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FEpiR Yl
L BFSE BT A EL - BRI SE
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PIZRARICE W T, TEMOBE | EFEND T —7FOOMEFE (T -YRERHZR) N—KRI{IELDD2HD, X

RN (X-ray Absorption Fine Structure, XAFS) OF7—4%#%F - BAAOEEMLZERIVERILTDHT,

BAOHSAKXII 2 =T 1 bAHERTEHRANEKR TV 2 LBDND, ATET[E, EAD XAFS (CEHRT 28BN,

F—aE—HhFRICE LHTABT S MDR XAFS DB (Materials Data Repository XAFS Database) 702z ¥ b
DFEHEHEL, BE - AHINCT—IR—XCOWT, FRZEZZEHOTEANRRTRNT %, £h7—45H
B - BHACRNEBOWAY TS DHE—(CEL T, TIRTEEHE 2> TU % XDI (XAS Data Interchange) D%
AFERNDELEDC, TNICHLT, A7O0C 27 FTHERALTLS2RAERNORBAY T —YDLAEDITE
R HICHEICE AW MERER] (CERZYUT, AT —YDEEZYXA—CT2HEAOHKLE, EANKES
EHLMCT Do T72%H5 MDR XAFS DB DAL THD, INTDT—Y2FL CRETEHRAEDRR LB - T
WEHEMHBEEOEEL, T TOEMNEMOREREASZALND, BIC, AT —IN—X(CKTI2FEETL
o, SHOBGTT—5OHE - BMALCHITT, 33274+ LLTRERILEZRT %o

1. ¢

X FRUR I S (X—ray Absorption Fine Structure,
XAFS)W [ AXR7 FIVESBBR LB D T & THRAEE S
ZEDD, Wb 5T — X EREN OBFIE B AT T B LART
HH [F—23E | 1ITHTL8ERD D, keI 2=
T4 OHT, T—ANX—ZOMEL, EOLSICTNIIR
T =R uELFTELIOFERPHEA TEID, — T,
RO T — Z BRI 3500 5 [ — X B Of) =
3, ChETOHEROAT—T %2 T, K TTF—2%
B 72 DFICHEARANCE M RD TN D, HADFEE
72 XAFS BAGRBERE N 7 — X R B0, WE « MEHFIEEE
# (National Institute for Materials Science, NIMS) O#f
¥ —% YRy k) (Materials Data Repository, MDR)
THE LAY A7y 27 I MDR XAFS DBY |4, M9
MAOBMKND, 7 — 2B EORED EHr D &
EHT LD, ML WHATT — 2 OE & HF
FAICHUD #LA T & zs IBROFIATE O LT OFFEOIR
WMarBE25E, FEHAAOH 7 GEHIC /1Y 7 F
T BB D B LIXHEE VR,
« GUI (Graphical User Interface) TOEEAFH L L
7= web Y —UATOFFEMES, £d 2 h XAFS OF —
Vo N /A

« API (Application Programming Interface) TH 75 —%
B, OB LDy FUHE, EHFELETO
T 2 TR D B T

T, KIEDIC TAWH] & TBMTHe | Ok L sz
72 & &, MDR XAFS DBizznzhicx L TED LIS
Y—U2ZREHL TS 2%, CHETORBEIEDIRED
20, FRAMHES TERRLOBAMOHINO—2TH %,
—7, ATl AL b o3 T & TA
wEE ] OEFCHEFULHAE Clde <, FRiC THMmTEE ] I
OWTIE (5D 5 | 72000 [EEBICHBRT S ] £ TOIR
WIRAD Ho HIT, Eh - Bim « FHEICH S T — X LD
Bl T8O 1D ORFRICEAL, T— 2 ORED
ML, R AL AR T — L > T BBEIC W
T, F—=ZRX=ADOEY L, [ AT & BT
DEZHMRL OB END, Ze LBl T THAH
Do BAPET — 2%, MADBIED A7x b RF 2RO
ZORBIZOILT B DI 2§ XN E D, FGiE EI®KICE
Z, Hakt iGRcdEm & T — A= ADOBFICE < DF
Wit o T2 E s pFIc Lz, EEZTWA,

