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Profex Structure and Device File Database
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Profex Structure and Device File Database
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=l C25-Larnite.5TR [ Chromatite.str Chromatite 01-087-1647 i
fa - [7] Clinoatacamite.str Clinoatacarmite 04-012-9781 i
| C35-Hatrurite.str [T] Clinochlorel Austr Clinochlorel A 04-017-2550 7
' [[] CO3Apatited.str CO3ApA 04-011-0242 —
=i = P Listr Plot Options = [[] co3ApatiteB.str CO3ApatiteB 04-016-7498 H ]
o [[] CoOH2Z.str Cobalt_Hydroxide N
. S - —
=] C35-r3m.str ICZ” ; [7] CraP208.str Cr3p208 04-018-4496 _
ORseVE [] Cristobalite.str Cristobalite 04-007-2134 | ' N
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[] CuS2.str Cus2 04-004-6505 50.00 55.00
[7] DiammeoniumHydrogenPhosphate.str Phosphammite 04-009-3766
'l 1] ydrog P P
[7] Dolomite.str Dolemite 04-008-0789
Refinement Protocol [7] Ettringite.str Ettringite 04-013-3601 s
[7] Fe35i205_OH4.str Fe35i2050H4 st
[] FeAg.str FeAg 04-003-7119 -
[T] Overwrite existing files

o) (o

Wavelength: 1.5406 & Angle:  0.000° Intensity: 0,000 cts d-Spacing: 0.000 A Line(, Colurmn 0

RMS . .
‘> 4 March 017 02, 2016, Freiberg, Germany s+« Testing * Research - Consulting



Profex Structure and Device File Database

«Help A AboutPr o f e x é e«Edit A Preferencesé A BGMN»

o b A B
General BGMN Configuration I
Text Editors H
Profex 4 Graphs BGEMN Executable C: fProgramme-hD/BGMNwin/BGMN . EXE :]
Fonts
Version 3.8.0 Scan Styles MakeGEQ Executable C: [Programme-NDBGMMNwin/MAKEGEQ.EXE :]
4 [BGMN
(c) 2003-2016 by Micola Doebelin Structure File Handling Geomet Executable C: fProgramme-ND BGMMNwin /GECMET.EXE :]
B Output Executable C: /Programme-ND/BGMNwin/OUTPUT, EXE :]
- formats Summary Tables
System Information dcaosledaemegi Fullprof.2k Verzerr Executable C: fProgramme-ND/BGMMNwin/VERZERR.EXE :]
bles Reference Structures
Executa - : = : :
| Ch |C t Gertest Executable C:/Programme-NDyBGMMwin/GERTEST.EXE ==
bgmn: C:/Programme-MD/BGMNwin/BGMMN.EXE emicat Lomposition
makegeq: C:/Programme-NDBGMNwin/MAKEGEQ.EXE N | C:/Programme-MD/Profex-3.8.0/Structures
geomet: C:/Programme-MND BGMMNwin/GECOMET . EXE = Structure Files Directories
output: C:/Programme-ND /BGMMNwin/OUTPUT.EXE
verzerr: C:/Programme-ND /BGMMNwin/VERZERR.EXE :]
gertest: C:/Programme-MD/BGMMwin/GERTEST.EXE
Databases Device Files Directory C: fProgramme-NDProfex-3.8.0/Devices :]
Structures: C: Programme-MD Profex-3.8.0/Structures
Devices: C:/Programme-MD/Profex-3.8.0/Devices Presets Directory C:/Programme-NDProfex-3.8.0/Fresets
Presets: C:/Programme-MND/Profex-3.8.0/Presets
Convert raw scans to XY format
Log file Manage phase guantification GOALs
Close [ ok ][ coneel

Databases can be changed to a network share.

A Structures added by one user become available to others.
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Public Structure Databases

- STR files Shlpp@d with Profex (created manually by the Profex developer)

- http://www.bgmn.de/download-structures.html (created manuaily by BGMN team)

- Create manually from:

ICSD (http://www.fiz-karlsruhe.de/icsd.html)
PDF-4+ (http://www.icdd.com/)

American Mineralogist Structure Database
(http://rruff.geo.arizona.edu/AMS/amcsd.php)

Crystallography Open Database COD
(http://www.crystallography.net/)

Cambridge Crystallographic Data Centre
(http://beta-www.ccdc.cam.ac.uk/pages/Home.aspx)
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AMCSD

(" FRrefox = |

@American Mineralogist Crystal Structure ...

6 P | @ rruff.geo.arizona.edu/AMS/amcsd.php % v C| | By~ Google A ¥+ A& B- ﬂ

This site is an interface to a crystal structure database that includes every structure published in the American Mineralogist, The Canadian
Mineralogist, European Journal of Mineralogy and Physics and Chemistry of Minerals, as well as selected datasets from other journals. The
database is maintained under the care of the Mineralogical Society of America and the Mineralogical Association of Canada, and financed by
the Mational Science Foundation.
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Search
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Cell Parameters and Symmetry
Diffraction Search

General Search
Search Tips

Search ” Reset l

Logic interface @ AND ' OR
Viewing (About File Formats) @ amc long form ' amc short form 0 cf
Download @ amc | cf (' diffraction data
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AMCSD: Downloading CIF Files

([P Frefox > Lo o= e

48 AMCSD Search Results

7 matching records for this search.

) Anatase Watch out for high-temp and

@Hnward C J, Sabine T M, Dickson F .
@ Aot Crystallographics 547 (1931) 462-4¢8 high-pressure datasets

Structural and thermal parameters for rutile and anatase

Locality: synthetic

_database_code_amcsd 0013083

3.7845 3.7845 9.5143 90 90 90 14 _1/amd

atom b4 v z U1, 1y o(2,2) o(3,3) Uu(l,2) Uu(l,3) Ui, 3)

Ti 0 0 0 .0052 0 0 .0052 0 .0070

o 0 0 .20808e .0117 0 0 .0027 0 .0072
View Text File

Download CIF data
Download diffraction data (View Text File]

View JMOL 3-D Structure Download CIF file

Zeitschrift fur Eristallographie 38 L1924 1-54
Zur Eristallstruktur von EAnastas und Rutil. (IT.
Enastasstruktur) .
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CIF File Format

CIF (Crystallographic
Information File) Format:

- Standardized file format
- Contains structural information
- Contains references

- Specification available
at http://www.iucr.org
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| CAUsers\doebelinn\AppData\Local\Temp\AMS_DATA.cif - Notepad =
e ——

File Edit 5Search View Encoding Language Settings Macro Run  Plugins Window I
PREE) 2l & |peinal+ s BEIEED

[= AMS_DATAcE £ l
Hata global
_chemical name mineral 'Anatase'
loop_

_publ author name

"Howard C J'

'Sabine T M'

'Dickson F!'

_Jjournal name full 'Agta Crystallographica, Section B'

_Jjournal wvolume 47

_Jjournal year 15%1

_Jjournal page first 462

_Jjournal page_ last 468

_publ_ section_title

Structural and thermal parameters for putile and znatass
_database_code_amcsd 0019093

_chemical compound source 'Synthetic’
_chemical formula sum 'Ti ©02°'

_cell length a 3.7845

_cell length b 3.7845

_cell length c 9.5143

_cell angle alpha 30

_cell angle beta 20

_cell angle gamma 30

_cell volume 136.268

_exptl crystal density diffrn 3.894
_Symmetry space group name H-M 'I 41/a g d'

loop_



