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1.1CSD Desktop ##£8)9 5 /ICSDWeb ~AJ 1 >F 3
(1) ICSD Desktop #2819 %

TRV TED a—rhy F@)@, Windows K2 >—9 XTH S04 T L—ICSD-Desktop—
ICSD-Desktop 40 ) wo 3§ 5L, T I0HICRRERMILE LAY FT.

(2)ICSDWeb ~O454 v3 3

ICSD Web ®~_—3 (https://icsd.fiz-karlsruhe.de) ~ 72X LET. IP7RLREEHL TS5
A, BEBRILSh, ICSDWeb~0 51> LETF. ID/Password TRV A VT 5FAE, OJ(4>ID &
INAT)— R %, FhFN’Loginld’ & Password’(ZE2A L, "Login"z4o U vy LET.

FIZ Karlsruhe | Contact

CORE
SEAL

GICSD

FIZ Karlsruhe — Leibniz Institute for Information Infrastructure

Welcome to ICSD Web.

Login ~ .
Loginld New Features: c ol Code: 161, Ha (€103
P " « We have added the option to use the values of most data fields as search terms in both the List View
=T and the Detailed View. This is called a hyperlink search and allows easy navigation to other structures. |
with, for example, the same space group, authors, composition or many other data values. A history of
the last hyperlink searches is also displayed so that you can quickly jump back to previous points or
even the original search.
Lost et bemo i h function for the hierarchical ciassification of I llows filtering by (automaticall :
TEsE Account « The search function for the hierarchical classification of minerals now allows filtering by (automatically
truncated) terms. ” g3
T « Anew search option for the Mineral Series has also been added | &
« We have also revised the powder diagram simulation and now also support the scattering vector Q. ‘ | l
Q, Basic search & retrieve « We have added calculated PDF numbers for most of the inorganic structures. L | 1 I\ 11 _J| t\ ‘ . el b

Key Features:

2. “Basic search & retrieve” THREZ1T5

M Z\E A E(ZIE"Basic search & retrieve” & "Advanced search & retrieve” D —_EEAH Y £IH, T T
(&, "Basic search & retrieve”IZ DN TEEA L £ 9. ZRID"Basic search &retrieve’%® 7 ) w7 LTS
L\ (£ 5 —AM"Advanced search & retrieve”[CDWNTIE 4. #SB LT EILN)
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3. REHRERD
REBREODRAOCHAFRIZOWTHALET

31 BMREREY T D
REERORDLIZHHDERREBBELEZV )Y I THE, TREFNOEE TREIEERNAY —FTEET.

BREEGHOREBE@IZ BREEREORIEHGFEVEA)D BMRBICEREEREIZLD
RYEWEET) vy, BN - HIBRDAHRA < A XA HEE. TA4ILA—FEMITE=UOEICRA

: List Vi V # of Hit
s
“‘..---...... .I-II ---... ont ...‘
-‘ Q, Back to Query : Show Detailed View B Export Data 8 Print A Compare Structures # Compare n - " @ column Selection v Y Filter o
LTI I Tiananmsant® tuaau®
DEI Coll. Code = HMS ¢ Struct. Form Struct. Type Title < Authors ¢  Reference : Cell Parame! Standardise Cell Volume ANX-Formul: AB-Formula Publication” I} 1
24171 c12m1 Li1.333 (Ni0.1 Li2ZMnO3 LiFe substitu  Billaud, Juliett Journal of Ma 4.9540(2) 8.5 4.95408.573 201.87 AB2X3 AB2C3DE 2019 "';L &
24180 R-3mH Li1.154 (Ni0.C o-NaFeO2 Li/Fe substitu Billaud, Julietl Journal of Ma 28599(1)2.8 285992859 10104 ABX2 ABC2 2019 4 3
24268 Fd-3mz LiD.425 (Ni0.£ Spine#MgAl2 Li/Fe substitu  Billaud, Juliett Journal of Ma 81576(3)81 815768157 54286 AB2X4 A7.9B16C32 2019 4 &
24301 C12m1 Li1.245 (Ni0.C Li2MnO3 Li/Fe substitu Billaud, Juliett Journal of Ma 4.9608(4) 85 496088565 20193 A4BTX12 AB4C6D12 2019 4 3
24302 R-3mH Li0.999 (Ni0.2 a-NaFeO2 Li/Fe substitu  Billaud, Juliett Journal of Ma 2.8596(1) 2.8 2.8596 2.859 100.95 ABX2 ABC2 2019 ‘$ &
35810 P&3/mmc Na0.67 Mn0.£ NaxCoO2 Pinning effect Chu, Shiyong Angewandte « 2.8426(6) 2.8 2.8426 2.842 7860 AB2X4 A0.5B0.9C2D 2021 1} E3
35811 P&3immc Na0.67 Mn0.£ NaxCoO2 Pinning effect Chu, Shiyong Angewandie ¢ 2.8681(1) 2.8 2.86812.868 79.90 AB2x4 A0.5BC1.9D4 2021 4 F 3
36756 R-3mH LiD.984 Ni0.7! a-NaFeO2 Understandin  Park, Sanghy Journal of Allc 2.8675(2) 28 286752867 10126 ABX2 ABC2 2020 n‘ 3
135004 Pnma La2 Nd2 Perovskite#G Phase stabilit Cedervall, Jol Journal of Sol 5.50082(12) 7 5.5008 7.741 23313 ABX3 ABC3 2021 :,‘ 3
32230 Fd-3mS Co0.7 Mn0. Magnetostrict Keswani, Bha Journal of Ap| 83894 8 389 83894 8383 59046 A3X4 AB2C4 2019 &
St N
=1 1.2 3 4 el l’ 10 v Ll
= s - N — - ol
U BEEOBELICA—VILERHSTUE, [+] AERR rrae S

