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Repetition: BGMN Project Structure

device.geq

Interpolated peak profile

Results

Refinement control file

Measured scan

RUN REFINEMENT

Files referenced in the

refinement control file Sample dlsplacement

sample.sav
structure-A.str
Peak list
structure-B.str
StrUCture_C'Str i Polarization i Refined diffraction pattern
Model structures i !
e . : 20 range

Additional global parameters
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Structure Databases

- STRfiles Shlpped 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)

- Commercial

- Open Access
- 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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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 National Science Foundation.

* Google

ystal Structure Database

anatase

Mineral

Author

Chemistry Search

Cell Parameters and Symmetry
Diffraction Search

General Search
Search Tips

Search H Reset ]

Logic interface

Download

@ AND _ OR

Viewing (About File Formats) @ amc long form ' amc short form  df

@ amc | cf (' diffraction data
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AMCSD: Retrieving CIF Files

.. @ o

B AMCSD Search Results

7 matching records for this search.

] Anatase Watch out for high-temp and

@Haward C J, Sabine T M, Dickson F

@ Lcta Crystallographica B47 (1991) 462-4&B high-pressure datasets

Structural and thermal parameters for rutile and anatase

Locality: synthetic

_database code amcsd 0013033

3.7845 3.7845 9.5143 90 30 80 14 1/amd

atom 4 v z Uf{1,1) U{2,2) U{3,3) U(l,2) U(l,3) T(2,3)
Ti 0 0 0 .0052 0 0 .0052 0 .0070
o 0 0 .20806 .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 flle

[] Anatase '

@Parker R
Zeitschrift fur Rristallographie 39 {1924} 1-54
Zur EKristallstruktur von Anastas und Rutil. (II.
Anastasstruktur).
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® Verbinden...

(- = @ www.crystallography.net/earch.htm!

COD Home

Home
What's new?

Accessing COD Data

Add Your Data

Deposit vour data

Manage depositions

Manage/release
prepublications

Documentation

COD Wiki
Obtaining COD
Citing COD

COD Mirrors
Advices to donators
Useful links

Warten auf www.crystallography.net...

| 9 Crystallography Open Database

Search

(For more information on search see the hints and tips)

Search by COD ID: ‘

Search

m

Enter SMILES:

OpenBabel FastSearch:

Search

Note: substructure search by SMILES is currently available in a subset of COD containing 70 000 structures.

text (1 or 2 words)

anatase

journal

vear

volume

issue

Z (min, max)

Z' (min, max)

1 to 8 elements

NOT these elements

volume min and max

number of distinct elements
min and max

filters

M‘
N‘
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COD: Retrieving CIF Files

ﬁ,@f Crystallography Open Data... x|

(- @ www.crystallography.net/result.php? CODSESSION= of6r7 Ihhh8n7al kSfksld? pbldtallhh Border_by=file&order=desc | ||y~ Geoogle Ll ¥+ # 'ﬁ' E @ et % =
o Crystallography Open Database
| —
Search results
What's new? Result: there are 9 entries in the selection
Switch to the old lavout of the page
- Download all results as: list of COD numbers | list of CTF URLs | data in CSV format | archive of CIF files (ZIP)

OWse =
Search Searching elements including Ti, O number of elements between 2 and 2 text, file, commonname, chemname, mineral contains anatase volume is between
Search by structural 100 and 1400

