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' Inorganic Material Database

This database offers crystal structure, X-ray
diffraction, material properties and phase
diagrams extracted from approx. 1,000 of
science and technology journals.

Crystalline structures: 379,736
X-ray diffractions: 689,445
Properties: 504,325
Data Type of properties: 508
Phase diagrams: 47,347
Contents As of Dec. 2023.
To be upgraded and expanded.

Search functions
Tools Material matrix
Property chart

Howtouse \Website access

Free trial use )
(Up to 72 hours, browsing only.

Contract Limited number of page views.)
type  Fixed annual rate
(Academic discounts available.)

Search Function

Searchable by specifying chemical
components, chemical formula, substance
name, prototype, Pearson symbol, space
group number, property name and various
other methods.
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Crystalline Structure 379,736

The detailed information in Table 1 is
displayed along with the 3D image visually
observable from any angle. Download data:
CIF file (Crystallographic Information File)

Table 1 Detailed Information (Crystal structure)
Substance name and chemical

isnufg?;cr?gt(i:gn composition, structure type, Pearson
symbol, space group name and number

Sample . _

It i Raw material, synthesis process

Structure Sample condition, experiment

determination = method, temperature

Cell parameters Sample condition, experiment
determination ~ method, spectrum

Cell structure
information
(Standardized)

Other information Interatomic distance, literature

Lattice constant, atomic
configuration
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X-ray Diffraction 689,445

Graphs and information related to the
experimental and calculated data appear.
On the graph, display range is changeable. In
the table, entries are sortable.

Table 2 Detailed information (X-ray diffraction)
X-ray diffraction graph with . - :
specified X-ray source X axis: 20, y axis: intensity
X-ray diffraction data 26, Miller index, diffraction
(Tabular form) intensity, lattice spacing
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Properties 504, 325508 properties)

7 property categories are available: electronic
and electrical, magnetic, mechanical, optical,
phase transmission, super conductivity, thermal
and thermodynamic. Properties can be searched
by respective property names. In addition to the
searched property values, detailed information
of each substance is obtainable.

Download data: TSV file contains the
substance's properties.

Table 3 Detailed information (Properties)

Substance name, chemical composition,
structure type, space group name, space
group No, link to crystal structure

Substance
information

Property data Property values, temperature, literature

Phase Diagram 47,347

The image of phase diagram appears along
with the list of phases and related
information. Download data: graphics data
(PNG file), list of phases (TSV file), summary
and literature information (TSV file)

Table 4 Detailed information (Phase diagram)
Type of phase diagram,

Summary  composition range, temperature
range, generation method
Phases, structure type, Pearson symbol,
Phase space group name, space group number,
information  maximum and minimum temperature, link
to crystal structure data
Other :
information L'terature

Property of Materials (electron concentration [m~])
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Mo PhassDiagram  Chemical System _ * | Lower Tomperature (K] Upper Tamperature (<] Composition Year
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1473 | partial compositon; 65-100at% Cu 2005

=
HIE Acu 73 1373 | partial composition; 40-100at% Cu 168

73 | parial compositon, 31-375at% Cu 1990

943 | partial compositon; 022 at% Cu 1902

) 1673 | tull composiion; 0-100 at 5 Cu 1601

Convenient Tools

@®Property chart
Recorded matching substances' values are plotted
when the items: properties, density, and the nearest
atoms distance are selected for x, y and z axis.
By clicking a point, you will reach to the crystal
structure of the target substance. Also, its
properties and related phase diagram are
accessible.

thermal conductivty (W m” K"

Cystl sucre

@®Material matrix
A matrix is displayed that represents the number
of substances of combinations of elements on
the vertical axes by color. The composition ratio
of the elements are changeable. In addition to
number of substances, most frequent crystal
structures, average values of the properties and
number of phase diagrams can also be displayed.
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Licenses
i f icati Assigned
License  Unit of ~Area Authentication system downloga Ydata Discounts
name user  limitation |D/Password IP Address — quantity *1)
Single 1user N.A  Required - Permitted —
Single IP Limited . ’ : :
P AT 1user £2) Required Required Permitted Available
Group  10user N.A  Required — Permitted —

*1) Download data quanity: 5,000 entities
*2) The registration of user's global IP address is required.
Only accessible from registered global IP address.

Annual usage fee

License name Price (Tax excluded) *4) Payment
Single JPY 150,000 Credit card or bank transfer
Single IP Address *3) JPY 100,000  Credit card or bank transfer
Group JPY 900,000  Credit card or bank transfer

*3) Public/Academic discount price: JPY 50,000 (Tax excluded) *4)
*4) Consumption tax will be applied according to the domestic law.

Contact

Materials Data Platform -

Research Network and Facility Service Division (RNFS) E"

National Institute for Materials Science (NIMS) :ﬁr -
L3

Website: https://atomwork-adv.nims.go.jp %9%‘
Contact us: Using the inquiry form on the website .
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