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(CH3NH3)PbI3-[I4cm] Perovskite, | 250739 6 (La,Ca)FeD3 Perovskite 142837 4 TC P-1 iBhf
(La,Ca)Fe3 Perovskite 142837 4 (La.Ca)FeD3 Perovskite 142837 4 TC P1 a40
{La,Ca)Fe03 Perovskite 142337 4 (Li,La)Tr03-1] Perovskite 91810 T TG 167 edb
(Li,La)Tioa-[n Perovskite 91510 37 (Nd.Ca)MnO3 Perovskite 82632 34 MO 11 i ed
(Li,La)jTio3-[In defect-Perov 99395 19 (Sr,PriMnO3 Perovskite 361838 26 OR FMRM i%hg
(Md,Ca)MnO3 Perovzkite 832632 34 Ba(Ce,Y)03-x Perovskite 92281 4 MO 112m1 i2hg
(Sr.Ln)Co03-x defect-Perov 240243 29 BazPb2BiFed4ScC1 Perovskite, # 290732 3 OR AMMM n3j3i
(SrNb)3011+x Elpasclite-re 160442 6 Ba3vb205(C03) Perovskite 267184 T TE P4/MMM to2il

< Bad4CaCu2+x07-x(CO3 0. 5-frame Perovskite 71237 ] TE P4/MMM jigd

{ >
{1 of 15) e | <o | ([l 2]|[3||a]5]s||7]8]|a]10] |
There ar ines with predefined Sfructure Type definitions for *perovskite™. Double-click on an entry in th (10fT) SRR AE - N N R e s
the search field "Structure Type'. i ) - i i - )
There are m ines with predefined Structure Type definitions for "perovskite’. Double-click on an entry in the table above to transfer this type to
the search field "Structure Type'.

JNICI
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Structure Type Search (:ICSD

MR L 7z UWistructure type AR 2D o726, X700y o328, b—F 74— FRICBETRZAINSED T, [Run Query] TR,

Structure Type Search

BaTbO3

(2 of 7)

| BaTiO3(orh)

e.g. *Mg23i04* or *Clivine* or *Mg2GeS54* or *31(2)*

Perovskite — 258333

14 < 1023|456 T = "1

the search field "Struciure Type'.

mn-—m

@ Search Action
—

Pre Defined Structure Types ///> l Run Guery ' Clear Cluery
S
Structure Type | BaTiO3(orh)

Search Summary

Bibliography:
Structure Type « Alias % Prot. < Mem. = Sys. ¥ Sp. Gr. ¥ Wy Cell

BaGAIZRh2Ho2015 Perovskite 72556 4 HE P_GM2 2Ki Cpemisiy:
Ba6Co6CI016-x Perovskite 153207 4 HE P_GM2 n2 kj

Symmedry:
Ba8Gad-x(Tad+0.6x)024 Perovskite 183901 2 HE PEICM d4 co

Crystal Chemistry:
BaFe03x Perovskite 50869 319 HE PEIMMC  kh %

Structure Types:
BaPb03(mS20) Perovskite, | 67811 33 MO 12 ihg

Experimental Info:
BaPbO3(ol20) Perovskite 15933 236 OR 74 ez *permentalin
BaRu03 Perovskite 10253 27 TG 166 heez  DEInfo

idha Expert:

Query History

BaTiQ3({orh) Perovskite 31155 116 BMM2 ebal

BaTi03(orh) Perovskite 31155 116 OR 38 ebzz lumberof queries:
BaTiO3(orh) Perovskite 31155 116 OR BMM2 db2z Clear Query History
BaTiO3(tet) Perovskite, | 67519 154 TE PAMMM  edc

BaTio3(let) Perovskile, | 67519 154 TE P4MMM  fdbs

Bi(Fe0.75Mn0.25)03 Perovskile 183765 6 OR 62 d8 cd

L4 >

There are 104 lines with predefined Structure Type definifions for "perovskite’. Double-click on an entry in the table above to transfer this type to