formula o

4 4First| M Previous 20 || Page | 1 of 1| Next 20 » | Last # | Display 5 20 50 100 200 300 500 1000 entries per page
Add Your Data CODID¥ in Formula & Space group & Cell parameters Cell volume & Bibliography
TInostt o ity 9015929 [4l/amd:1 3.7845; 3.7845; 136.268 Howard, C. I ; Sabine, T. M ; Dickson_F.
; i Saialdd Structural and thermal py Lo emaeils aund
Manage depositions ]
el 90; 90: 90 = tallo hica, .
eepoblioations 9009086 CIE O2Ti [4l/amd:1 37853785, 1363 Wyckoff, R W. G. Down |Oad C I F fl |e
9514 Second edition. Interscie
90: 90: 90 Crystal Structures. 1963, 1. 239-444
9008216 CIE O2Ti I4l/amd:l  3.804;3.804; 139.119 Horn, M ; Schwerdtfeger, C. F.; Meagher, E. P. ‘
9614 Refinement of the structure of anatase at several temperatures
COD Wik 90; 90; 90 Sample: T = 800 C Locality: Legenbach quarry, Binnatal,
Obtaining COD Switzerland
Citing COD Zeitschrift fur Kristallographie, 1972_ 136, 273-281
COD Mirrors 0008215 CIE O2Ti I4l/amd:1  3.7971;3.7971; 138.11 Horn, M. Schwerdtfeger, C. F.: Meagher, E. P.
A.d\’lces_!o donators 9579 Refinement of the structure of anatase at several temperatures
Useful links 90; 90; 90 Sample: T = 600 C Locality: Legenbach quarry, Binnatal
Switzerland
Zeitschrift fur Kristallographie, 1972, 136, 273-281
9008214 CIF 02 Ti I4l/amd:1 3.7892; 3.7892; 136.933 Horn, M.; Schwerdtfeger, C. F.; Meagher, E. P.
9.537 Refinement of the structure of anatase at several temperatures
90; 90; 90 Sample: T =300 C Locality: Legenbach quarry, Binnatal,
Switzerland
Zeitschrift fur Kristallographie, 1972, 136, 273-281
9008213 CIF 02T I4l/amd:1 3.7842; 3.7842; 136.251 Horn, M.; Schwerdtfeger, C. F.; Meagher, E. P.
95146 Refinement of the structure of anatase at several temperatures
L Someleerl gl Tosedimlssnbask o Dinantsl 2
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g Ci\Users\doebelin

[
‘ IF Flle Format File Edit Search View Encoding Language Settings Macre Run  Plugins
e EHERGE @R Pe| 8yl ax| BB
[l AMS DATAcH &)
1 l:iata_global
_chemical name mineral 'Aparase’
loaop_

_publ author name
'Howard C J'
'*Sabine T M*

CIF (Crystallographic e -
Information File) Format: E o e

1 mothob o R

m

_Jjournal volume 47
_journal year 1991
_Jjournal page first 462

SRR

_Jjournal page last 468
_publ section title

[

- Standardized file format

Structural and thermal parameters for pukile and gnatase
_database code_amcsd 0015093

_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

- Contains structural information

oo

Sy

- Contains references

_cell angle beta 30

_cell angle gamma 30

_cell volume 136.268

_exptl crystal density diffrn 3.894

<1 otnos L R

- Specification available
at http://www.iucr.org

_symmetry space group name H-M 'I 41/a g d'

v
2
2
2
v
2
2
2

loop
_space_group Symop operation xvz
" V2T

3  loop

4 _atom site label

65 _atom site fract x

66 _atom site fract y

87 _atom site fract =z

Ti 0.00000 0.00000 0.00000
o 0.00000 0.00000 0.20806
loop

_atom site aniso label

_atom site aniso U 11

_atom site aniso U 22

_atom site aniso U 33

_atom site anisc U 12

_atom site aniso U 13
_atom site aniso U 23
Ti 0.00520 0.00000 0.00000 0.00520 0.00000 0.00700
© 0.01170 0.00000 0.00000 0.00270 0.00000 0.00720

length : 1762 lines Ln:1 Col:1 Sel:0|0 Dos\Windows AMSI as UTF-8 NS
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CIF Format SpECiﬁcation http://www.iucr.org/resources/cif/dictionaries

- " IUCr Jour
/ International Union of

CRYSTALLOGRAPHY

iucr journals books news education people resources iycr2014

world directory | other directories > | dataw | cifw | listsw | blogs> | forums | ¢ issi - | sy try font |
Home > resources > cif > dictionaries

2 SeaishiorCh data CIF dictionaries

name
+! Core CIF dictionary

5] Restraints dictionary CIF dictionaries provide a formal taxonomy of crystallographic terms and ideas. Dictionary entries are

5| Powder CIF dictionary constructed in a structured machine-readable manner that facilitates validation and structuring of data.
+ Modulated structures New entries may be devised for public or private dictionaries. A candidate data-name definition should
CIF dictionary fulfil the following conditions: (1) describe a specific and well defined concept: precision of definition is