2. MDR XAFS DB DfEsh

XAFS 2 X 2 =5 1 1C1E, LK <456 n CTw 5 Farrel
Lytle Database O XD ICEWER A Ok ST — X N—
ANH 59, Lytle DF —xX— 2+ MDR XAFS DB? #
REND L, gD 57200 F =A== b, FHEC
ThHLOPDFEONLET—ANXN=Z~BITL, T [ AR
Fel O THAIFL ] ~OB) S PHEFEICHEA TWD Z &p
b, CCTHENTOHE B> TADLI LICT 5,
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2011 FRICIRiBE KT AL R FEAT THESE MG & - 7
XAFS F— 2 RX—=28 %3 Lo L LT, &P T« 7 HE
DT —ANXN—=ZNARFSINL L D7z, Miskxikz 7= XAFS
F— 2wl 5, KU —LT 5y b7 —A (BEFHEA
PRBLBERE Jevmb e a3k IR AE 3 2016-2020 47)9 735
GHT, T AR AME OB R TOKR X InEkT 2018
SEICbHEE K2 ChAME = +17- XAFS Database Workshop
BoIzThHHDo M, 12— —DOFIEEH 2 /o7 — 23k
HOODOEERF 1, 2BOHETH#EIN, T—XD
KO, R, T—aREFE~OA VT T
Y, T AN 2 EIC BT Bk 2 i E O Fam e T
Who < DR « AT < AT, 2020 121 MDR
TOT —AN—AMEPRED, 2021 F7 AICiE7 7 —
AT T =2 PAMEN, DESEER 2L, 2023 4F
1213 6 BRAR T — 2 B ek L, Mk il 2 /oW sR 5 mT
ABIC 72 5 72 BIEIXEICSHBEE N 2 5 AR TH D,
S ACEW IR E T 7 F ) A FRADINE b BAHEA T
W5, 2024 9 ABIAE, &31 2,263 D XAFS AX7 b
DA SN, WG ICERI 56, K WIUmEL 50, L IR
VR 24 BRI NAHICE - T b, T— ROt ER %
XS i BN

MATERIALS
DATA
HV'EBY BN REPOSITORY

Enter search terms

Home / MDR XAFS DB

MDR XAFS DB
 Use Cotecion J o open |

baarsod

2264 Items - Created by: ISHI|, Masashi - Last Updated: 19/06/2023

This collection of data has been compiled at the National Institute for Materials Science (NIMS) with the

https://mdr.nims.go.jp/concern/datasets/vh53wz94c
WCEEDTHAH, rbO@Ey, 7—x4G - HFIHICKEW
TRERARIGAZT =52 (T — 2 OFEMEEZWRT 5
[T—=2DF7—R]) OXFX—V AV MCEFTHROMAALD
HEA, BRI BT 200 7 — 2 SRR O AT HHI
Lo TnWbHEWZ S,

3. MDR XAFS DB D A RI5/5{ELNE

Z ZTGUI #X—2ZIZ L7z, MDR XAFS DB ® AwJqH¢
WA RIS AN T <, 2 2 T X o XAFS
OFHERRLE L TR HWON B BRRG & L TRz T
B (AR FVEUZR 13 2024 49 ABAE),

D) Fy TR=INDT 7 A
https://doi.org/10.48505/nims.1447

MDR XAFS DB iz 2D DOl 2iff 5 an Tk, 1—
P—EBH L EOFHREr L TLEILLTE, ZNT
bAVIAVTT 7 EAWETH b5, T Ik MDR
XAFS DB OBESL, i in & TEBT HEBOFIC 7w & »
AR INTVWE, Py IR—=VDAT7 )=V gy %
Fig. 1 1275

Home  About Help  Contact

DLogin

Collection Details

cooperation of related organizations for the purpose of wide use of X-ray Absorption Fine Structure (XAFS)

spectra.