S

T,

dn I Os_t;ucture type B E R T OHE L LMEAIE. AL LA 75 b EMENAYREBETEL THE. [ Ustructure type £ BIRZRT 2 DA
20
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Results: List View

&, Back to Query

—DOUEDT—2AEFERLTHH
[Show Detailed View ] #2 U v &

5L TXFMEBERICKE S,

@ Show Detai

led View

Coll. Code =

495

668

669

670

903

971

1720

1979

2438

2574

HMS <

Pnma

FdddZ

FdddZ

FdddZ

1 4/m m m

C12m1

Pnaa

Pmn21

P1121b

Cmc21

Struct. Form
Mn (Se O3)
Li Mn2 O4

Li Mn2 O4

Li Mn2 O4
Mn& 010 CI3
Cu2 Mn3 O8
Mn (P3 09)
Co2 Mn3 08
K& (Mn2 06)

Pb3 Mn7 O1:

Fryv I LlzT7—4&%
T RKR—F

12U EDTF—42%RIRT D&,
EPXRD/XZ— v RRARSND,
2~6EDT—R%EFEIRTHE, —D
DEHETLHETE 3,

ICSD

ZOBEM@EICKRINBDIER
HHARXRIAXTE D,

I @ Export Data

Struct. Type Title +

MgSe03
ZnCr204
ZnCr204

ZnCr204

Cd2Mn303

Co2Mn303

K6Mn206

Crystal chem
Reactive milli
Reactive milli
Reactive milli
Structure cris
Structure de
Structure cris
Structure cris
K& Mn2 06 u

Structure cris

(10f203) =

Authors =

Kohn, K_; Inc
Eecker, Denn
Becker, Denn
EBecker, Denn
Buizzon, G;

Riou, &_; Lec
Eagieu Beuct
Riou, &_; Lec
Brachtel, G_;
Damiet, B.; D

< 1

& Print I & Compare Structures A& Compare Powder Pattern

Reference ¥
Journal of So
European Jou
European Jou
European Jou
Acta Crystalle
Acta Crystalle
Acta Crystallc
Acta Crystalle
Zeitschrift fue

Acta Crystallc

2 3 4 b5

Cell Paramet
5.0045(4)7.8
8. 1708(5) &.1
8.219(3) 8.21
8.1709(5) 8.1
0.2898(6) 9.2
9.695(7) 5.63
9.703(3) 10.6
5.743(3) 4.91
8.886(2) 6.76

17.28(1) 9.98

6 7 49 9

Standardiset

6.0945 7.865

8.1708 8.170:

6.2190 5.219

6.1709 8170

9.2893 9.28%

9.6950 5.63%

6.3620 10.66

3.7430 4.915%

6.6354 11.39:

172500 9.98

10

=

=i

Formula Wei AMX-Formul AB-Formula Publication® :} -q

181.8970

180.8150

180.8150

180.8130

T05.8600

4199120

291.5410

410.6720

440.4740

1246.1350

ABX3

AZ5X32

AJX¥4

AJX4

ABTXIY10

AZB3Xa

AB3X9

AZB3Xa

AB3X3

A3BTX15

# of Hits

M Column Selection

12023 g

Y Filier

ABC3 1976 b8 *
A246B32 2019 ¥ -pr—4a%
A3B4 2019 § TI7AF— b
A3B4 2019 b y
AIBBC10 1977 I Y
AZB3CS 1977 I rs

AB3C9 1978 % rs
AZB3CSE 1975 b8 *

AB3C3 1978 I 4
A3BTCAS 1978 b s *

EOOICF v 7% AND E, SEIDIE
BTOHTELTRTOI Y M —(ZDIF
E2023)IcTF vy, AOLICF oy
TDOR—VICKRREINT
WBIRTOITY Y —(ZDIHBE10H)
ICF v 72 ANDBIEDNTZE S,

T AND &

IR=VIZRRENDH
HAL0E £ THEYHE 5,

21



T — X EEEE

TR0
YU —

T — X EHH

Detailed View

@, Back to Query

Struct. formula
Cell parameter
Cell volume
Temperature
Data quality
Author
Reference

See also

~ Visualization

LUF . b&WIE®. @
XICEHREHOERFT — X,
RAAVE—=FKty T4
VIOICBELIERET —
2. RERIBERE

£ M HE s

» Chemistry

Sum. formula
Molecular weight
AMNX formula

Chemical name:

| Cellparameler & 0045(4) 7 SA5A(8) 5 146004190 90 90

i= Back to List ” "

Mn (Se 03)

6.0945(4) 7.8656(3) 5.1460(4) 90. 90. 90.