+! Electron density CIF

sldant essential for an effective mnterchange mechanism; (11) have appropriate granularity: data names can define

a very small piece of information (a standard uncertainty on a particular physical measurable) or a very

+! Twinning CIF dictionary o : :
large amount (the text of a scientific paper). An appropriate choice should be made (and for DDL2

*/ Macromolecular CIF

dictionary formalized through membership of subcategories, category and category groups, as appropriate); (111) have
+! Image CIF dictionary well defined relationships with other data items (through its assigned category membership and

" Symaneing Gl parent/child links); for DDL2 the prior construction of a formal entity/relationship schema may be helpful
oy : (1v) constramts on the data type and permissible values should be provided where applicable; (v) the

* S ted CIF data : R, = 2 : - 5
item: PR a name chosen should be globally unique; this is achieved through monitoring of names in public

dictionaries by a regulatory committee (COMCIES) and by registering of prefix strings for exclusive use
in local dictionaries. Some thought may need to be applied to the choice of DDL appropriate for a
candidate dictionary.

Current CIF Dictionaries
Canonical data descriptors and their attributes are presented in machine-readable data dictionaries.
Descriptors for small-molecule, inorganic and other small-unit-cell structures

* Core dictionary (coreCIF)

[ ASCII | HTML | PDF | More information ]
® Restraints dictionary

[ ASCII | HTML | PDF | More information ]
» Powder dictionary (pdCIF)

[ ASCII | HTML | PDF | More information ]
* Modulated and composite structures dictionary (msCIF)

[ ASCII | HTML | PDF | More information ]
* Electron density dictionary (rhoCIF)

[ ASCII | HTML | PDF | More information ]
* Twinning dictionary

[ ASCII | HTML | PDF | More information ]
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Problems with CIF Files

Problems with CIF files:

1. May be (and very often ARE) incomplete

2. May use non-standard atomic settings

3. Must be converted to STR format for BGMN

Ml .



Creating Structure Files

Official Documentation:

http://www.bgmn.de/variables.html

Control File (*.sav)

Structure File (*.str)

Device Conf. File (*.sav)

Variables for use with BGMN

The expression interpreter
o standard functions

* multiple equation symbols in assignments
o user-defined string functions

—

Variables in the task description SAV file for BGMN

NTHREADS. VAL, VERZERR. STRUC. STRUCOUT, SimpleSTRUCOUT, PDBOUT, RESOUT, FCFOUT. OUTPUT, LIST. RU, UNT, UNTC,
- DDM. PARAM. LAMBDA, SYNCHROTRON, EPS1. EPS2, EPS3. EPS4. POL. PROTOKOLL, ONLYISO, ITMAX. DIAGRAMM, PLAN,
STANDALONEPLAN, GOAL, WMIN, WMAX, CUT, LIMIT2, LIMIT4, LIMIT6, LIMITS, LIMIT10, ANISOLIMIT, ANISO4LIMIT

—  Items in the structure description *.str-file
Definition of the lattice

SpacegroupNo, HermannMauguin, GeneralCondition, A, B, C, ALPHA, BETA. GAMMA, UNIT
Anisotropic variables
ANISO, ANISOLIN, ANISOSQR, ANISO4
Scaling factor/prefered orientation
GEWICHT. SPHARO, SPHAR?, SPHAR4, SPHARS6, SPHARS, SPHARILD
Real structure
B1. B2 k1. k2 k3, sk H h k | zweiTheta, RP
Peak deselection
GeneralCondition
Atomic positions
E=, Wyckoff, x, v, z, TDS, B, betay, U, Ujj
GOAL's, quant analysis
GOAL, GEWICHT
BGMN-specific functions
PHASE, sk, B1, k2, ANISO, GEWICHT(h k 1), GrainSize, TDS,
Advanced feature: subphases
RefMult, iref, GEWICHTI1]. B1[1], B2[i]. k1[i]. k2[i], k3[i]. DELTAsk, DEL TAzweiTheta, LeBail, FPARAM
Advanced feature: Structure amplitudes etc
F, Finv. H
Advanced feature: User calculated structure amplitudes
FMult, F[i], phi[i]. Finv[i]. phimnv[i]
Advanced feature: molecules
set, setgitter. cross, diffvec. normvec, skalpro, distance, angle, cpXYZ, T. D, X. ¥, Z, WW, WWalt, Straf, Theory, Bondings, BondLevel
Micro absorption correction according to Brindley
my, myl[i]
X ray density
density. density[1]