Totalitems 2264

Size unknown

The data published in this collection are publicly known data, and the data providers have guaranteed that

the publication of the data does not violate the Copyright Law, the Personal Information Protection Law, or
any other laws and regulations by submitting the "Application for Data Publication in the Materials Data

Repository (MDR)".
The data providers as of June 2023 are as follows.

« Japan Synchrotron Radiation Research Institute
« Ritsumeikan SR Center

« Hokkaido University, Institute for Catalysis

« Photon Factory, KEK

« Aichi SR, Aichi Synchrotron Radiation Center

« SAGA-LS, Kyushu Synchrotron Light Research Center

The data published in this repository can be used to determine the electronic state and local structure of
materials. Please refer to the readme for file formats and other details. For details of analysis methods,

please refer to the many references available.

Resource type Dataset
ISHII, Masashi
MATSUDA, Asahiko
TANABE, Kosuke
NAGAO, Hiroko
YOSHIKAWA, Hideki

Creator

Contributor

Keyword x-ray
local structure
absorption
spectroscopy
LicenseCreative Commons BY-NC-SA Attribution
NonCommercial-ShareAlike 4.0
International (&
Publisher  National Institute for Materials
Science

Date Created  2021-07-21
Language English

Identifier x4
hitps://doi.org/10.48505/nims 1447

Information on substances and measurements is compiled from metadata provided by relevant
organizations into a format suitable for data linkage on the Data Platform (DPF), and used for display and
search. For substances, IDs (Q numbers) are assigned, and the substances are classified and managed in a
dictionary. This dictionary can be browsed as "NIMS XAFS DB Project Materials Dictionary” on NIMS's
materials vocabulary website MatVoc Explorer. For measurements, information from each organization is
included as is, so it can be used for new measurements and analysis.

The metadata provided by the related organizations can be downloaded in three different formats
depending on the purpose of use

« tsvformat: Converted to a flat Key-Value format that is easy to display in MDRs and spreadsheets.
« json format: A hierarchical structure expressed in a format suitable for organizing data in a machine.

« yaml format: A hierarchical structure expressed in paragraphs, etc, that is easier for people to read
,,,,,,,, frrrar

Related (4 http:/www.ritsumei.ac jp/acd/re/src/sx_xafs_db/

URL @ https/fwww.saga-ls jp/main/2026.html#gsc.tab=0

@ http://titan.nusr.nagoya-u.ac jp/ASR-XAFS-DB/

@ https;/Aww.cathokudai.ac jp/catdb/index.php?
action=xafs_login_form&opnid=2

<]
https:/support.spring8.or.jp/BL/bl14b2/xafs/standardDB/
@ https:/fuser.spring8.or.jp/sp8info/?p=2751

@ ntips://pfxafs.kek jp/xafsdata/list.php

Fig.1 (Color online) MDR XAFS DB Top Page (https://doi.org/10.48505/nims.1447) .
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bEw 7R

XRRINDHDFHEEE T — 45 X — X MDR XAFS DB DL & AR

(2) T —=FRX—=ANDT 7 XA

(1) kv 7= D [Access MDR XAFS DB % 7-i%
[MDR XAFS DB Ml | #27 Vw7452 &TC, 7—X
N=ANT JXATES, TZTIEEANT PV, T—
2DHA IV E Keywords (RICFER) 7 EPY LR AL
FEBIC—EBETERINS,
@) AT PIWDAT ) =2