246,68 [A%]

room femperature

High quality

Kohn, K_; Inoue, K.; Horie, O.; Akimoto, 5.;

Joumal of Solid State Chemistry (1976) 18, p. 27-37 (7 structures) &

P DQMD - Open Quant jals Datab

[Hccbc stuctures depot

Structure type
Space group
Z

Pressure
R-value

Title

Fulltext

 CCDC B Export Cif £ Print

MgSe03
Pnma (62)
4
atmospheric

0.034

Crystal chemistry of M Se 03 and M Te 03 (M= Mg, Mn, Co, Ni, Cu and Zn)

=i Get full text by DOCI @ Search full text by Google Scholar

Project property set 1/1

* Published Crystal Structure Data

Published Crystal Structure Powder Pattern
62 #62:a,b,c 13000
a=s.ansi 12000 |
b=7. 866, 00 |
c=5.146A ot |
a=90.,000° 10000
p=90.000° 9000 |
¥=90.000° 2 8000 |
2 7000 |
]
£ 6000
= 5000 |
4000 |
3000 |
2000 | l l
1000 |
o La ' I " l |
. _ N ] 5 10 15 20 25 30 35 40 45 S0 55 60
:47\7[:4(%@ 2 Theta in degrees
H H SALEEA
l & Interactive Visualization I VISU8|IZ€F’CE€ rbro l 4 Interactive Visualization I
R F e A A
R — —T4b
78 & HFRINABE,
Mn1 O3 Sel Struct. formula Mn (Se 03) | e -
1515970 ] , ) SVEHEICE > TRRIETLET,
ABX3 AB formula ABC3
Manganese selenate{lV)
SDECE Qroup Pnma (62}

Entry 10f1 @

& Feedback to Editor

Collection Code 495

T — Xl E 2 ER

«" Expand all

# Collapse all @

(:ICSD

MARXIRET /XX —> REFEIT/NZ—> DY)
BIZOEEOEE, x-yODI 7 AFE— FEATABE,
TDNRE—F, FAETIEHRLS, BFRFT—X

22



Mn2+-02-[& D BE & D 0 Fa

| Histograms: Mn (Se 03), Coll. Code: 495

T —XEEH

— $ 10000
c
£ 9000
=
( § soco
Detailed View < 7000
@, Backto Query  := Backto List k3 Mo o e CCDC @ ExporiCif @ Print & Feef é 200
£ E so000
z
Summary Colfl o 4000
S 3000
Struct. formula Mn (Se O3) Siructure type MgSe03 £ 2000
o
Cell parameter 6.0945(4) 7.8656(3) 5.1460(4) 90. 90. 90. Space group Pnma (62) g, 1999
] 0
Cell volume 24665 [A7] d 4 § 4
s
Temperature room temperature Pressure atmospheric % S
g
Data quality High quality R-value 0.034 <’
Author Kohn, K.; Inoue, K.; Horie, O.; Akimoto, 5 ; Title: Crystal chemistry of M Se 03 and M Te O3 (M= Mg, Mn, Co, Ni, Cu and Zi E 25
= E 2
Reference Joumal of Solid State Chemistry (1976) 18, p. 27-37 (7 structures) & Fulltext & Gef full texd by DO @ Search full texd by Google Scheolar E
01
See also [HcoDC structures depot ¥ OQMD - Open Quantum Materials Database Materials Project property set 1/1 S 3
T
o
Details #Expandall ~c| 2°°
o
o