Variables in the task description SAV file for computation of standard profiles
NTHREADS, VERZERR, TubeTails, R, FocusH, FocusW. HSlitR, HS1itW, RoundSlitR, RoundSlitD PColl, PCollA, VSLitR, VS1itH, SamplD,
SamplW, SamplH, DeltaOmega. SCollA, S51itW, SS1itR. SColl, SCollA, DetW, DetH, DetArrayW, MonR. MonH, EPSG, zweiTheta[i], GSUM,
TSLtR, TSlitH. FocusS, FocusA. GEOMETRY, WMIN, WMAX, WSTEP. GEQ. D. T, STANDARDPAR. VAL,

|
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Creating Structure Files
| BGMN_manual_2005.pdf |

Rierveld Analysis Program BGMN v
Manual Reflection . . . .. .. .. e 51
Transmssion oEtEs 5 DL s S BiR SRS B RN SRS 51
Capilary. o o cons e seoiss S 0B BE LSRR B P GSEEE ol 51
8 General restrictions 55

8.1 Physical and mathematical restrictions . . . . . .. ... ... ... L.
Ob ble precision of 1es and phase contents . . . .. ... ... L. 55
Preferred orientation at grazing mncidence . . . . . ... .. ... .. s D)
Primary monochromator . . . . . . . . . . ... 55
Neutrons (constant wavelength and time of flight) . . . = g 56
- - 82 Resmmctionsduetosoftware . . ... _.oooL 0 oan v ool sl wae s 56
Rietveld Analysis R
9.1 Mixture of goethiteandquartz . . . . . . . . . .. .. 3 P BE ST 57
Program 92 Determination of amorphous content - - . . . . . .. . ... ... _ ... 62
g NICERHAIEBORISEEIETL oo s nmme: son sonmmme St nimhe S5 dwsssiis S 66
94 Rulesforphaseanalysis . . . . . . _ . . ... ... 69
® 10 Size/strain analysis 71
101 Analysis.of 3 virgie SHmple . ... coomonin s covis spn sime s s e s 71
102 Tubetalscorrection . . .. ... ......... T 76
10.3 Leamt device fanchions:: . coowu o So. s maerion s Sv S0 sodon L 79
104 Rules for profile analysis (size/strain analysis) . . . _ . . 2w 80
A Short reference 83
Al GEOMET . .. ... SRR SRS S GRRESY e 5o GEGERESE SR a3
A2 VERZERR .. ...... 85
A3 MAKEGEQ........ P e 85
A4 BGMN ....... ¢ BN SRS B SRR 6 SR BE Ewan saw LB

r‘w a1,
I Structurefile . . . . .. .. FE e h

Formatofthe +.istresulthle . . _ 101
Automatic refinement strategy . . . . ... L. CLL Ll Lol o 101
AS OUDUL . o oo B 101
A6 Formulainterpreter . . . . . _ . .. . .. ... ... ... ... ._.. 102
5 B Examples 107
Jorg:Bergmann; Dresden; Germany, B.1 Files for the example in chapter “User’s Gmde™ . . . . ... ... .. soams e~ LOG
Control file Ringverz.sav . . . . . . . .. ... 107
Resultfileringverzgar « :owoss o D 50 paare o9 o S eae 2w o 108
Structure file phsodemisty . v hosian L nreEe aw eEe wE weeEs ow 109
Control file pbsodanisav . . . . . . .. ... ... e e 109
PowderCellresultgraph . . . . . . . .. . ... .. ... ... ........ ... 110
RasMol result graph . BEcEGE LS SO SN RGN SRS Ol £ B oo DO
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From CIF to BGMN Structure Files (l)

CIF File

_chemical_name_mineral 'Anatase'

_symmetry_space_group_name_H-M 'I 41/a m d'