FrED AN FIOVICREICAT EH < 2D,
[Keywords | IC kB A7 ) —= v 7 RS AMTH S, &
Z T Keywords & LT, 2O AXNY MVicd@d 5
FWI0EOHEH B, HFAXRY FIVICZORNEE 2 7 fF
L TWb, COMMEEOHICHE, WEA, L7, &
s, Ykt V—AT A VA, b rEA T
%o Keywords 137 )V 7 7 Xy M (A-Z SORT) 7, %
F50E (NUMERICAL SORT) ##5C &M TE, Fon
HHICHL TReE—MOEMHETAZ ) —=v 7 Ehb, il
DO HITiE, [Copper af@?@ﬁ\ik\ B, &> 5
RLIN/TZ 13 DAY PIVO—BIZH D IAEN SIS T
BhHo ZOEIZFRINTWASY LARANVEBNE, A
X AR RIS (EXAFS) 2> X6 WS 0T 5 R i
& (XANES) »ORPIZBD &, &R 5 kG b

B P MATERIALS

= DATA

“ REPOSITORY

DIEH» S, FIHEHBNCE > 72 AT FIVPRIRTE 5,
(4) 27 BT — 2 OFEM
THEDOAXRY FPIVBR A2 NE, %4~ [XAFS
spectrum of X| X FME4) #7 Vv 7dFniE, A7
hw%~7mﬁ%%<oﬁJjJS% L8> T— 2 [XAFS
spectrum of Copper | O, Aichi SR ® BL5S1 % 3R L
Lz%/:.\f Fig.2 iZ7r919, MDR XAFS DB Tit, Z O
CHHET 7 AIVELUTMDR A% F—% (KTt
GUI TERINTWSLMDRIEHED A X F— X % rMDR
ART—R] LS LICT5H,) Oy F& [Work] &
ExLT 7T XABOHA L L T 5, Bi7E, MDR
XAFS DBIZIEEL TWAB T —x1d, % < PEEHES RO H
AR PIVTHBH, —ODOREHIR L TEED AR

FILEREEL TWBEEE, BRAXRY FIVERAZ ThHS
G, FOBEMEHET 2P LEEREICOVWT Y,

Work [CHil S % & & T 4EETE 5, %7, TATA
JWRAEIRD A X F— 2T 5 £ VI NT d, Work % s
I LCPRR L THERIL TLo 5

BT, ) XD RELSTARANHFIRS
N, E7-XAFS A2 57—% (KRGCHE, 7— 2 RECHEHM
(ERCL 7=, XAFS O#FIR D7 b OFEME A 2 57— 4 %

Home About Help Contact #JLogin

Search MDR
Home / XAFS spectrum of Copper
[ Dataset

XAFS spectrum of Copper
[ +or open | Deposies |

XAFS spectrum of Copper

]

2

NOLLYWYOANI JHOW

8800 9000 9200 9400 9600 9800 10

Energy [eV]

In Collection:
MDR XAFS DB

Fig.2 (Color online) Example of access to Work in MDR XAFS DB (https://doi.org/10.48505/nims.3899).
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[XAFS A 2 F—x | Y5 LICd %) 73, Preview B
BECTERR NS, Fig.2 D Aichi SR DI Ti, XAFS £ %
T—RII2TTHEDY, £D DB 200IHH 7 Preview T
RSN HER T %,
G)F—=2DFT/Ha—F

Work iI&EN D27 7 4 V—HEL, (4) D Preview ¥
BEOHEO FICERIN, BADT7 7 A INHws )y /T
N, 77 AR Y A Rz EOERBFREIND, B
HWET 7 A VB DOKICDH 5 Actions TRZ L/ % {fi» CH—
TIVEREIC A Y v —FF 52 ENFARETH 5, LD
Aichi SR OFITid Table1 D7 » A VA X7/ H— FRJFET
BhHo CORICT 7 AIVOHELRLL T, AT —X
N—ATlE, INHEMDR XA %F—X7p+ v T Work
I L T\Wb, XAFS A %5 —21%, NWEBE—D=>
DGR Hi-> TEY, HITIGL THEWG TS 2 ERTE
%o BUAE, F—2EBHRIC KRB INS A2 TF— 2T
{3 YAML (Yet Another Markup Language) T® % 73,
FHHENEEN 72 JSON (JavaScript Object Notation)
&, TSV (Tab Separated Values) 7> YAML 7» & 2544 B
Sh, Bt Tw5, TSV AR LESERY V7V TA
WEEtES <, EEE, I (4) O Preview B BE THER
SNTW5b,

