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Large amount of very high quality software is freely available off the internet.  (Screen dumps included in this talk for non-believers)

Much of this software is optimised for certain types of structure problems so knowing about the various available packages may assist in solving certain types of structure problems.

All the the following software is freely available for academics.  For commercial use, contact the authors.  Commercial use of some of the following mentioned suites can get a bit complicated as there are multiple authors depending on the "plugin" programs you use.  Will try to point out what is freely useable without restriction but please recheck before using.

CCP14 is an EPSRC Project to make this software as easily available to academics as possible using the World Wide Web.

Most of this software is mirrored at the CCP14 web site at:

http://www.ccp14.ac.uk

Researchers are most at risk from not knowing what they do not know so summaries of resources and programs are mentioned with some examples to give an idea of what they are like to use.


Data Conversion/Importing Data

For importing and converting powder diffraction data a vareity of programs exist which in combination can pretty much get you from one format to another.  Use of a text editor and spreadsheet may be occassionally required.  

These Include:


ConvX, Powder v2.00, Powder X, Winfit

A very good text editor is the freeware PFE Editor:


http://www.lancs.ac.uk/people/cpaap/pfe/

Refer:  Data Conversion/Importing data/structures

http://www.ccp14.ac.uk/solution/powderdataconv/

Structure Importing and Conversion:


Be careful with these and check the results.


Best program at the moment is the shareware program CRYSCON



http://www.shapesoftware.com

Example of the ConvX for Windows Program:
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Crystal Structure Databases

If you are an academic working in the UK, you have free access to all the main Crystal Structure Databases via the EPSRC funded Chemical Database Service (CDS).  You can register (no charge) at:

http://www.dl.ac.uk/CDS/cds.html

Otherwise, you either have to pay for full access or CD-ROMs to the owners of the databases:


CRYSTMET: http://www.tothcanada.com


ICSD: http://www.fiz-karlsruhe.de/icsd_.html


CCDC: http://www.ccdc.cam.ac.uk

However there are freely available web resources that could help you out:


ICSD Demo on the web: 



http://barns.ill.fr/dif/icsd/


American Mineralogist:



http://www.geo.arizona.edu/xtal-cgi/test/

Also refer to the following page for other databases and spacegroup information databases:



http://www.ccp14.ac.uk/database.htm



http://www.iucr.org/cww-top/data.index.html




Example of Freely Available ICSD (Inorganic Crystal Structure Database) Demonstration Version via the World Wide Web:
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Search Match for Powder Diffraction

Two main parts to perform computer based search-match:


Have a Powder Diffraction Database


Search-match software that uses the above database to search.

Database


ICDD has the commercial database area cornered



http://www.icdd.com


If working in a specialised area, you can generate your own high quality database through synthesizing phases for data collection and/or calculating patterns from crystal structures.

Nearly all Search-match programs are commercial:


Known exceptions being:



Brian Toby's "Portable Logic Program" (UNIX)



"MacDiff" for Apple Mac freeware by Rainer Petschick

Refer to, "Available Search-Match Software":


http://www.ccp14.ac.uk/solution/search-match.htm


Powder Diffraction Utility Software

Examining Data, peak finding, background stripping, alpha-2 stripping


Powder X, Powder v 2.00, etc

Example of PowderX for Windows

Graphical evaluation, backtground stripping, smoothing, alpha stripping, peak find and pass to treor indexing


Full GUI Operation

Alpha2 Strip, Background Strip, Peak Find
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Compute Zero Shift, Pass onto Treor Indexing
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Peak Profiling

For Overall Summary of available peak profiling software refer to:

http://www.ccp14.ac.uk/solution/peakprofiling/

These include: XFIT, Winfit, Winplotr,...

Example of XFIT for Windows:
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Powder Indexing

Non-trivial endeavour

For Overall Summary of available powder indexing software refer to:

http://www.ccp14.ac.uk/solution/indexing/

This includes specialist powder such as supercel from Juan Rodriguez-Carvajal for indexing Super Cell and Incommensurate cells.

At present the CRYSFIRE software by Robin Shirley links 8 different indexing programs (ito, dicvol, treor, taup, kohl, lzon, fjzn and losh) together with a common interface and using intelligent defaults.

Example of CRYSFIRE Screen prompting the saving into one of 8 different indexing program formats:
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Single Crystal Indexing/Spacegroup Assignment

Most hardware vendors provide options for indexing but there are freestandanding programs that can provide other options.