OK

Not available

Wrong format

BGMN STR File

PHASE=Anatase
SpacegroupNo=141

HermannMauguin=I14_1/a2/m2/d

_cell_length_a 3.7845 W it A=0.3784
_cell length_c 9.5143 rong uni C=0.9514
Ti OK (sort of...) E=TI+4
Not available Wyckoff=a
0.00000 x=0.00000
0.00000 OK y=0.00000
0.00000 z=0.00000
0.0052 0.0000 0.0000 Wrong format TDS=0.0045795
0.0052 0.0000 0.0070
O OK (sort of...) E=0-2
Not available Wyckoff=e
0.00000 x=0.00000
0.00000 oK y=0.00000
0.20806 z=0.20806
0.0117 0.0000 0.0000 Wrong format TDS=0.0056849
0.0027 0.0000 0.0072
RMSh
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From CIF to BGMN Structure Files (ll)

Cotegory __[solation

OK Can be mapped from CIF to STR
OK (sort of...) Can be mapped / or fixed easily
Wrong format / unit Need conversion
Not available PROBLEM!!I
PROBLEM!!!

gather more information from other sources

and fix manually
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From CIF to BGMN Structure Files (lll)

PROBLEM!!!

gather more information from other sources

and fix manually

- Find a better, more complete, CIF file
(e.g. from another structure refinement)

- Search for the same structure in a different database

- Find missing information elsewhere and add to CIF file

(original publication, different database, different publication)

RMS k ------- Testing « Research + Consulting
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PDF-4+ Database

— Etﬁwj;ﬁi

File Edit d-Spacings Tools Window Help
RS @Rr»ExEHPEHE
d-Spacings
Vieveleri ) [ Fixed Sit Intensity il
[cuka1 1540564 - = i@ = e -
I IB‘ 253060 (3516520 (999 |1 |0 [1 ]|
360496 (2430770 |63 | 1 |0 | 3 ¥ =
- =
= 377907 |2.373580 (197 |0 |0 | 4 gl g o0
=
BLERRAIRIE 385692 [2332340 |75 |1 | 1|2 il =
[/] Fixed Slit Intensity 430419 (1892250 (265 |2 |00 250
DS (= 1D P) 7] Varible Sit Intensity s1964 [175m80 |1 [2 02 | \ TR
53.3842 [1.700060 |163 | 1 | 0| 5 bt PR
[7] Integrated Intensity = iy s e T | || ||" | || ||| s e =
In B forl I Iat Pl G216 L hatin) 25 E 1 3 25 a0 75 100 125 150
[7] Smulated PF 626875 (1480820 [121 |2 | 0| 4 5
= e 687544 (1364200 |51 |1 | 1|6
(R R 1338020 |57 | 2|20 - |— 04-007-0701 (Fixed Slit Intensity) — 04-007-0701 (Calc)
| PoPN\Experimental | Physical | Crystal | Optical | Structire | MiscellancamfRatzren
| origin: [o1 | |centro . ,
WkaOff — SG Symmetry Operators (16) Atomic Coordinates (2)
Seq Atom | Num | Wyckoff | Symmetry b ¥ ~ SCF I IDP AET
1 Y2 =TT 4 am2 [T 0.0 00 10 oHM04ETI5  |6a
2 |x+y2,y+12,z41)2 Mo |2 e 2mm. 0.0 0.0 020806 |10 |os684s  [3#
3 x+1/2,y,z+3/4
4 XY +12-z+1/4 =
5 MYz Anisotropic Thermal Displacement Parameters (2)
6 W+1/2,-y+12, 7412
Sp aC e Group N 0 CR ey s—T || | Atom| mum | ADP11 ADP22 ADP33 ADP12 ADP13 ADP23
. R Py T T |1 [0.4w58  [0.41058  [0.5527 0.0 0.0 0.0
5 lyriaxti2, 22 o |2 Jos2a;e o213 058849 [0.0 0.0 0.0
. ;
N [z )
P T
\

| POF | ExperimedNgl | Physical | Crystal | optical | Structure | Miscellaneous | References | Comments

HM Symbol Sti” L ICDDCaIcuIahedPMters _.
in wrong format

T84

ZI_'_“}D—!
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From CIF to BGMN Structure Files

Profex CIF Import
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CIF to STR with Profex (I)