ENERBESY—VBVHESE, 7y ITdE,

FOREOCHETERRIND. BRERDIR—CORREHE 10

HH S 50 HFE THEDLT Z LA AAE

3-2. MEBEROFMT —22HE - HAHT D

BRLEWLI—RIZ, FzyvIx—2EANEST (V). 1 DRIRT 5 &, KD LIZH %"Show Detailed
View” ¥ "Export Data’7a E #Z NS L SIChmYEd. 2 DU EZEIRT %5 &, "Compare Structures”
1°"Compare Powder Pattern” T =RITHEECHRETT /S22 — 0 OB M AIREICA Y £7.

ERZEY vy BREERELTOLI— RERBIRT 5 & AATRE
FRIZV )Y RRENTNEIR=UDLLI— RER8IRT S &EMATRE

#of Hits: 35 (2 selecied) @
@, Show Detailed View B Export Data & Print # Compare Structures A Compare Powder Pattern = ] @ Column Selection Y Fiter
:'Cnll. Code « HMS ¢ Struct. Form Struct. Type Title < Authors ¢  Reference : Cell Parame! Standardise Cell Volume ANX-Formul: AB-Formula Publication’ ‘:L q
C12/m1 Li1.333 (Ni0.| Li2MnO3 LifFe substitu| Billaud, Juliet] Journal of Mal 4.9540(2) 8.5 4.9540 8.573 201. 2X3 AB2C3DE
24180 R-3mH Li1.154 (Ni0.C a-NaFeO2 LifFe substitu  Billaud, Juliett Journal of Ma 28599(1)28 285992859 101.04 ABC2 2019
24301 C12m1 Li1.245 (Ni0.C Li2MnO3 LifFe substitu  Billaud, Julietl Journal of Ma 4.9608(4) 8.5 4.9608 8.565 201.93 A4BTX12 AB4CED12 2019 F3
24302 R-3mH Li0.999 (NI0.2 a-NaFeO2  LifFe substitu Billaud, Juliett Journal of Ma 2.8596(1) 2.8 2.8506 2.850 100.95 ABX2 ABC2 2019 43 &
35810 PB3mmc Na0 67 Mn0.£ NaxCoO2 Pinning effect Chu. Shiyong Angewandie ( 2.8426(6) 2.8 284262842 7860 AB2X4 AD5B09C2D 2021 2} F3
35811 PB3immc Na0.67 Mn0.£ NaxCoO2 Pinning effect Chu. Shiyong Angewandte « 2.8681(1) 2.8 2.8681 2.868 79.90 ABZX4 AD.5BC1.9D4 2021 4 F 3
36756 R-3mH Li0.984 Ni0.7: a-NaFeQ2 Understandin  Park, Sanghy Journal of Allc 2.8675(2) 2.8 2.86752.867 101.26 ABX2 ABC2 2020 *3' F3
135004 Pnma La2 Nd2 (Ti C Perovskite#G Phase stabilit Cedervall, Jot Journal of Sol 5.50082(12) 1 55008 7.741 23313 ABX3 ABC3 2021 4 F3
-
-’ ‘3;230..‘- Fd-3ms Co0.7 Mn0.3  Spinel#MgAI2 Magnetostrict Keswani, Bha Journal of Ap| 8.3894 8.380 8.3804 8.389 590.46 A3X4 AB2C4 2019 £
M T
1o 234w HK
120La—RzEET %154, Collection