ABSEN Single Crystal Program by Patrick McArdle

Absen comes with the ORTEX and WinGX suites.

Various statistical analysis options, such as comes with WinGX:
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Indexing, spacegroup reasignment options within Platon/System S by Ton Spek.
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Unit Cell Refinement

For Overall Summary of available unit cell refinement software refer to:

http://www.ccp14.ac.uk/solution/unitcellrefine/

This includes:

Celref, LAPOD, Refcel, Unitcell, Eracel, Powder v2.00, XLAT, etc

Example of Celref for Windows by Jean Laugier and Bernard Bochu performing Graphical Unit Cell refinement on calcite in a multi-phase mixture:
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Full Profile Fitting

For Overall Summary of available full profile analysis refer to:

Le Bail based: http://www.ccp14.ac.uk/solution/lebail/

Pawley Based: http://www.ccp14.ac.uk/solution/pawley/

The most common method of full profile fitting is that of Le Bail fitting, which is in most Rietveld packages.

Following is an example of using Fullprof Rietveld with the Winplotr for Windows program:

[image: image16.png]B winPLOTR [Laboratoi
Fle Pl Options Ports Seection X space

Leon Brilloui

(CEA-CNRS)] EIE

Calculations _ PRF optionsText_Esteral applications _ Help

=(@] 8| RIQIGIR| Flre] 2

Y203 - IUCr CPD Round Robin, et.al- Philips XRD

90000 T T T T T T T
y203 prf
70000 | . Vobs 4
— ¥ealo
= — ¥obs-Yealo
s Bragg_position
£ s - - -
g
3
S 30000 |- i -
10000 = -
[ FEEEEEEE TEEEEEEEREEE FEUTERERELELE DT O o mmmmn g
10000 |- -
PR
30000 n n n n n n n
0 20 40 60 80 100 120 140 160
280
110-18-1999 1123 NUM [ X= =

gstart| lachen | By Exploring - wi

| 5 pache ta..| 5 ECP18 Hame..| BELCEPY Hare. | (5007 The s | g Miosa o[- winPLOTR | |l oM % 01






Powder Structure Solution

Non-trivial endeavour.  (though indexing can be the limiting step in many attempted structure solutions)

EXPO - Direct Methods (Sirware Group)


http://www.ba.cnr.it/IRMEC/SirWare_main.html


http://www.ccp14.ac.uk/ccp/web-mirrors/sirware/IRMEC/SirWare_main.html
ESPOIR (Armel Le bail)  Monte Carlo method - normally use as last resort.


http://www.cristal.org/sdpd/espoir/


http://www.ccp14.ac.uk/ccp/web-mirrors/armel/sdpd/espoir/

If EXPO fails, used Le Bail or Pawley extrated data with Single Crystal Software


EXPO :


Direct Methods Structure Solution from Powder Data


Initially Run with an ASCII Input File


Then Controlled by the GUI Menu

Starting Information:

%struct cime

%job cimetidine -- Synchrotron data

%init

%data

range  8.01 84.99 0.01

pattern cime.pow

cont s 4 c 40 n 24 h 64

wave 1.52904

cell     10.6986  18.8181 6.8246 90.000 111.284 90.000

space p 21/n

sync

double

%extraction

%continue

Select the Control File and Start the Solution:
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Profile Fitting/ Le Bail Extraction:
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Starting the Direct Methods:
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Fourier Cycling:
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Presenting the Final Result for Evaluation:
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Single Crystal Structure Solution

(Applicable for Extracted Powder Data)

Shelxs 86/97- Direct Methods and Patterson Option


http://shelx.uni-ac.gwdg.de/SHELX/index.html

Sir92/97 - Direct Methods


http://www.ba.cnr.it/IRMEC/SirWare_main.html


http://www.ccp14.ac.uk/ccp/web-mirrors/sirware/IRMEC/SirWare_main.html

Crunch - Direct Methods


http://www-xtal.sci.kun.nl/xtal/documents/software/crunch.html


http://www.ccp14.ac.uk/ccp/web-mirrors/dirdif/xtal/documents/software/crunch.htmL

Dirdif - Patterson Methods for heavy atoms and fragments 


http://www-xtal.sci.kun.nl/xtal/documents/software/dirdif.html


http://www.ccp14.ac.uk/ccp/web-mirrors/dirdif/xtal/documents/software/dirdif.html


