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Title of Research T

Inorganic Materials Database AtomWork-adv.

Data Platform Group

MI2I Data Platform

Data Applications

Job workflows

CIF files

Unified  calculation parameters

Setup of computational 
environment

Unified setup of job manager

Parse CIF files

Launch FP calculation jobs

Output files of FP calculations

Data parsing and post-processing

Input files of FP calculations

Relaxed structures 
(CIF files)

Electronic structures 
data

Metadata files

Files for visualizing 
results

Template

Job script

Job submission

Python script

Framework of Template Oriented Atomic 
Simulation Toolkit (TOAST)

Electronic Structure Data Generation

The world largest scale database for inorganic 
materials. At present, 318,837 crystals, 43,497 phase 
diagrams and 390,263 properties are available.

MI2I Portal Site

Specific Heat Prediction Tool. Predict specific heat 
and Debye temperature by Neumman-Kopp’s law and 
machine learning based on experts evaluated data. 

API service of MatNavi and AtomWork-Adv. data

Computational platform of HPC cluster and cloud


	Framework of Template Oriented Atomic Simulation Toolkit (TOAST)

