
  

WP1: material science 
The big picture: NoMaD Laboratory

In the Novel Materials 
Discovery (NoMaD) 
Repository, materials 
data are stored raw, 
as they are output by 
atomistic-simulation 
codes.

Its purpose is to 
enable
- confirmatory analysis
- reuse
- repurposing
of materials science 
data.

http://nomad-repository.eu



  

Output: 
data in a representation 
independent of the specific 
(atomistic-simulation) code 
that produces them

The big picture: NoMaD Laboratory

E.g., NoMaD Repository, 
other repositories

Discovery of new 
descriptors

Encyclopaedia: SQL db



  

First step of NoMaD Lab: 
Conversion Layer (Normalized Data)

● Meta data to describe and uniquely identify stored 
data

● Sha224 based identifier for meta data to allow 
extensibility while avoiding clashes

● https://www.hdfgroup.org/HDF5/ To store values 
(efficiently store multidimensional arrays)

● Hope to use experimental Single Writer Multiple 
Readers feature in the future

● Active data can only get new data, not remove old

https://www.hdfgroup.org/HDF5/


  

NoMaD Laboratory Base Layer

● Reactive application using http://akka.io/
● http://spray.io/ To give an http interface to the 

service
● Flink used for stream processing and querying
● Extensive use of sha224 based identifiers:
● File/archive identifiers
● Calculation identifiers
● Meta data identifiers
● Formatting independent json/HDF5 identifiers
● Server address independent URIs to refer to all data



  

NoMaD Laboratory Base Layer
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