ﬁzpmfex MEES

Edit View PRun Instrument Window Help

23 Open Text File... Ctrl+0 & & * — @@@ _

E Open Graph File... Ctrl+G I

# Insert Scans... Ctrl+I

@ Remove Scan... File = Import CIF...

kH Save Ctrl+5

Wit coesniftS Select «Lesson 8 / Anatase.cif»
Recent Graph Files r
Recent Text Files b

= Print.. CtrI+P.

el wha oo = A ] PR A
Mumber of Space Group T 41fam d” Mumber of Space Group T 41fa md” [141
7
i Supported Settings Supported Settings

P1C1A1B1I1F1 g 14_1fa2jm2/d 14_1ja2/m2/d
From CIF

141 (from PDF-4+)

Equivalent BGMN format

ok || cancel |
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CIF to STR with Profex (ll)

Normally: Match HM Symbols

HermannMauguirfI4_1/a2/m2/d fg =1 OriginChoice=1 UniqueAxis =c Lattice =Tetragonal

Here: No difference, just click OK

o< J[ cance

: . Only used internally . =
Import CIF F |
Files stRFle | cirrle @ xMLFile |
Anatase.cif S — —

PHASE =Anataze //

Reference=amcsd_0013033 f/

Formula=Ti_02 f{

SpacegroupMo=141 Setting=1 HermannMauguin=I4_1/a2/m2/d Lattice =Tetragonal Uniqueaxis=c OriginChoice=1 j/ .
PARAM=A=0,373450_0.374665~0, 382235 PARAM=C=0,951430_0,941916"0.960944 [/ CheCk manua”y’ add -
RP=4k1=0 PARAM=k2=0_0"0.0001 B1=ANISO"0.01 GEWICHT =5SPHARG ff

GOAL=GrainSize(1,1,1) /f —6 - Element types
GOAL=my /f

GOAL=d f{ /f

GOAL:Anatase =GEWICHT *ifthenelse (fdef(d), exp(my=d=3/4), 1) // - Wyckoff sequences

E= Wyckoff= »=0,00000000 ¥=0,00000000 z=0,00000000 TDS=0.00136859
E= Wydkoff= x=0.00000000 y=0.00000000 z=0.20806000 TDS5=0.00307332

Warning: Mo Wyckeff information found in atem Ti. Check manually for standard setting!

Warning: Mo Wyckoff infermation found in atem O. Check manually for standard setting!

seom ] [_go
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CIF to STR with Profex (lll)

PHASE=Anatase //

Reference=amcsd_0019093 //

Formula=Ti 02 //

SpacegroupNo=141 Setting=1 HermannMauguin=I4_1/a2/m2/d Lattice=Tetragonal
UniqueAxis=c OriginChoice=1 //

PARAM=A=0.378450_0.37466570.382235 PARAM=C=0.951430_0.94191670.960944 //
RP=4 k1=0 PARAM=k2=0_070.0001 B1=ANISO”0.01] GEWICHT=SPHARG6 //
GOAL=GrainSize(1,1,1) //

GOAL=my //

GOAL=d // //

GOAL:Anatase=GEWICHT*ifthenelse (ifdef (d),exp (my*d*3/4),1) //

E=TI+4 Wyckoff=a x=0.00000000 y=0.00000000 z=0.00000000 TDS=0.00136859
E=0-2 Wyckoff=e x=0.00000000 y=0.00000000 z=0.20806000 TDS=0.00307932

- Add missing information (Element Types and Wyckoff Sequences)
- «Save STR»

- Save file in Structure Database Directory:
...\Profex-BGMN-Bundle-3.3.1\Profex\Structures
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CIF to STR with Profex (IV)

With correct and complete CIF files: No / minimal user input required

Try: «Lesson 8 / Lime.cif»

(R R i
imvon i =cct

= STRFle | CIFFile | XMLFie |
Lime.cif

PHASE=Lime |/

Formula=Ca_0 ff

SpacegroupMo=225 Setting=1 HermannMauguin=F4/m-32/m Lattice =Cubic §/
PARAM=A=0,481900_0.477081~0.486719 /f

RP=4k1=0 PARAM=k2=0_0-0.0001 B1=ANISO-"0.01 GEWICHT =SPHARS
GOAL=GrainSize(1,1,1) //

