
Materials Science International (MSI)
Phase Diagrams
High-Quality Evaluated Phase Diagrams in MedeA

1 is the world’s leading and
most comprehensive database for critically evalu-
ated phase diagrams and related materials prop-
erty data for metals, alloys, non-metals, and com-
posites. Integration with MedeA®2 makes MSI
Phase Diagrams an indispensable resource for
materials science and engineering.

At-a-Glance

MSI Phase Diagrams offers phase dia-
grams, thermodynamic properties, and crys-
tallographic data, critically evaluated and re-
viewed by experts of the Materials Science In-
ternational Team (MSIT)®. The MSI Phase
Diagrams module greatly enhances MedeA’s
modeling capabilities for materials discovery,
design, and optimization projects.

Key Benefits

• Build modeling strategies on expertly
validated thermodynamic data

• Swift access to full-text documents and
critical evaluation reports

• Seamless integration with MedeA

MSI Phase Diagrams provides critical intellectual
evaluations of all data on constitutional proper-
ties, phase equilibria, thermodynamic and crystal-
lographic data. Critical evaluation includes the res-
olution of contradictory published results, compar-
ing and analyzing conclusions, and interpreting re-
sults based on assessing all available knowledge.
(MSIT)® evaluation reports discuss and remedy
conflicting data and rationalize the choice of the
most appropriate data sets. The evaluation reports

1 MSI Phase Diagrams is curated and maintained by the Ma-
terials Science International Team (MSIT)®, a network of
materials scientists and laboratories with considerable ex-
perience in materials constitutional science, experimental
methods, and computational thermodynamics.

2 MedeA and Materials Design are registered trademarks of
Materials Design, Inc.

are authentic publications, peer reviewed under
the auspices of the (MSIT)® editorial board. Re-
liable phase diagrams provide scientists and engi-
neers with basic information of crucial importance
for fundamental research and for the development
and optimization of materials. The evaluation re-
ports are an ideal source for computer-aided mod-
eling and simulations, and are a repository of reli-
able validated data.

Specifications

• Provides over 4,380 critically evaluated reports
for ternary and binary inorganic systems

• Altogether, more than 12,600 phase diagrams,
graphs, charts, and schemes

• Approximately 8,600 tables with crystallographic
data, invariant reactions, materials properties,
experimental details, thermodynamic properties,
etc.

http://www.msiport.com/msit/msit/
http://www.msiport.com/msit/msit/
http://www.msiport.com/msit/msit/
http://www.msiport.com/msit/msit/
http://www.msiport.com/msit/msit/
http://www.msiport.com/msit/msit/
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• Data are obtained from 70,000 and more
peer-reviewed original publications

• Around 2,000 additional phase diagrams in the
category “Diagrams as published”, which are not
evaluated by the MSIT®.

Key Features

• Full integration with MedeA provides efficient
and flexible database search capabilities

• Quick, efficient retrieval of full-text documents
and phase diagrams using an intuitive,
menu-based query language

• Complements MedeA builders, compute
engines, and analysis tools

Fig. 1: The MSI Phase Diagrams module provides intuitive
search capabilities with rapid access to full-text materials
properties information in the MedeA environment.

Properties

• Constitutional properties of inorganic materials

• Liquidus / solidus / solvus projections
• Isothermal and vertical sections
• Reaction schemes
• Invariant equilibria
• Crystallographic data, lattice parameters, space

group, Pearson symbol, prototype lattice

• Temperature- and composition-ranges of phases
• Materials properties and applications
• Accompanied by descriptive texts
• Bibliographic references

Required Modules

• MedeA Environment

Recommended Modules

• MedeA Pearson
• MedeA COD
• MedeA ICSD
• MedeA NCD
• MedeA VASP 5
• MedeA HT-Launchpad

‘Phase diagrams are the beginning of wis-
dom - not the end of it.’

Sir William Hume-Rothery

Find Out More

Learn how MSI Phase Diagrams can inform
your work and about MedeA capabilities including
Databases, Builders, Compute Engines, Property
Modules, and Analysis Tools.

https://www.linkedin.com/company/materials-design/
https://x.com/MedeAsoftware
https://www.youtube.com/user/MaterialsDesign/playlists
https://www.facebook.com/MaterialsDesignInc/
https://www.materialsdesign.com/
http://www.msiport.com/msit/msit/
https://www.materialsdesign.com/databases
https://www.materialsdesign.com/builders
https://www.materialsdesign.com/compute-engines
https://www.materialsdesign.com/property-modules
https://www.materialsdesign.com/property-modules
https://www.materialsdesign.com/analysis-tools
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