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FHEADZE Z : Farrel Lytle Database o
http://ixs.lit.edu/database/data/Farrel _Lytle data/

The directory tree " PROCESSED"
contains data that is reduced to a
Standard flle type (Of Wthh we do not This collection of data represents just about every scan of data ever taken by Farrel.

Welcome to the Farrel Lytle Database!

H The directory tree " RAW" contains as-collected data in the native format where the data was obtained (e.g. SSRL, CHESS|
knOW the forma‘t) : NOte tha‘t there IS made (a sometimes unsuccessful) attempt to extract the documentation and sort this data according to the edge element
no description of the data in these available.

H HP. The directory tree " PROCESSED" contains data that is reduced to a standard file type (of which we do not know the form
f||eS, only a‘ refe rence to the orlglnal the data in these files, only a reference to the original "raw" data file name.

"raw" data file name.

FALIRY Y — s ol e
[PROCESSEDIITIE FREE | sy somm copsrovonsy ot 1005
E’Q]Uj?/r)bﬁgit':jiﬁén Last modified by Carlo Segre on July 29, 2008.
=T—3MNEFENTVET
(ZEDERIEIFEATY),
SDI7AILIZIZT—2DER
BHIx7 . DM & | TF—4 « BOLRABEIADT—E2D. (FEALE
T7AILE~DSBDHH FETERNIEA BN,

SFNTUDCEILTERS - FAUSEDOALEVEBISEDT—4E
&L, B, BFAIEEY
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BEWET, MZ2E<H
fﬁfﬁf@i'—/ﬂ?ﬁ\?b?f)\é& helog B £ 5093 B Weblnoe @ 2100 @ B Corrin B

-~ 1 9809 AichisR BL11SM3
j“l/f:l'\ p CuFoil-1 22.06.24 09:42 - 22.06.24 09:43[03
4 Ring : 1.2 Gev 0.0 mA - 0.0 mAM3
_“_9 0) $ 'HE% % ?— r — 5 Mono : - Si(111) D= 3.13553 A - -Initial angle= 12.63979 degli3
T I~ . T 6 BL11S Transmission ( 2) - Repetition= -1 Points=- 44463
— N 7 Param file : DUMMYNAME.prm - energy axis (2) Block = 1m3
BDT—R2IDNE :
— 9 Block Init-Eng final-Eng Step/eVv Time/s Num(®3
_)}97-—9 10 1 8684.36 10084.36 0.31 0.01 444803
ORTEC( - @) NDCH = 4(l3
Angle(c) Angle(o) time/s 1 ElLF)
} 9 g 9 i Mode e e 1 p) 23
T 14 Offset ] © 10086.800 8811.300 7363.200[M3
i 13.15894 13.15787 0.0122 29204813 61146389 31906537[M3
16 13.15853 ' 13.15746 ©.0122 29204813 61146389 - 319065373
d L \ O Wh e n 17 13.15811 - 13.15705 9.0122 29204213 61157489 31911337[W3
13.15769 13.15664 0.0122 29200313 61147289 3191223703
° 8 — > Wh 19 13.15728 - 13.15623 0.0122 29190913 61146989 31917637(W3
— -t- e re G 13.15686 - 13.15582 9.0122 29192413 61145689 31912537[W3

13.15644 - 13.15541 09.0122 29190513 61147489 31919637[H3
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IXAS (International x-ray Absorption Society)
https://xrayabsorption.org/

The mission of the IXAS is to
promote the research activities of
XAS and related phenomena as a
multi-nation non-profit organization
and to coordinate community
activities that benefit the
community of people using XAS.
The IXAS establishes committees,
fosters education, and shares
relevant information about
analytical method

IXASDfFEdn (., yIEIFaEHIEE.
*Uﬁ"ﬂ‘f‘é‘ktb’CXAS}aJ:UF'ﬁ

IRZ DT BB T HEEL .