Code M%7 1) w4 T 4 BIEAT4E. BMOR=—U~BHLTE, FIvI—7
4 EANEZSLDEFERBSNTOET.
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HMHlT 2RI INET.
AOFEMNRRINET. £ LD"Back to Query’:2 45 v o o
"Back to List' CHRERERBEE~NREY £9.

Detailed View

@ Back to Query i= Back to List

Summary

Struct. formula (Mg0 461 AI0.026 MND 055 Fe0 459) (Mg0. 0195 AI0 0845 Ti0.013 Cr0 878

Fe0.00475)2 04

Cell parameter 8.3386(1) 8.3386(1) 8.3386(1) 90. 90. 90.

-

Published Crystal Structure Data

-

Standardized Crystal Structure Data

-

Distances and Angles

-

Bibliography

-

Experimental information

-

Additional information

&Compare Published and Standardized Struntuy

Cell volume 579.80 [A7]
Temperature room temperature
Data quality N
Author /J'J‘y/]?‘étlzil—h
Reference @E*:%H} 75§43_%2|__ p. 17631775 (6 structures)
Details / k.m: o
Pubisaed Crysal Swuctare
’KV\suallzallon 2o
» Chemistry

Sonuisatgrane

ERLE

Lo— KREIT, BMRROUEZ AL

Siructure type

Space group
z
Pressure

Title:

DOl

T o

e CCDC B Export Cif £ Print Feedback to Editor

Collection Code 22330

Spinei#MgAIZ04

Fd-3mz (227)
8

atmospheric

Crystal structure refinement of chromites from two achondrites, their T-f(O3)

conditions, and implications
" Expand all Collapse all @

Pomder Pasem

10.1111/maps.12885 2
gy ogBHE, LO—KD
HME L)y TEER.

(2) Compare Structures & Compare Powder Pattern:

BRLEEHOLI—RDO=

=RTHEE EHEREF /AR —
RITHEECH KRBT /N2 —2 %,

vERBETEEY.
—EIC6EFTTRARICRRTEEY.

Results: List View

@, Back to Query @ Show Detailed View @ Export Data 8 Print
L —
3 o
tbﬁxﬁm L/ 7(—_ L\ Struct. Form Struct. Type Title & Authors ¢ Rej
N i (Sr0.53 La0.1 Mapiquiroite,  Biagioni, ..
L a— R %REIR.
(Sr0.55 Ba0.¢ Ca2ZndTi16C Saranovskite, Chukanov,

M Fd3mz | (Mg0.461Al0| Spine#MgAlZ Crystal s

- 22991 Fd-3mZ (Mg0.489 A0 Spine#MgAI2 Crystal struct

(Mg0.452 Alo| Spine#MgAld Crystal s

22003 Fd-3mZ  (Mg0222 A0 SpineiMgAI2

Crystal struct!

22994 Fd3mz  (Mg0.214 A0 SpineMgAIZ

22005 Fd-3mZ  (Mg0.237 Al0 SpineiMgAl2

28054 Fd3mZ (Fed4 42 Fe5: SpineHMagAI2 Laal Struct Stout M7

¢ jfropean Jou

Physics and ¢

American

Compare/Synoptic View Structures »

Coll. Code: 22980, (Mg0.461 AI0.026 Mn0.055 Fe Coll, Code: 22992, (Mg0.452 AI0.015 Mn0.065 Fe Coll. Code: 27368, (C32.99 Mn0.01) (Cr1.73 A10.3!