4. MDR XAFS DB D R 5 AN

[3.MDR XAFS DB ® Aw]e7a 7] T, Work %
TR OEAN L L TW5H T a7z, FEEE, MDR
XAFS DB T4 Work i~ DOI (Digital Object Identifier)
AL TEY, FEWIC—OOEBERICH L T—>oD
DOI 5L TV 5 C Eil78 %, s L ICH LT, —>
DODOIHAHL T EIFE WA, T—4% DOl DHEALIZT 5
i, BT e T — X B OB O—D L E 2 XD,
O F—20 web (web ¥— X722 | & 45 2550
it~V s v 7 web Bl & L TanbnTE D,
Z DFEMIE web Hiflf O #EAL A #E D T 5 W3C (World
Wide Web Consortium) CTRINTWAW, LRI, 29
L7 — 2 pilic B3 2 Bl s 38R L e < & b,

I—F—F—D2>—2DF—XIZDOLICL>TEZNBHT
4,7 7 AT&, MDR XAFS DB O&EE LD —DIC
A TW5b,

Work D& 5 — %%, FETHX Y va—F3 50553,
[3.MDR XAFS DB O AwW[F#72 77| TR L7ch, —
A= FDidD APL A gt h T 5, C
DAPIOFREE, GULETAZ Y —=2 v 7 L RO
URL #, MR AET AT 2z 2BE T, X
FZOEEAPIO 7 TV IING A—RICHHTEAHZ LT
BbHo —MHNCAPIDO 7 TV /RS A—21%, BHEHNHL
W &M%\, MDR XAFS DB O 5138, Z DfERE%
O TR LTH B, 25 L7 GUI & APLI O#fRiE, TA
el 25 TG ~NOY— AV ABEL &\ 2
%o APLFIFITEDFAEIL

https://dice.nims.go.jp/services/MDR/manual/html/api.
html
Wi s nT\wb, T I Tld, Python TEN/A TV
W77 S ARSI NTED, BN L 727 U r—
Va VOB EGICAETH 5,

5. MDR XAFSDB 7O 1T I FDAHFT—
4

5.1 A9 TF—4EBOEHEICLZT—5 B

MDR XAFS DB 71 v = 7 i, HEOBEMATHEOH
RMTOT—ZOFFATBEO—> L L TELR, —hT
RO NG e i TOT — R IFOR DA LIWITL T
HEDHTWD, TOMINTIE, AXT—ZDIF—I AV ]
PRD THEBEIL IR b, ART—ZICOWTE, BHAEHBRD
EZ2TMBHD, TNk TELLZTREICE S EEIIIC:
WD AHTDIT, HEEE « END XAFS A % 57— X% Off—I1ZB
THHE IRV IR > TA D,

2011 4£ @ The International Workshop on Improving
Data Quality and Quantity in XAFS Spectroscopy
(Q2XAFS2011) 1235\ C, BEIC IXAS (International X-ray
Absorption Society) OV —F 77V —TFIZ k- T,
XAFS O #t32~7 + —~ v F & L T, XDI (XAS Data

Table1 Example of files that can be downloaded at Work in MDR XAFS DB.

77 A =

Cu-AichiSR-BL5S1-20220927.dat
Cu-AichiSR-BL5S1-20220927.info
Cu-AichiSR-BL5S1-20220927.png

metadata.yml

metadata.json

primary.tsv

ARG FNDF ) TN FEA L F— 5

Aichi SR [EE ORIEICES T A i T — 2
YLRANVOEGT 7 4V

yaml XD XAFS A X5 —%

json JEA D XAFS A % 57— % (metadata.yml 70 57 7 £ VI
KB 723 D)

tsv JZR D XAFS A % 57— % (metadata.yml 7057 7 £ LT
L 72 D)
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FEY 7R