Windows: 
http://www.chem.gla.ac.uk/~louis/dirdif/




http://www.ccp14.ac.uk/ccp/web-mirrors/farrugia/~louis/dirdif/

Patsee - Fragment Search


http://www.org.chemie.uni-frankfurt.de/egert/patsee.html


http://www.ccp14.ac.uk/ccp/web-mirrors/patsee/egert/patsee.html

Sir97 running to try and solve a structure:
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Dirdif solving a Structure:
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2D-3D Model Building Software

(Applicable for Generating 3D fragments for Patsee/Dirdif Orient)

Refer:


http://www.ccp14.ac.uk/solution/2d_3d_model_builders/

E.g., CORINA (COoRdINAtes):


http://www2.ccc.uni-erlangen.de/software/corina/free_struct.html

Comes with a Java Molecule Editor for building up the 2D structure over the web:
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Single Crystal Structure Refinement

Shelxl


http://shelx.uni-ac.gwdg.de/SHELX/index.html

Crystals


http://www.xtl.ox.ac.uk/


http://www.ccp14.ac.uk/ccp/ccp14/ftp-mirror/crystals/pub/crystals/

CAOS/Sir97


http://www.isc.mlib.cnr.it/caos/


http://www.ccp14.ac.uk/ccp/web-mirrors/caos/caos/


http://www.ba.cnr.it/IRMEC/SirWare_main.html


http://www.ccp14.ac.uk/ccp/web-mirrors/sirware/IRMEC/SirWare_main.html

JANA


http://www-xray.fzu.cz/jana/jana.html


http://www.ccp14.ac.uk/ccp/web-mirrors/jana/jana/jana.html

GSAS


ftp://ftp.lanl.gov/public/gsas/


http://www.ccp14.ac.uk/ccp/ccp14/ftp-mirror/gsas/public/gsas/

Fullprof  (is included with Winplotr)


ftp://bali.saclay.cea.fr/pub/divers/winplotr/


http://www.ccp14.ac.uk/ccp/ccp14/ftp-mirror/fullprof/pub/divers/winplotr/




Example of GUI CRYSTALS for Windows:


(in the following case, automatic hydrogen placement via the guided automatic GUI script)
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Select 3 atoms of interest to perform a difference Fourier Map and view in Michal Husak's Marching Cubes 3D Fourier Map viewing program:
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Powder Structure Refinement

(Rietveld Refinement)

Large range of programs to choose from:


http://www.ccp14.ac.uk/mirror/mirror.htm

Freely Available Rietveld Software
(Contact Names are provided)

ARITVE


Armel Le Bail - armel@fluo.univ-lemans.fr


Refinement of Glasses, ASCII Control file

http://fluo.univ-lemans.fr:8001/aritve.html


http://www.cristal.org/aritve.html

http://www.ccp14.ac.uk/ccp/web-mirrors/armel/aritve.html


ftp://ftp.minerals.csiro.au/pub/xtallography/ccp14/ccp/web-mirrors/armel/aritve.html

BGMN


Joerg Bergmann - support@bgmn.de


Fundamental Parameters Rietveld

http://www.bgmn.de


http://www.ccp14.ac.uk/ccp/web-mirrors/bgmn/


ftp://ftp.minerals.csiro.au/pub/xtallography/ccp14/ccp/web-mirrors/bgmn/index.html
DBWS


Ray Young - r.young@physics.gatech.edu


DBWS Style Control File, Includes a DB2dI program for converting a Rietveld output into an appropriate D/I format suitable for submission to the ICDD.


Contact the author on the above E-mail address.
DEBVIN


Sergio Bruckner - sergio.bruckner@dstc.uniud.it


Rietveld refinement with generalized coordinates subjected to geometrical restraints.  Applications in refinement of polymers.

ftp://ftp.cc.uniud.it/DEBVIN/


http://www.ccp14.ac.uk/ccp/ccp14/ftp-mirror/debvin/DEBVIN/


ftp://ftp.minerals.csiro.au/pub/xtallography/ccp14/ccp/ccp14/ftp-mirror/debvin/DEBVIN/

EXPO


Sirware Group - cryst@area.ba.cnr.it


While mainly for Structure Solution, also has menu driven Rietveld.