XASZEFETHALKDIZa
ZT4IZRBEEL -5 EE
T HETT, IXAS
IZELEZHREL. XBFEIH
HEL., ST FEIZET HREEE
FHRDOEFZITHOTLVET,

IXAS: The International X-ray Absorption Society

The International X-ray Absorption Society

The International X-ray Absorption Society (IXAS) is an international scientific organization
representing all those working with X-ray Absorption Spectroscopy, and especially the detailed
structure associated with inner shell excitation by X-rays and electrons. XAS includes XANES (X-
ray Absorption Near-Edge Spectroscopy) and EXAFS (Extended X-ray Absorption Fine-Structure)
but also includes related methods in which an X-ray or electron has enough energy to remove a
core-level electron from an atom. All of these methods share a physical basis and many
methods for measuring and interpreting the data.
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IXAS Data Format Working Group
52 B M Q2XAFS2024M MattD s&EH 5

The XAS community wants to be able
to share XAS data and results with
each other

Progress Report: Data Format Working Group

Matthew Newville

Many Journals expeCt or reqUIre Center for Advanced Radiation Sources,
published data to be available as The University of Chicago
supplemental material in a

] Q2XAFS 2024: 2024-July-26
downloadable, machine-readable

format Active Working Group: Wout De Nolf, Marius Retegan, Mauro Rovezzi, Abhi-
) jeet Guar, Hitoshi Abe, Shelly Kelly, Gerry Seidler, Edmund Welter.
XAS: EJ— - 7_—,{ (i XAS7_:_9 Thanks to: Bruce Ravel, Armando Sole, James Hester, Pieter Glatzel, Benjamin
— >

Watts, many others.

bﬁ%%é:sl:_}'f N ﬁ;a‘k The slides, example data, more info: @':;‘;"s:;*";fz@
Y mﬁ@$4$351:7'4 & ;:E;E https://tinyurl.com/ nxxas2024 Fﬁ"&krf
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https://www.go-fair.org/fair-principles/
FEsR
FAIR R Al

2011 Future of Research Communication (FORC) [T T,
FORCE11 (The Future of Research
Communications and e-Scholarship &
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Main Recommendations:
« use XDI for a single XAS spectrum: a plaintext file with clear column labels
and organized metadata
* NeXuS (using HDF5) is the preferred choice for multi-spectral data files.
« For communicating XAS data, the main data to present is “edge-step
normalized” mu(E).
* Required metadata are:
1. Symbol of absorbing element.
2. Absorption edge of absorbing element (“K”, “L3”, etc).

Iﬁ?ﬁ"”%lﬁ
o DG IWARGRIVIZIEXDIZER: JISRILNBAFET, A9 T—2H EHE
=T L—2TFRXRT7AIL
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f=1u(E)
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XDI(XAS Data Interchange) iz &

i—t 1 # XDI/1.0 Demeter/0.9.26:M3
= 2 # Beamline.name: BMO8-LISA@RMS
. . . 3 # Column.1: energy eV{ERdM3
# FamIIyFIeId Value 4 # Column.2: mutrans(ERM3
e . e 5 # Element.edge: K@ERM3
j(ﬁj\’;tﬁ (Famll)/) t/J\ﬁj\;&E 6 # Element.symbol: - Cul@i(N3
H AN 3 7 # Facility.name: ESRFERMZ
(Fleld) o)%ﬂﬂ m\bﬁ—c‘ 8 # Facility.xray_source:  Bending magnet[@M3
IE E % ':B%E*ﬁjﬁ # Mono.d_spacing: - 3.134692(@:M3
1 # Mono.name: Si(111)EM3
~) o~ 11  # Mono.notes: LNT cooled@N3
J \ﬁﬁlﬁ E , ] # Sample.formula: Cul@RM3
1 # Sample.name:  Cu metal- foill@:N3
¢ E|ement.$ymb0|i [&J‘IR 1 # Scan.start_time: 2023-06-27T17:30:16ERM3
— $ | AV IVICRILF]
LR 16 # room temperature[®l3
Ll .
¢ Elementedge [&J‘Iluﬁﬁ i # - energy -mutrans
. 8780.3263 0.21410661
° I\/Iono.d_spacmg: :E/7 8785,1052 0.21311910

O A—43 i & O H R b

IFacilty  EEATHAHER @)
2Beamline E—LSA DB ELHLFZRDIFER (4)