XEREIR D K DIKER T —45 X—Z MDR XAFS DB DHEE & N

Interchange)® » HDF5 (Hierarchical Data Format
version 5) R SN TV 5, XDIE, AXRZ FILDOFHK
YaMb I dONERNRO AR T — 25452 L%
Hifg L LTHY, —TRERETORERFERO K51
BT 7 ANVEEE AR T2 BN E LT 5L DI,
HDF5 129 % C & izl T\w%, BlfE XDI Ti3,

# Family.Field: Value
DOFARIC LD, K48 (Family) &/ ¥ (Field) O
ZEpd T, HARCHEEBS /-8, 2hicx LT
h b2 BRI > T b, TNHOGHEOERIT

https://github.com/XraySpectroscopy/XAS—-Data-
Interchange/blob/master/specification/dictionary.md

ThHzbNTwW5h, KpJHIT Table2-1 D 8 D Tdh 573,
CCTHEIIRANORL, BERGSBEZE S 5/ N HOR &R
T, CORIRTHY, XDI O/NGHAE TN TEN/ZLEL
TH29HHAL 27 <, EROFEECHEHE S S A
XTF—=2L, Aa—"TNEnwz b, BICHAAXT—XIL
LIFD=2DHTdH %,

* Element.symbol: WRIEFH, BREVW A E LT, Ch
G WAA X T —RITEDIIH & LT, AN PVE R
72T, WU MEAR—E T S RN DTEHE & DX
m\Wicd L TWA, flzid Cr K Wi & Ba L1 Wil
T4 5989eV Thh, brd>EINICHYT 5,
BWoTE2HLE, L IO LIBRO—FKDTNIE, W
POEREFINV F T v 7 Eefnidbrbl &b, W
HART =Rl LRl T b, — sk
R & Lo A X T —20%, WO AnREE W2, XDI
DOPLED T NERR 2 5,

* Element.edge: W% ¥ ¥, Z C T &, IUPAC (Inter-
national Union of Pure and Applied Chemistry) 2 & 5%
FLIIRL 2, L1-L3 73 & Wi & & 7o < i D851,
Llft#d 52 E2RRLTWA, Ll ST &t
OB TIE, RELOFEDL ST 57\,

* Mono.d_spacing: € /7 1 A—&fERO@EHER, Ch
I, AT 5 XBOARMAY LT T FOVF —ICHE
FTHBEICDE R AT =X Th b, 7272, BHEZ
XAFS F AL VIZRH#HTIIHHH DD, —fICT — X H

FAZRTOTHNE, TLABREKOTFT— 2 &0t 5
CEDREFLWTHS D,

XDI OH#FEA X F— 2 TFDO LB D TH S -

« Facility.name: JHE21E 50 X #R a2 O 41T

« Facility.xray source: fRlABAECT VY ab—Hig &
DI

+ Beamline.name: ¥'— A5 {1 V%

« Scan.start_time: & BRLARRRH

« Column.1: JilEFLF O ik
—EEic, MEEs, R4, E—AF A VA, TR
F = REECHOBRE A MY, AXT PIVOMEZ ML D
WIS D EE 2 B s D, XDI Tl Ot#Ep R &
LERAEL TW5bH, WA E O Element.symbol & [[IEEIC,
ANT FIVINETOERER > T b WS E 2 ITED
WTWAhH EWZ A