» Visualization

» Chemisiry

Inter-Atomic Distances [A] of Mn(+2.00) O(-2.00)

B

15 2 25

3 35

Inter-atomic distances [A] of Mn(+2.00) O(-2.00)

[n(-200 0200+

II ‘ |
“ | | I
4.5

& X |

vi

+ Published Crystal Structure Data
s I * == a3 I=IPAN P S
_ — — — WROBHD 52 B0, HIE
3 X
» Standardized Cystl Stucture Data SRTAERE AEOY R FER
, Distances and Angles \ .
9 Coll. Code: 495, Mn (Se O3) - 1976 Kohn K.. ... &% ‘
s )
® 9 U . —
Select pairs of elements Select from atom position o Distances ||y Angles Distance & A ng led %Eﬂ—\ A t)] é-k
8 download
Atom & Atom B atom C Atom A Atom B
_ " W Lbl Ox Wyck Lbl Ox Wyck Symmetry Distance [A]
n n 5
Histograms M1 +2.00 an o1 200 4« %y,2 555 2252
o1 -2.00 4c -X,-y,-Z 445 2.252
Calculate ¥

Se se se Mn1 +2.00 4b 02 -2.00 ad X+1/2y,-2+1/2 455 2172

- a2 -2.00 ad H+112,y,2+1/2 545 2172

o2 -2.00 ad ®y,Z 555 2280

Select pairs of elements Select from atom position
o2 -2.00 éd HY.Z 445 2280
o1 -2.00 4c 02 -2.00 ad ®.y.z 554 2692
Atom A Atom B atom C

02 -2.00 ad ®y+112.2 554 2692

CHENNE LN LI ] o 20 & Sel a0 4 X2 554 1710

I (I [ Set a0 4 xe12y-2+112555 2021

v E3 v S vE 02 2.00 8d lors -2.00 sd x-y+1/2,z 555 2618

o2 -2.00 8d Xy, -Z 446 2894

02 -2.00 ad Sel +4.00 4c XY,z 555 1716

+ (un)select all + (un)select all + (un)select all
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« ICSD HAEE EAHA k

« |CSD Database Scientific Manual 2025 (2&37)
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https://www.jaici.or.jp/application/files/1217/2535/4993/ICSDDesktop_Webbasicguide.pdf
https://www.jaici.or.jp/application/files/1217/2535/4993/ICSDDesktop_Webbasicguide.pdf
https://www.jaici.or.jp/application/files/1217/2535/4993/ICSDDesktop_Webbasicguide.pdf
https://www.jaici.or.jp/application/files/1217/2535/4993/ICSDDesktop_Webbasicguide.pdf
https://icsd.products.fiz-karlsruhe.de/sites/default/files/ICSD/documents/brochures/scientific-manual-2025-en.pdf
https://icsd.products.fiz-karlsruhe.de/sites/default/files/ICSD/documents/brochures/scientific-manual-2025-en.pdf

< HHsTEBER/O GICSD

« ICSD Desktop portablefkzEH T 5. BUREDVDZ Y7 > b L TH HICE)
95 0HmEE,

R~V EIREIHY FHA, IREDVDEZ~YTV > L6, (RIEDVDFOETD T 714
W% C:¥Users¥<username>D AR ED 7 77 FIRETIEAWLWAN—=FT 4 X7 AH. USB%A

SO —&R—X FLTLZE W, XENY L, A= L7=7 7M1 ILRDstart.cmdDh HFCE)A]
BETYd, (AE—DRTINL EETOYA bhoXTO—F L7 7 AIEHIBRT8E

X 52, startemdD s — b Ay FETRI by FITERTNIL. REHDASTRZ by 70
va—bAY M TA IV LR TETE I,

start,cmd /3= 1
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REERRICAT LHRBREIR 3 ICSDAPI
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ARIRAY ATHENETENR TO%< THETRR
B RIERRE
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https://www.jaici.or.jp/db/inorg/icsd/example/
https://www.jaici.or.jp/db/inorg/icsd/example/
https://www.jaici.or.jp/db/inorg/icsd/example/
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