)‘/)77_'\\_';“&@0)5*%5 3Mono AN L =

. DIFTIDIER (2)
https://github.com/XraySpectro 4Detector R T D LS IELR (4)
scopy/XAS-Data- _ 5Sample MDA LBIEDIER (6)
Interchange/blob/master/specif 6Scan HIER v UIZBET BIELR (3)
ication/dictionary.md 7Element  IRINTTHEDIEHR (4)

8Column  T—AFIEZDELLICEHT H1EHR (2)
sashi@nims.go.jp 10




AR T—RBDREEDIT (XDIDZE) ’
ARG VELTRAEB L EREREL 2

» Element.symbol: The element of the absorbing atom. The periodic table is replete with
examples of atoms that have absorption edges with very similar edge energies. For
example, the tabulated values of the Cr K edge and the Ba L1 edge are both 5989 eV,
while Se K and Tl L3 are both at 12658. Without identification of the species of the
absorbing atom and of the absorption edge measured, some data cannot cannot be
unambiguously identified.

RN TR I Z £, Cr KIRURiFmEBa L1RINIHD FREBE(ZES 5E5989 eV
TIH. Se KETI L3IEES 5412658 eVTY , WUNITER &I E S =1z U
ImAEFESNGEWNE, T—RIXBEIZE R TEEE A,

* Element.edge: The absorption edge measured. See above.

WUNim £ RS

» Mono.d_spacing: The d-spacing of the monochromator. It is required to convert an
abscissa represented as monochromator angle or encoder step count into energy. Also a
correction to the energy axis of measured data, which may be required in the case of a
miscalibration due to inaccuracies in the translation from angular position of the
monochromator to energy, would need the d-spacing.

E/AA—R— @dFaﬁK@o%/bnx—g—wﬁfgéz*;uﬂ@—(:gm¢5
WHERBHYET  AIET—FDIRILF—E~ADMHIEIZHIFERNABHETT

B IRILXT—HREY., RINFTEN D HISHE
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HAR (MG FE - BAXAFSTHES) DS
*g?.; JnJLf&XAFSFHOD)(g_\\ /)70) n'l'&/\ﬁﬁ

2022-2023 MGt
__/5‘1:%3_'”3 FI:IEJ
. ﬁﬂt%ﬁ'ﬁa&%ﬁwt&ba}
HBAIT—2DVERL
« BAERXAFSHREM
A EALT-XAFSILEA
AT —2 %N
« HULBESR, SAGA-LS
THRIR MDR XAFS  XAFS A4F—#4 data_info (27 12E)

v

DBT/ AEF—7T facility (12 JEB)
(> 254 I8 H) files (14 IER)
*https://raw.githubuserco instrument (45 18 B)
ntent.com/xafs-db/xafs- T 1
I 101 I
schema/main/draft/2023 : measurement (101 323) I
0203/xafs-schema.json L_sample33IRHE) 5 4 A A

reference (22 18H) >134I8H
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XAFS A3T—A
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MDR XAFS DB® 252 .29
&R T —E2MNERFRICELSET

JASRI-NIMS 3t F &F 22 Bita
2018.6- EET—A2FFRAZBEMEL-MBT—3T Vb I+r—LEEER
T—RA)IRON)DREIZLET—2HEEBOMETEFH ]
XAFS Database Workshop
—[a] 2018.9.5@dt K. F=[E] 2019.3.1@FER. F£=[E 2019.9.2@
R, FHE 2020.1.9@4% K. F£H[E] 2020.2.26 @FNER. FI<[H
2020.7.3@online....E&&8+—[@ 2022.3.25

MDRZ R \f= XAFST—4R—XFOsx/k
B, KM, EIR WA, BH. F 230 XAFSEH#= (2020).