http://www.ba.cnr.it/IRMEC/SirWare_main.html


http://www.ccp14.ac.uk/ccp/web-mirrors/sirware/IRMEC/SirWare_main.html


Fullprof for UNIX and PC


Juan Rodriguez-Carvajal - juan@bali.saclay.cea.fr


DBWS Style Control file with large variety of functionality.


ftp://charybde.saclay.cea.fr/pub/divers/fullprof.98/

http://www.ccp14.ac.uk/ccp/ccp14/ftp-mirror/fullprof/pub/divers/fullprof.98/


ftp://ftp.minerals.csiro.au/pub/xtallography/ccp14/ccp/ccp14/ftp-mirror/fullprof/pub/divers/fullprof.98/

WinPlotr Graphics link into Fullprof with enhanced functionality:



http://www-llb.cea.fr/winplotr/winplotr.htm



http://www.ccp14.ac.uk/ccp/web-mirrors/plotr/winplotr/winplotr.htm



ftp://ftp.minerals.csiro.au/pub/xtallography/ccp14/ccp/ccp14/ftp-mirror/fullprof/pub/divers/plotr/

GSAS for UNIX and PC


Bob Von Dreele - vondreele@lanl.gov


Menu driven interface with large vareity of functionality including Fourier map generation and viewing, ORTEP, Texture Analysis


ftp://ftp.lanl.gov/public/gsas/

http://www.ccp14.ac.uk/ccp/ccp14/ftp-mirror/gsas/public/gsas/


EXP Tcl/Tk GUI - new GUI replacement of expedit being developed by Brain Toby:



http://www.ncnr.nist.gov/programs/crystallography/



http://www.ccp14.ac.uk/ccp/web-mirrors/briantoby/programs/crystallography/

Koalariet


Alan Coelho - CCP14 Contact - L. Cranswick (l.cranswick@dl.ac.uk)


Fundamental Parameters Rietveld - sequel is called "TOPAS" by Bruker

http://www.ccp14.ac.uk/tutorial/xfit-95/xfit.htm

LHPM/Rietica for Win95/NT


Brett Hunter - bah@ansto.gov.au


Full GUI and/or DBWS ASCII file driven, Fourier Maps, I.D. Brown bond-valence analysis.


ftp://ftp.ansto.gov.au/pub/physics/neutron/rietveld/Rietica_LHPM95/

http://www.ccp14.ac.uk/ccp/ccp14/ftp-mirror/ansto/pub/physics/neutron/rietveld/Rietica_LHPM95/
MAUD for Java


Luca Lutterotti - Luca.Lutterotti@ing.unitn.it


Sequel to Rietquan and all menu driven; concentrating on size/strain/stress analysis


http://www.ing.unitn.it/~luttero/

http://www.ccp14.ac.uk/ccp/web-mirrors/lutterotti/~luttero/


ftp://ftp.minerals.csiro.au/pub/xtallography/ccp14/ccp/web-mirrors/lutterotti/~luttero/index.html
PREMOS/REMOS


Akiji Yamamoto - yamamoto@nirim.go.jp


Modulated Structure Refinement


http://www.nirim.go.jp/~yamamoto/


http://www.ccp14.ac.uk/ccp/web-mirrors/remos/~yamamoto/

Profil


Jeremy Cockcroft - cockroft@gordon.cryst.bbk.ac.uk


Part of the PDPL Powder Diffraction Suite


ftp://img.cryst.bbk.ac.uk/pdpl/


http://www.ccp14.ac.uk/ccp/ccp14/ftp-mirror/profil/PDPL/


ftp://ftp.minerals.csiro.au/pub/xtallography/ccp14/ccp/ccp14/ftp-mirror/profil/PDPL/


Riet7/SR5 


Ian Madsen - ian.madsen@minerals.csiro.au


DBWS Style Control File, Variable Count Time Data


ftp://ftp.minerals.csiro.au/pub/xtallography/


http://www.ccp14.ac.uk/ccp/ccp14/ftp-mirror/csirominerals-anon-ftp/pub/xtallography/

RIETAN


Fujio Izumi - izumi@nirim.go.jp


Structure Refinement, Interpreted ASCII File


http://www.nirim.go.jp/~izumi/


http://www.ccp14.ac.uk/ccp/web-mirrors/rietan/~izumi/


ftp://ftp.minerals.csiro.au/pub/xtallography/ccp14/ccp/web-mirrors/rietan/~izumi/index.html

Rietquan for Windows


Luca Lutterotti - Luca.Lutterotti@ing.unitn.it


Menu driven; concentrating on size/strain/stress analysis.  Superceded by MAUD for Java.