M a -3 4 #230
a=11.9884
be=11.988A
c=11.988;
@=90.000"
$=90.000"

¥=90.000° ¥=90.000*

‘ence 1 Cell Param!|

10.3719(7) 1(

.naz, Davide Meteoritics & 8.3340(2) 8.3 83340 8.334
Lenaz, Davide Meteoritics & 83331(2) 83 833318333
Lenaz, Davide Meteoritics & 8.3352(1) 8.3 8.3352 8.335

E Canadian Mir  8.3976(4) 8.3 8.3976 8.397

M Column Selection Y Filter
Lt As Overlay Plot
ANX-Jormul: AB-Formula Publication’ fw;’ -1
lul As Staggered Plot ...
(2B3CED53X A2.4B2.6C6D 2014 $ £

10.3553(2) 1 10.3553 10.3

# of Hits: 273 (3 selecied) e

2512 ABC2DEX38 ABCZ2D6EGFE 2020

TN nEl

AB2x4 AB2C4 2017

.|| Compare/Synoptic View Powder Pattern R
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(3) Export Data & Report : ®ZIR L/=L 32— K% CIF, CSV, TXTfile THALZFT.

BMEH, BRLELI—REHED - BFIT BIZIE, "ExportData’% 7 ') w4 LE 3. “Export Data’% &
JwH L, Z7A4ILEDRAPHITERDZEIRE L T ZEL). "Export Single Cif D354, ZIRLE
HOLI—REVEDDCIFfile &£ LTHALES. "Export Multiple CIP D54, BIR L EEHOL 11—
K £{ERID CIF file TH 7 LET. "Export Multiple Cif' G H1d 2384, BH O CIF file » 1 {HD zip 7 7

AIVIZADTHASNET.

Results: List View

Export Data (3 selected) ﬂEFElEJ NHAEH>O—
8 Print # Compare Structures esiom Fle tame i I\\‘ 5% %ﬁ é‘: EEEI%;J\EJ-E\E .

@, Back to Query @ Show Detailed View

B Export Data

Export Celltype experimental

Coll. Code 4 HMS & Struct. Form Struct. Type Title < Reference : Cell Parame! §

c12m1 Li1.333 (NI0.{ LiZMnO3 LifFe substitd Billaud. Julie Counters refer to downloads from all users of this license

B a Export Single Cif Remaining CIF downloads this session: 1000f
Export Multiple Cif Remaining CIF downloads this year: 4398

B

B Export Single Long View Remaining LongView downloads this session: 1000
24301 C12/m1 Li1.245 (Ni0.C Li2MnO3 LifFe substitu  Billaud, Juliett Journal of Ma 4.9608(4)8.5 4|

B Export Multiple Long View Remaining LongView downloads this year: 5000
24302 R-3mH Li0.999 (Ni0.2 a-NaFeO2 LifFe substitu  Billaud, Juliet! Journal of Ma 2.8596(1)2.8 2

B Export as CSV File Remaining C8V downloads this session: 1000

Remaining CEL downloads this session: 1000
a Export as CEL File Remaining CEL downloads this year: 5000
Please note: CEL data is always based on standardized data.

3-3. ERIZ CIFEXTHAT S

32.3)Tl&k, Fxy I ~— VU TERLELI—FE—RBLTHATIFEZHBALELE. BRER
ND—EBEETEYIVO—RI—9 2 50 )vr35E, FvIR—VUDOREZEOLLT, oL 31—
R o CIF file Z{EBIICHATEET.

Resuits: List View # of Hits: 273 e

@, Back to Query Show Detailed View B Export Data & Print # Compare Structures A Compare Powder Paitern A4 M Column Selection Y Filter

DD Coll. Code « HMS & Struct. Form Struct. Type Title ¢ Authors ¢  Reference : Cell Parame! Standardise Cell Volume ANX-Formuli AB-Formula Publication’ l} v1®

5330 R-3H (Sr0.53 La0 1 Mapiquiroite, Biagioni, ¢.; ( EuropeanJou 10.3719(7) 1( 103719103 194479 A2B3C6D53X A24B26C6D 2014 2}
17812 R-3H (Sr0.55Ba0.Z Ca2Znd4Ti16C Saranovskite, Chukanov, Nil Physics and ( 10.3553(2) 1( 103553 10.3 192512 ABC2D6X38 ABC2D6EGFE 2020 4
22000 Fd-3mZ (Mg0.461 AI0  Spinel#MgAI2 Crystal struch Lenaz, Davide Meteoritics & 8.3386(1) 8.3 83386 8.338 57980 AB2X4 AB2C4 2017 4 F3
22901 Fd-3mz (Mg0.489 AI0  Spine#MgAI2 Crystal structr Lenaz, Davide Meleoritics & 8.3362(1) 8.3 8.3362 8.336 579.30 AB2X4 AB2C4 2017 ‘:k 3

7z, LO— FEBBEEO Export Cif'x 7 w35 &, BEFRDL I— KD CIFfile # HARIBETT.