2021.7.21 MDR XAFS DB 4\
https://doi.org/10.48505/nims.1447

MR T —3R—ANDER
2022.6.8 IIARfERZ. dLiBEKXKE 2022.7.8 PF
2023.4.11 HLVESR. 2023.6.9 SAGA-LS IH#E #EEIr—X12

E SRR ERREDER \ 0 _
2024.9.1 BRFDEFET —FXN—RX &R RR—2ILDIEXFHER
https://ixdb.jxafs,org BAXAFSTHFIEZ SN AR Y—E X
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https://ixdb.jxafs,org/

MDR XAFS DB
https://doi.org/10.48505/nims.1447

NSRS NS D XAFST —4

TIRE-HEADEZFRLS

TV ER R R E RN

ARGV EL: 2,263
SPring-8: 1,757
IanfEK: 75
dtimEXR: 199

PF: 136
HULVESR: 72
SAGA-LS: 24

SR RET AR .

rh
IRUN TR 2 56
KRR 7w 50
LGN i 24

Intensity(arb. units)
T T T

ttttttttttt

nitride measured at

Energy [eV]
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https://mdr.nims.qgo.jp/collections/qz20st57x?locale=en

https://doi.org/10.48505/nims.1447

MATERIALS
DATA Home About Help Contact  +#JLogin
REPOSITORY

Collection Details

Home

Total items 2264

MDR XAFS DB Size unknown
Resource type Dataset

Creator ISHII, Masash
XAFSos

2168 [tems - Created by: ISHII, Masashi - Last Updated: 27/09/2022 COntri butor M ATSU DA Af
This collection of data has been compiled at the National Institute for Materials Science (NIMS) with the TANAB E.- KOSU =
cooperation of related organizations for the purpose of wide use of X-ray Absorption Fine Structure (XAFS) : O e aC C eS S
S, NAGAO, Hirok n
The data published in this collection are publicly known data, and the data providers have guaranteed that YOS Hl KAWA H |de |“<|
the publication of the data does not viclate 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 Keyword Spectroscopy
Repaository (MDR)"
The data providers as of July 2022 are as follows. X- ray
absorption

* Japan Synchrotron Radiation Research Institute

local structure
s Ritsumeikan SR Center

LicenseCreative Commons BY-NC-SA Attribution-
NonCommercial-ShareAlike 4.0
International (4§

* Hokkaido University, Institute for Catalysis

* Photon Factory, KEK

The data published in this repository can be used to determine the electronic state and local structure of p bl - h
materials. Please refer to the readme for file formats and other details. For details of analysis methods, u Isher
please refer to the many references available.

National Institute for Materials
Science

Information on substances and measurements is compiled fromm metadata provided by relevant
arganizations into a format suitable for data linkage on the Data Platform (DPF), and used for display and Date Created 202]_07_21
search. For substances, IDs (Q numbers) are assigned, and the substances are classified and managed ina
dictionary. For measurements, information from each organization is included as is, so it can be used for

Language English

Identifier @
https://doi.org/10.48505/nims.1447
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EXAFSANIKJLY X
2,263RRYML (2023.9)

MATERIALS
DATA
REPOSITORY

Limit your search

Type of work >
Collection v
MDR XAFS DB X 2068
Keyword >
Publisher >
Resource type >
Visibility >

Rights Statement Sim
>
Data origin >

Characterization
methods

Material/Specimen »

Date updated >
Author >
Contact person >

Notviirnant

« Previous | 1-10 of 2,168 | Next »

XAFS spectrum of Iron

Keyword:

Resource Type:
Data origin:
Date Uploaded:

XAFS spectrum of Platinum

C Description/Abstract:

Keyword:

Resource Type:
Data origin:
Date Uploaded:

Description/Abstract:

Home

Start Owver

Thicdatacat

poicte of Y r

About Help

NIMS

+JLogin

Contact

XAFS spectrum of lron

Description/Abstract:

Keyword:

Resource Type:
Data origin:
Date Uploaded:

This dataset consists of X-ray
absorption fine structure
(XKAFS) spectra at Fe K-adge of
Iron measured at Photon
Factory BL-9A, and is a p...
BL-9A, Fe, Fe K-adge, Iron,
Photon Factory, Pure metal,
Si(111), XAFS, and collection -
MDR XAFS DB

Dataset

experiments

08/07/2022

experiments
08/07/2022
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Keyword

XAFS

collection - MDR XAFS DB
BL14B2

SPring-8

Si(1m)

Si(31)