http://www.ing.unitn.it/~luttero/

http://www.ccp14.ac.uk/ccp/web-mirrors/lutterotti/~luttero/


ftp://ftp.minerals.csiro.au/pub/xtallography/ccp14/ccp/web-mirrors/lutterotti/~luttero/index.html
Simref


Harold Ritter - harald.ritter@uni-tuebingen.de


Simultaneous Rietveld Refinement with Multible Powder Datasets High temperature experiment; Incommensurate structure refinement


Simpro Pawley software and MEED Maximum entropy also available.


http://www.ccp14.ac.uk/ccp/web-mirrors/pki/uni/pki/index.html


ftp://ftp.minerals.csiro.au/pub/xtallography/ccp14/ccp/web-mirrors/pki/uni/pki/index.html

XND


Jean-Francois Berar - berar@polycnrs-gre.fr


Simultaneous Rietveld Refinement with Multible Powder Datasets High temperature experiment; Incommensurate structure refinement, Can handle "parasitic emission lines" such as CukB, Tungsten


http://RX-Crg1.polycnrs-gre.fr/public/xnd/xnd.html


ftp://labs.polycnrs-gre.fr/pub/xnd/

http://www.ccp14.ac.uk/ccp/web-mirrors/xnd/public/xnd/xnd.html


http://www.ccp14.ac.uk/ccp/ccp14/ftp-mirror/xnd/pub/xnd/


ftp://ftp.minerals.csiro.au/pub/xtallography/ccp14/ccp/web-mirrors/xnd/public/xnd/xnd.html


ftp://ftp.minerals.csiro.au/pub/xtallography/ccp14/ccp/ccp14/ftp-mirror/xnd/pub/xnd/

XRS-82/DLS-76


Christian Baerlocher - baerlocher@kristall.erdw.ethz.ch


Structure Refinement, ASCII Control Files


http://kristall.erdw.ethz.ch/software/soft.html


http://www.ccp14.ac.uk/ccp/web-mirrors/ethz/software/soft.html


ftp://ftp.minerals.csiro.au/pub/xtallography/ccp14/ccp/web-mirrors/ethz/software/soft.html


Rietveld Program Interfaces

Interfaces into Rietveld programs vary from GUI, ASCII and direct editing of an ASCII file.

GUI LHPM/Rietica for Windows
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EXPGUI for GSAS:
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Single Crystal Suites

(Applicable to Powder Diffraction)

Single crystal suites can be very powerful as they allow users to quickly pick and mix a variety of programs at the click of a button.

ORTEX - Patrick McArdle


Shelx86/Shelx97 for Structure Solution

WinGX - Louis Farrugia


Shelx86/Shelx97, Sir92/Sir97, Dirdif, Patsee for Structure Solution

System S/Platon - Ton Spek


Shelx86/Shelx97, Sir97, Dirdif, Crunch Structure Solution

Crystals –Watkin, Prout, Carruthers, Betteridge, R.I. Cooper


Shelxs and Sir for Structure Solution


Single Crystal Suite Examples

Note: it is almost impossible to do justice to any of these single crystal suites withing the time allowed.

ORTEX: Selecting the structure rendering option 
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Examining a structure in ORTEX
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WinGX menu system set in a logical sequence:
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Looking At Fourier Maps in a Zeolite:
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Platon/System S with menu system set in a logical sequence:


Suggests using EXOR to automatically build up a structure.

[image: image34.png]SYSTEHNH-S

[SYSTEM - §

Optiontenus

|[COG ™ RELINK]

IABST/P/XTAL

Status = PhaoseDetfor sdemo From tm/sg/pn/ = 01/014/002 - PHASE SHELXSB6

EDIT-SHXins

WuveLenth 0.71073  Elem C HG
Temp (K Form 10 12 6
a 4 0007(0.0010 Unlt 20 24 12
b 7.7300(0.0008 Cont 0 0240

(
E
alpha 90.000¢( mulmm) 0.00 2922 119 0 I gt 2.0 % StgmalI)
beta ( dix) 1.466 Space Gr‘ou P21/c Nref 0 0
amma S0, ODGé ﬁp

ol 516

0 R 0.000 wR2 0.000

o)
)
c 16.9517(0. 0024§ Faces 0 Nmeas Nuni Nobs Rav 0.037 0.000
)
)
)