ART—=RIEALT — 2SS, BRI OEBRAEFITH <
79 % HDF5 I D\ T, O C Cld &z i~
DICHD 5, BEEREIC k> T x 77 7 A )V B k<
o5 EMNTE, BT 7 A VOO PNDES TH
0, Fx /7 ERENL NI IGBALTRHAHEZTD /2D
IR PR &, KT — 2 2 HFAR 3 501
NTwb, 77 AVOMELR 52 5HCLB MO 7 5 —
Xy FTHhHY, TTVr—v g vRE SIS TR (I
NWEZBREL, HICE > HATES, L2,
XAFSICB T A AF—< L JIBRTEHRTHALELD D,
NeXus & FEEN HHEIER 2 2 A VIR D7D D A F—
XHLOBEAPFERI N T AY, 2212, XAFSEH
DHFEABAL, FT —ZHAT LD T ART—
ZOHBAVALFT v 7L, SHELMELT 50LERD
%o TOMAITIEIZ NXxas & L T rEfbsncn
%W, NeXus DHWE, Hxixt VT ILr—4 (FR
7 —2wEds) wiSElbl TRAFTS L &L, T—X
T 2L T V=TIV R A EO L, —HT
RIS L OBk« 7 7V r— 3 v ORHE IR LI
HrEHL, KETFT—2O2ICH L b T — R ERZIE
HkdT A LD bH, ZDLICh v TXTV/OEEITH
i 59, XDI X HDF5 AHE CHEICIEH SN A7-0I1C

Table 2-1 Major categories of XDI metadata, their definitions and number of subcategories.

HE KoM B &N
1 Facility WE R THN I figg (4)
2 Beamline Y— A5 A VO L HFROEHR (4)
3 Mono RO (2)
4 Detector B ROFEA &\ D 1 (4)
5 Sample AR A & IE O (6)
6 Scan WE A+ v B AER (3)
7 Element WO (4)
8 Column F— 25 & X DRI T HEHR (2)
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i3, ThooTF—2EREDLO0, BREIEVT—X
NE—LFAVTHONLILERDD, %< Olaiy TEh
DI S N5 £ T, 88\ EIE & BRI TEI DAL T
B %5,

XDI D 29 D A x5 — 2%, HE A LER/NRICH S
T ETERPIRFTESL—TT, AT MILOFIMER
RN ALY 57201013+ LEEVWEv, ChicxL
T, HRTO A2 T —2ff—D#) =%, NeXus (T & D
AT e b DD, A x5 —xOEB L XDI LD
b5 4L, AT PV OTEME 2l a Hfg L Tw
5 ETCH B BRI 21E 2017 IS, K —AT Ty
F7 3 —ATHRFASIN TV AX T =D K5 HIT
Table2-2 D L 350 Th 5, #EMNIL, XDI O/ E & ITIE
FALVNVTEZICEEOHARE RS, COXKEY RS
&, NPT L50 A A2 (D HLUNAEHEL), BICFAZO
MPRHBEAEZ S L, Gl NEAREXDI LD T
EH N EN DD, BAFHEIE, VT OERBRIRD
fill, 1 ZTEALPEEDID (dentification) TH Y, ikl
B 57— 2EH7E L Tz, $7xbb, ZORFET
AT L AT — 2 AR EH TR G2 > 728D
Thb, — I THATERMOELR L, EEIL—VITES W
T AR5 —x% XML (Extensible Markup Language) T
AT LTE 0, IRREEE V.

CHUTKL, 2022 5705 2023 4£IC 00T, RaHEFS
DT — 2 EEALEREZE BEY OGBS BER L 723k
WART—=20 3, VT IVEROER AL, T—X

DINVEFHAZE 2 /2BEICE > TWwbh, KoHEIT
Tahle2-3 D &350 Th D, il & FARICHEIRNAIC/ N BIEHA
Bamrd, CORIRLABYD, NrHEIE 250 FHH %8
2, \EPD AR T = 2T THEAEICED %\, FFIZ,
YV 7VICEL TE<mbnTwaID (7 a—s3rID)
DOFHHEE AT 570 Y, IRTONEHR & OHEEEEEL T
Wb LN TH H, —77 T, [5. measurement |,
['6. sample |, [7.reference | |[ZPEZEHE B AT 4 50
BH0, ZOEF 156 HH ZELEICG#KT 52 id, 1EF
HEETETWTHH D, TLALZHHOERKEVD LD
3, FOEMINEHELBEIL THE->T, T—2%
JHANEILCTE L &, COAXTF—HFFTORBME L
W2 b, EEE, HABEALWICL AL, LAHEA
3, T X REEOER, MEARE I OIGEE S, 1—
P—DOATHEHAOFTIE, T T IVHDRPHE—DNIH
HiC/>TwWh, TRLERZOLOLD, HLLAHAT—XIC
ST AELAHMICT AHEEALAESNTED, #l-T
F—Z ORI TS C EaFRL TWh, D
el A 2 F—2d, TERSh/z#i2 2. MDR XAFS DB
DOEESE | T/, SEFEEIAE I L 72’ & —8 L Tw
HT EMBP5HMY, MDR XAFS DB /Oy« 7 T
HFHNH T EBELTEYD, EEHLVSEERED O
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Table 2-2 Major categories of Optical Beam Platform metadata, their definitions and number of subcategories.