GOAL=my [/

GOoAL=d ff ff

GOAL:Lime =GEWICHT *ifthenelse{ifdef(d),exp{my*=d=3/4),1) /f

E=CA+2 Wyckoff=a x=0.00000000 y=0.00000000 z=0,00000000 TD5=0,00350000
E=0-2 Wyckoff=b »=0, 50000000 yv=0, 50000000 z=0, 50000000 TD5=0,00440000

Checking standard position for atom Ca
Checking standard position for atom O

Add Files Save STR Close
|
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SPACEGRP.DAT Browser

@ Profex- 3.20-alphal

o . ::L H H B' H Context Help F1
e : - BGMN Variabies... -
t?mjects & X BGMN SPACEGRP.DAT... “
Marme Status -

ofex...

Hermann Mauguin

127 « | |B_1/22/m2sd
128 4_1/a2/m2/d

Wyckoff Sequences Symmetry Operands

000
01/21/4

[
™
=

—Two "o on oo

[ergrergr
EES
|l

RM{} 20 s e e Testing < Research - Consulting



CIF to STR with Profex (VII)

Summary:

- Crystal structure data available from
various databases (free and commercial)

- Provided in CIF format
- Usually additional information required
- Semi-automatic conversion CIF = STR with Profex

- Manual fixing / verification required
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Profex Structure and Device Database

= [ e A\ Profex-BGMM-Bundle-3.3.1%Profext Stru cturesl

Organisieren » In Bibliothek aufnehmen - Freigeben fdr = Brennen Meuer Ordner S @

| BGMN-Templates = MName
J RMS & Aast 2
&l Zuletzt besucht :I 7
= AghO2.str [ Generate default contral file
= Al.str =
= Bibliotheken :‘ |cubix-ads-10mm.geq ™
i Bilder |_. Al203-Corundum.str b
" |=] AlI203-theta.str -
Dokumente File Mame Phase Comr *
: = alpha_Ft.str
JF Musik — [C] Ag.str Ag 04-001 =
B Videos =] alphaCPP.str [T] Ag20.str Ag20 04-004
F |£| alphaTCP.str [ AgNO2.str AgMitrite 04-008
= - - [E Alstr Al 04-01:
¥
8 Computer = Amm“”f”mD'hydmge”ph“phate‘m ] AIRO3-Corundum.str Corundum_AI203 04-00¢
& Lokaler Datentrager (C) [ Ammeniumsulphate.str [T] Al203-theta.str Al203-theta 01-08¢
“g ' ] Anatase.str [] alpha_Ft.str alpha_Ft
—w Lokaler Datentriger (D:) = [7] alphaCMP.str alphaCaMetaphosphate 04-01¢
8 DATA_RMS (ARMSDATALVWVOLL) (G ‘—' d : ; alphaCPPstr alphaCaPyrophosphate 04-00¢
& DOEBELINN (\RMSDATAAVOLAN = Arcanite.str [] alphaTCPstr alphaTCP 04-01¢
& A\ \ \ = B Ardealitectr ’ [7] AmmoeniumDihydrogenPhosphate.str AmmoniumDihydrogenPhosphate 01-08:
[T Amroniumsulphate.str Ammeoniumsulphate 04-00:
\ [T Anatase.str Anatase 04-003
N [ Aragonite.str Aragonite 01-0m
" [ Arcanite.str K2504 04-00¢
[T Ardealite.str Ardealite 04-011
Fl hnm—nic acid e Drmmmim A minl N oD X
4| i | 3
[ overwrite existing files 0K I [ Cancel
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Profex Structure and Device Database

View Run Instrument Wmdow Help

Dl— R PHKE | eML ., .un- @@@

exafle1 oM. B | exthfietsay ) | extenit) |

top\Examples-Test|Leszon 7\Example 4\ex4-file LXRDML

T T T T T T T T Al 203-Corundum T ! I
Al203-theta A}
alpha_Ft exd-filel 0

alphaCMP

| alphacpp

Show line positions

30.00
Angle [#2Theta]

Wavelength: 1.54060 A Angle: 17.065° Intensity: 783.775 cts d-Spacing: 5192 A Lined, Column 0 H
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