

RAW DATA ARCHIVE LOGS

Material ORIGINAL  CONVENTIONAL
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rth rhombic  Pnma (62)

ENCYCLOPEDIA

Electronic properties

Band structure Density of states
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* NOMAD HUB (NOMAD Data Center at HU Berlin)
e connecting Sysnthesis — Experiments — Calculations

* Integrate experimental data (e.g. NEXUS) oo © toon e
. NEXUS application definitions for e
Electron Microscopy et
* Angle Resolved Photoemission ey o - s o
* Core-level Spectroscopy o € e
 Optical Spectorscopy - —
e Atom-probe Tomography f:j?f’"‘e“""“a toemomtic  Pomate)
Materials Project Upload at 2021-06-23
?ﬁ‘h'i,,’”‘“ s
Materials Project dfasefs Electronic properties

Band structure Density of states

Modern Technology
e Backend with Python Flask and Fastapi, MongoDB, Elasticsearch
* Workflows with Celery, RabbitMQ
* Frontend with Javascript: React, MaterialUl
* Docker, Kubernetes, Keycloak
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e connecting Sysnthesis — Exp

* Integrate experimental datz
. NEXUS application definiti

Electron Microscopy :

* Angle Resolved Photoem

* Core-level Spectroscopy

« Optical Spectorscopy &
* Atom-probe Tomography®
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Modern Technology oL
e Backend with Python Flask and Fastapi, IVIC
* Workflows with Celery, RabbitMQ
* Frontend with Javascript: React, MaterialUl

* Docker, Kubernetes, Keycloak

Band structure

@ LOGIN / REGISTER

ARCHIVE LOGS

Density of states