HE K8 TEFE LN

1 lightsource
2 optics

3 detector

4 measurement
aAvr (1)
FhE-CTE O (3)

5 comment

6 research_subject

Mage 2 — AT A V475 ¥ OXFEEHR ()

B/ VORI T EONFERTORFH (17)
A AV F £/ N—= SSD 7% E B EICEI T A5 (29)
EEABALA B Rk 4 7 & ISR A 1 (8)

Table 2-3 Major categories of MDR XAFS DB metadata, their definitions and number of subcategories.

HE KoM BT LN
1 data_info T 2 BEECHM, T 2 ER A I E O (27)
2 facility Wik %, EREBERLT ¢ UV 7 NE—in 8 ORI+ A58 (12)
3 files F=RT 7 ANK, Tr—<v b, ITLDOERREOHER (14)

4 instrument
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6 sample

7 reference

% (BE/rm, 25—, AUy FaY) OREBREOVY—AT A VITET
LHIE AR A5 (45)

WA, KERBILA I, TRIVF—WIE, TXIVF—AF vy, B,
Wn L ICBEd A EH (101)

YT, R, sra—0rID, IR, BERE R E ORSHH (33)
2RSS, b7, 7u— OV ID 7k E O (22)
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Fig. 3 Hierarchical structure of “Chemicals” in NIMS XAFS DB
Project Materials Dictionary (https://matvoc.nims.go.jp/
explore/ja/results/Q713).
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Table3 Photon energy settings for the pre-edge peak of the Cu K-edge for several participating institutions.

e Cu K Wi O T3 )L —  (SLigfis) BRI DO ZEMEHD 1) 70 & D7
SPring-8 8980.23 eV -0.453 eV

Aichi SR 8980.52 eV -0.163 eV

SAGA-LS 8981.3 eV +0.617 eV

A2 8980.683 eV
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Construction and release of MDR XAFS DB, an
integrated database of X-ray absorption spectros-

copy

Masashi ISHII National Institute for Materials Science
1-2-1 Sengen, Tsukuba, Ibaraki, 305-0047 Japan

Abstract In research and development, data—intensive research methods (data—-driven research), known as
the “The Fourth Paradigm,” are becoming more prevalent. As international discussions on data
sharing and reuse of X-ray absorption fine structure (XAFS) data become more active, it seems that
the time has come for the Japanese synchrotron radiation community to set a policy. In this paper,
we review the activities of the MDR XAFS DB project, in which domestic institutions involved in
XAFS are collecting and releasing their data in one place, and introduce the constructed database
from a practical viewpoint. In addition, regarding the unification of metadata, which is indispensable
for data sharing and reuse, we will describe the concept of XDI, which is currently the mainstay of
metadata, and show the position of common metadata in Japan. In particular, we will focus on
“cross—search,” which is not found in other countries, and clarify our original strategy and specific
activities to manage metadata values. In other words, the development of a materials lexicon,
which is the basis of the MDR XAFS DB's strength, i.e., the ability to search all data equally, and the
purpose-oriented lexicon compilation policy are described. Furthermore, we summarize the issues
of this database and discuss what is necessary for our community to share and reuse synchrotron
radiation data in the future.
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