Oxide

Chloride

Oxide_ate

oy s RO —=2,54
« Fe K-edge 98

Photon Factory
« Carbid 38
o koecine arpiae

Fe K-edge

F—J—K YRk

' (A-Z sort, Numerical sort)A

Z7 )—=4 e
MF A

SBF—T —F(RUREH, B8, E—L51
\ /\%%EEIEI *j-*‘l'o)J:1_L*EEILn\)
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3 Dataset

XAFS spectrum of Iron(lll) ammonium sulfate Hydrous

o

XAFS spectrum of Iron(III) ammonium sulfate Hydrous

S

Fe-K_(NH4)2Fe(504)2_xH20 Si11l_10ms_130605

NOILYWHOINI SHOW

-]

—0.25 b L i 4 ! { {
6750 7000 7250 7500 7750 8000 8250 8500
Energy [eV]

wenes BEARY R ILT—RIZDOIZE &

- ETMLTHEDOUZEHTARARIMLIZITEDL

asashi@nims.go.jp
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FIASAt2X:CC BY-NC-SA

@data_info@data_depositor@affiliation@organizationJASRI

Showing 1to 10 of 102 entries Previous - 2 3 4 5 n Nex

. R — IR — SR | (HATOBAR.
/ EFMEHTOFRARVITT —FERLCFIA
(NH4)2Fe(SO4)2_xH20.thumb.png x1¢g§€ 1—]— 5_

l
/4
/

FerK_E'\H4]2Fe(‘50432_xH2C>_S\TI'\_'\E‘,5_'\3LGCS::iat 230 KB SELECT AN ACTION
j /

U
/4
4

@data_info@contact_name@role organiza tion @ @ @ @

Fe-K_{NH4)2Fe( SZ’HZ D_SilT_10ms_130605.ex3 14.4 KB

ﬁ&ﬂﬁ'{:d)ﬁ%#ﬁt FTEEE
B AR DR IXCC BYIZZEE T f

ﬁ Fe-K_(NH4)2Fe(SO4)2_xH20_SM1_10ms_130605.txt 14 KB

metadata.all json 657 KB SELECT AN ACTION ~
m ]
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FEKEZHEA THEETRREETNON?
EREROHEIL

(9= EA0) ;i

e. g. “ZinC OXide” : —F E EE NIMS XAFS DB Project Materials Dictionary Chemicals Inorganic materials Oxide Zinc oxide
%0)% %ﬁiﬁ Q1800: Zinc oxide

Vocabulary ID ' http://matvoc.nims.go.jp/entity/Q1800 #
. . q
[ ] ZI n C Wh Ite Language Label Descri ption O p e n Alua'c C eS N
[ ] p h i | OSO p h e rlS WOOI Zinc oxide gigTEN—reglstered chemicals, So)l, Zﬂx;\;s:;d;, phil
1te,lca\am| e, 1314'

n
w
ZInc,
n
. . Japanese Bs{babin BENTENE&IZHHLFEME. ZnO Zn0
 Chinese white

« flowers of zinc
(1] Semantic Relatives

 calamine v Parents

» Q735: Oxide

* Zn0O https://matvoc.nims.go.jp/explore/en/results/Q713
e 1314-13-2 | |

J7

English ZnO, Zinc white, Zi

ID (UR) + ft &4 W IE#Z T8k (Machine-understandable)
(wd:Q1800, Zinc oxide) « keyd EEFIRM S5 (M)
BRI TYIRIE +  ValueDIEHR b -#M A ERAZ - A0 12
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IR DEZZ[ANRIILIC
LG ARITT VA8

< Univ.

Zn-K_Zn0_Si111_50ms_141117 e
2.50 .
doi:10.48

. cD o 505/nims
- Fring-o A 3516

2.00
.14B2
AN doi:10.48

150 505/nims
125 2726

ut

0.75
9250 ¢

Zn-K_ZnO_Si311_50ms_141206
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Links for Copper