Detailed View Entry 10f1 g

@, Back to Query i= Back to List ] ] M L] o CCDC B Export Cif 8 Print & Feedback to Editor

Collection Code 17812

Summary
Struct. formula (Sr0.55 Ba0.25 Ce0.10 Ca0.10) (Ca0.36 Y0.25 Ce0.16 Fe0.08 Zr0.10 Mn0.05) Structure type Ca2ZndTi16038
(Fe1.12 Mg0 88) (Cr2.34 Ti2 28 Fe0 91 Fe0 11 AID.18 Sc0.18) (Ti5 82 Fe0.18) Ti6 .0
038
Cell parameter 10.3553(2) 10.3553(2) 20.7301(4) 90. 90. 120 Space group R-3H (148)
Cell volume 1925.12 [A7] z 3
Temperature 293 [K] Pressure atmospheric
Data quality High quality R-value 0.0282
Author Chukanov, Nikita V.. Rastsvetaeva, Ramiza K.. Kazheva, Olga N.. Ivanov, Qleg K. Title Saranovskite, SrCaFe?!a(CraTia)TirO3s, a new crichtonite-group mineral
Pekov, Igor V., Agakhanov, Atali A Van, Konstantin V., Shcherbakov, Vasiliy D ;
Britvin, Sergey N_;
Reference Physics and Chemistry of Minerals (2020) 47, (11) Article 1D 49 (p_ 1-11) Dol 10.1007/500269-020-01119-1 £
Details «~Expandall # Collapse all @

* Visualization
Published Crystal Structure Powder Pattern

HR 3 Qe S e o @,

16000 |

(B 1ty arFDCIF fle DA >O0—KERIE 1000 4TY. £, EERARBIZEYEZENLDH
YFEFTHA, FROATO—RHIZIEERAHY TG FTHE~2 5E). ERUELOKRKED CIF file D&
HUyO— REFEINDESIL APIOA TS a8 ECHRIT S,

6
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“Advanced search & retrieve” Tl%, "Basic search & retrieve” & Y ZFMiAREMNTEE I . “Advanced
search & retrieve”(Z(Z 9 BEEH Y, DELGRREZHEZRELT, "RunQuery’:27 ) vy LET.

7+, "Basic search & retrieve”H 5 “Advanced search & retrieve” ~NBE## 89 5 &, "Basic search &
retrieve”’ TERE LI=EUNZF DL E5| AN FE . "Basic search & retrieve” TORREHZ )y T
5121%, A LD Clear Query"% 7 1Jw - LT &L\ “Advanced search & retrieve”® 9 X— O]
R—UMNZEYRREHETZEALEZIES, ANDRETREINET.

[ioain
@ JE LEWVRER
HEBZV Vv L
THMZRRES
EAN.

—

erim. metal-organic str.

eoretical structures
tion

Q, \ Jsic search & retrieve

Advanced search & retrieve
@, Bibliography

@ Cel

@, Chemistry

@ Symmetry

@, Crystal Chemistry

@ Structure Type

@, Experimental Information

@, DB Info

@, Expert Search

Bibliography Search

Authors J
Liu, R-H:;Zh J-5.:Cheng, P;Luo, X-GYing, J-J;Yan, Y-J ;Zhang, M Wang, A-F Xian
G.-J.;Chen, X

ORCID
Kastil, J.Mise (ad, J.;Arnold, Z. Vlaskova, K. Prchal, J..Divis, M.;Dolezal, P.Prokl
J;Valenta, J_Fil ajevova, A Kriegner, D

Title of Journal Ye, C.;Yang, J..Z

Yang, J.-L;Ye, C-

ng, J..Jin, L;Ding, Y. He, Y.;Zhang, J.;He, A Xiang, J

g, Z-J:Ye

eska

—Z.Kang, J..Ding Yongfan;He, Y-S..Zhang, J-C.;He, A-S.Xiang
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