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A EUROPEAN CENTRE OF EXCELLENCE

PROJECT TEAM CODES NEWS PRESSKIT CONTACT US

The Novel Materials Discovery (NOMAD) Laboratory MATERIALS SCIENCE AND ENGINEERING
develops a Materials Encyclopedia and Big-Data
Analytics tools for materials science and engineering.

Eight complementary computational materials
science groups and four high-performance computer
centers form the synergetic core of this Centre of

Excellence. SCIENTIFIC
PHENOMENA

ADVANCED GRAPHICS
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The NoMaD Repository accepts (and requests) in-
and output files of all important codes. Currently,
the NoMaD Repository contains 3,026,745 entries.

There are 30-40 important codes used in .
computational materials science.

‘ Nomenclature, data representation, and
file formats of the input and output files l
of these codes are different. The
heterogeneity could hardly be worse.

http://NOMAD-CoE.eu ‘ N ‘
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¥y . P Wl the NoMaD Repository contains 3,026,745 entries.

https://nomad-repository.eu  mwVersjg, La
also described at youtube.com
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Services ‘

Main categories:

* Calculation and materials databases
* Materials encyc

* Analytics tools

* Advanced graphics

Calculations on demand
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Meeting EU objectives

-
Tackling the question ,What tordehvithraliiEheye e

Distributed
,,Classic” e Storage
HPC * Processing
‘ « Services
.| N
Provides
» Verification and quality assitiraince for calculation data
(also: ,error bars“ project=>festabllishing trustilevels)

 Data-oriented education
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Meeting EU objectives

. Saentlflc @]wug@ﬁy Committee C
Industry Advisory Committees(lia
ISVs are treated as industrialfuSeirs @M Embers o JAe
(present at first industry'meetingj

_ \ N
IPR and Sustainability Plan
(Deliverable 5.2, submitted)
Data Management Plan
(Deliverable 8.2, submitted)
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Questions Rome-meeting:

h

How to stimulate collaborationstwith¥ethedEeESE ‘

}E‘ @ usey access A( ‘
USE'Cases < Bacto Matenals Y anes Yo ddails
. Tree S/ (ovenview) ‘3
(Encyclopedia) s el sk lT_%ﬁ—k_ﬂr/dv?:‘j
L"‘EI ﬂuuchmoq iy 7
. ® C o) o L’}jw R
» Basic input about expected fulnctiomallity LgballulaHou

* Influences priorizing developments slpulclod @
* Can lead to scientific projects / Ry :
seleted [ Caloalatious : Tpe talle, 7‘\

Applies to any CoE with interestiinfimatekialsi(EoCokE, ...?)




The NOMAD Laboratory

A European Centre of Excellence

NOVEL MATERIALS DISCOVERY

Questions Rome-meeting:

—

How to stimulate collaborationstwith¥ethedECeESE
NOMAD can work with services ot

e MaX: calculation services

* Establishment of workflows

» Setup of calculation environnyElnit

 Execution of calculations

* POP: Analysis of performancesciiticalitools
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International cooperations:

h

Metadata for describing materialsisciencexcalciiianielnsk ‘
Workshop in Lausanne about comim@nistancaliels

~20 codes present

Together with CECAM‘s ESCDFinitiativelfomakccimimon dataliegmat
Discussions with NIST (USA)

Contact with European MaterialssVledelingiCounGil
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What can EXDCI do for int. cooperations:

Building awarenes in industryiabeitit
* Data-oriented services of NONIAD!
* What computational materialsisciencercamniel®

Helping with , creating a market™
 Dissemination, events



The NOMAD Laboratory

A European Centre of Excellence

NOVEL MATERIALS DISCOVERY

Relation with SRA:

b

 HPC (& DATA) usage models _
- HPC in

e analytics
e and “hidden” in data

<

HPC (& DATA) services
Education and training

A

=> bringing HPC and Big Data toktheluisersi
(e.g. Materials Encyclopediafoi¥schooliid“)
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Relation with PRACE:

Infrastructure needed for:
* Distributed services
* Storage
* APIs
 Web-interfaces
 Remote visualization