https://mdr.nims.go.jp/concern/datasets/w3763b36m (Aichi Synchrotron Radiation)
https://mdr.nims.go.jp/concern/datasets/hm50tv733 (Hokkaido University)
https://xaslib.xrayabsorption.org /spectrum/275/ (IXAS)
https://xaslib.xrayabsorption.org fspectrum/83/ (IXAS)
https://xaslib.xrayabsorption.org/spectrum/91/ (IXAS)
https://xaslib.xrayabsorption.org/spectrum/92/ (IXAS)
https://mdr.nims.go.jp/concern/datasets/6t053k50s (KEK)
https://mdr.nims.go.jp/concern/datasets/6t053k512 (KEK)
https://mdr.nims.go.jp/concern/datasets/70795b65z (KEK)
https://mdr.nims.go.jp/concern/datasets/gf06g579t (KEK)
https://mdr.nims.go.jp/concern/datasets/gm80hz547 (KEK)
https://mdr.nims.go.jp/concern/datasets/kk91fp694 (KEK)
https://mdr.nims.go.jp/concern/datasets/th83m2688 (KEK)
https://mdr.nims.go.jp/concern/datasets/vh53x0039 (KEK)
https://mdr.nims.go.jp/concern/datasets/zk51vm676 (KEK)

https://mdr.nims.go. jp/concern/datasets/2227ms449 (SPring-8)
https://mdr.nims.go.jp/concern/datasets/2z10ws744 (SPring-8)
https://www.sshade.eu/data/spectrum/SPECTRUM_OP_20180117_002 (SSHADE/FAME)
https://www.sshade.eu/data/spectrum/SPECTRUM_OP_20230216_001 (SSHADE/FAME)
https://www.sshade.eu/data/spectrum/SPECTRUM _OP_20230216_001C (SSHADE/FAME)
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Cu-K edge®

XAFST—42—EHL
B89377055.4

(f=o1-#1T)

{

"response": {

APIA—H—X<T=a7/L:
https://dice.nims.go.jp/services/MDR/manual/html/api.html

contact person tesim": [

dtei

"2021-07-24T17:02:432"
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import requests
import json
import pprint

url =
‘https://mdr.nims.go.jp/catalod.json?f%5Bkeyword_sim%5D%5B%5D
=Cu+K-
edge&f%5Bmember_of collections _ssim%5D%5B%5D=MDR+XAFS
+DB&locale=ené&per_page=100'

res = requests.get(url) ‘
pprint.pprint(res.json())

DISONMSIDENE

ID:{gn590665g| =—tBATS2kA2h
ID: ID: tt44pq66b

ID: z31609485v ID: gf06g523z
ID: b27732629 ID: 9ka1zhilg Q)L TV [ZIDZEJEA
ID: 3x8160387 ID: 7w62fc195

https://mdr.nims.go.jp/concern/datasets/{workv_id}.
json?locale=en




APIZ7OSS5LA(
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import requests
import json

‘https://mdr.nims.go.jp/catalod.json

edge&f%5Bmember_of collections _ssim%5D%5B%5D=MDR+XAFS

+DB&locale=ené&per_page=100'

/.

?f%5Bkeyword _sim%5D%5B%5D

A

ID: gn59q665g
ID: 1881p631
ID: z31609485v
ID: b27732629g
ID: 3x8160387

Cu-K edge® import pprint
XAFST—4—RH =
/ITH5TRITSL
(F=oT=-#17) =Cu+K-
res = requests.get(url)
pprint.pprint(res.json())
o
XAFS data

ID: 5425kd55b

u DISONMSIDENE

ID

f4752k42h

ID:
ID:
ID:
ID:
ID:

Tt44po6h

gf069523z

oka1zhilg (D4 L) IZIDAEA
7w62fc195

m900nw92m

https://mdr.nims.go.jp/download_all/{work_id}.zip
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https://mdr.nims.qgo.jp/collections/gz20st57x?locale=en
https://doi.org/10.48505/nims.1447

IXDB EEXAFS DBHR—4JL (HAXAFSHIZES Ol
https://ixdb.jxafs.orq/

MatVoc XAFST O oot iEE
https://matvoc.nims.go.jp/explore/en/results/Q713

XAFSHEAZT—4
https://github.com/xafs-db/xafs-schemal/tree/main/release/20230203

ZE Xk
M. Ishii, K. Tanabe, A. Matsuda, H. Ofuchi, T. Matsumoto, T. Yaji, Y.
Inada, H. Nitani, M. Kimura and K. Asakura, STAM: Methods, 3, 2023,
2197518. https://doi.org/10.1080/27660400.2023.2197518
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