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This MDR XAFS DB is an integrated database of XAFS spectral data provided by the
participating institutions in this project. The metadata provided by each crganization
(hereafter referred to as "local metadata") is not currently standardized, but typical
metadata items are extracted from the local metadata and standardized on the MDR
(hereafter referred to as "MDR metadata"). MDR metadata can be obtained via API.

This readme summarizes the status of data provided by each institution (2. Statistics), basic
data format and related information (3. Data Format), and results of analysis of local
metadata (4. Metadata Analysis Results), and status of absorption edge collection (5.
Absorption edge information).

This work is a part of XAFS database (MDR XAFS DB, https://doiorg/10.48505/nims1447) as a
collection of MDR.
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e INtegration of X-ray Absorption Fine Structure Databases for Data-
Driven Materials Science

Masashi Ishii B (& (National Institute for Materials Scienceror) ; Kosuke Tanabe ® (3 (National Institute for Materials Science ror) ; Asahiko

Matsuda % (® (National Institute for Materials ScienceRrer) ; Hironori Ofuchi (& ; Takahiro Matsumoto & ; Toyonari Yaji ; Yasuhiro Inada (® ; Hiroaki
Nitani ® ; Masao Kimura (@ ; Kiyotaka Asakura

SHeR:

(abstract)

With the aim of introducing data-driven science and establishing an infrastructure for
making XAFS spectra findable and reusable, we have integrated XAFS databases in Japan.
This integrated database (MDR XAFS DB) enables cross searching of spectra from more
than 2000 samples and more than 700 unique materials with machine-readable metadata.
The introduction of a materials dictionary with approximately 6000 synonyms has
improved the search performance and links with large external databases have been
established. In order to compare spectra in the database, the energy calibration policies of
each institution were compiled, and the energy calibration methods across institutions
were shown. This clarified how to utilize the MDR XAFS DB as a knowledge base. The
database created through this cross-institution initiative is a model case for the further
development of databases for other methods and material informatics using them.

EFIIEER:

. Creative Commons BY Attribution 4.0 International

F—7—P: X-ray absorption fine structure, data integration, metadata, materials data
repository, DOI, RDF
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XAFS spectrum of Nickel(ll) oxide

Masashi Ishii %

(National Institute for Materials Science) ; SAGA-LS (Kyushu Synchrotron Light Research CenterRror)
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Alternative title: Ni-LO1
Description:

(abstract)

This dataset consists of X-ray absorption fine structure (XAFS) spectra at Ni L-edge of
Nickel(ll) oxide measured at SAGA SR BL12, and is a part of XAFS database (MDR XAFS
DB, https://doi.org/10.48505/nims.1447) as a collection of MDR

Data origin type: experiment

Rights:

o @ Creative Commons BY-NC-SA Attribution-NonCommercial-ShareAlike 4.0

International
Creative Commons BY-NC-SA Attribution-NonCommercial-ShareAlike 4.0 International

Keyword: Nickel(ll) oxide, NiO, Ni L-edge, Oxide, BL12, SAGA-LS, XAFS, collection - MDR
XAFS DB
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Name / &%h : Nickel(ll) oxide

Description / HEIMDEHEA : on carbon tape

Material type / %ﬂﬂﬁﬂ[: &7 @ ]

Material type description / S IR D EHEE : Oxide

Identifier / 5IF :
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Measurement method / EHEIIiE

Description / §itBH : total electron yield

Category / ﬂ?‘j'{: XHRIRUN 53 Y63 @ ]

Category description / 71571 MEHEA : x-ray absorption
spectroscopy

Analysis field / ﬁﬂﬁﬁ% s IYE @ ]

Analysis field description / 8§73 B D EHBA : spectroscopy
Measurement environment / SHRIEEE :
Standarized procedure / E#F|& :

Measured at / EHEIERFA
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"instrument_operators”
"instrument_managing_organizations”
"experimental_methods"

"category_vocabulary" "http://matvoc.nims.go.jp/entity/0Q386"
"category_description" "x-ray absorption spectroscopy”
"analysis_field_vocabulary" "http://matvoc.nims.go.jp/entity/Q30"
"analysis_field_description" ‘"spectroscopy”

"measurement_environment_vocabulary" null
"standarized_procedure_vocabulary" null
"description" "Transmission”
"measured_at" "2009-10-30T15:00:002"
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Links for Copper

find it in the original DB https://xasdb.lightsource.ca/, or use "Direct data download" below (CLS)
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