0 0
0.016
0,000 AtVol 16.2  Nsym
910.16 z 2

Appliled TRMX THmln» THmax
1 0 a Hmln, Hmax
) -1 Hmln, Hmax

-1 0 -1 Hmins Hmax

Programs SHELXS86

[FRIR SPoR|
[FORMILA 2|
[ERELRS PATT|
[TRDIF ORNT|
[F86 iR cRU|
[EXOR /S/D/E]
[ERECRL-T5D |
EHELRL=ANTS |
[DELABS MOLA|
[FOTFHFIX|
[EHELRL-HATS|
EHELRL /BT
[PLUTEN REN|
[PLATON ADP |
TNVRT HFREE]

s.res Resolves to flle: /user2/ccpl4/platon/s/sdemo/01/014/002/s.res
s.hkl Resolves to flle: /user2/ccpl4/platon/s/sdemo/hklf/shelx.hkl
.s.dbf Resolves to flle: /user2/copl4/platon/s/sdemo/01/014/002/.s.dbf

RSV VIEW
[SQUEEZE FCF

The EXOR function performs o population and difference Fourler reflnement.
The procedure should complete the structure and ellmtnate ghost pecks.
Alternatlves to expand/complete the model are : EXORS and SHELXL ISO 0 .
Click on ACCEPT-DEF or HLt RETURN to accept suggested default Ln [I.

[ADOSTH SaLV|
[VALT REPORT|
[[StRES 5%P5]
[RECEPT-DEF |

INSTRUCTION INPUT via KEYBOARD or LEFT-MOUSE-CLICKS (HELP with RIGHT CLICKS)

>>s[EXOR]

Exit

Menuactive






Structure Quality Checking

(Applicable to Powder Diffraction)

WinGX Structure Checking and Analysis Options
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Platon (comes with WinGX and stand-alone for Windows):


Structure checking options such as:  Addsym, newman


Running Addsym in Platon checking for missing symmetry.  It does not find any in this case but this can be a very powerful routine check.
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Specialist Applications

(Single Crystal and Powder Diffraction)

Charge Density


Project XD


http://www.chem.gla.ac.uk/~paul/paul.html

Anharmonic Refinement


List of Software:


http://www.ccp14.ac.uk/solution/anharmonic/

Incommensurate Structure Refinement


List of Software:


http://www.ccp14.ac.uk/solution/incomm.htm


Quantitative Phase Analysis

Non-trivial and in many cases, custom solutions may be required.

Rietveld programs are commonly used for Quantitative Analysis (refer above list)

Refer to non-Rietveld references cited in:


http://www.ccp14.ac.uk/poster-talks/david-hay-quant-notes-axaa99/


Materials Analysis Rietveld/Texture Software

Generic powder programs are often used adapted for specific problems.

GSAS - used for Texture analysis

Pole Figure, Texture Analysis

BEARTEX for Windows


Rudy Wenk - wenk@seismo.berkeley.edu


Texture, Pole figure, Calculates Orientation Distribution 


http://www.seismo.berkeley.edu/~wenk/beartex.htm


http://www.ccp14.ac.uk/ccp/web-mirrors/beartex/~wenk/beartex.htm

GSAS for UNIX and PC


Bob Von Dreele - vondreele@lanl.gov


Menu driven interface with large vareity of functionality including Fourier map generation and viewing, ORTEP, Texture Analysis


ftp://ftp.lanl.gov/public/gsas/

http://www.ccp14.ac.uk/ccp/ccp14/ftp-mirror/gsas/public/gsas/


EXP Tcl/Tk GUI - new GUI replacement of expedit being developed by Brain Toby:



http://www.ncnr.nist.gov/programs/crystallography/



http://www.ccp14.ac.uk/ccp/web-mirrors/briantoby/programs/crystallography/

MAUD for Java


Luca Lutterotti - Luca.Lutterotti@ing.unitn.it


Sequel to Rietquan and all menu driven; concentrating on size/strain/stress analysis


http://www.ing.unitn.it/~luttero/

http://www.ccp14.ac.uk/ccp/web-mirrors/lutterotti/~luttero/


ftp://ftp.minerals.csiro.au/pub/xtallography/ccp14/ccp/web-mirrors/lutterotti/~luttero/index.html
popLA


John Bingert - bingert@lanl.gov


Texture Analysis and Modeling.


http://www.mst.lanl.gov/cms/poplalapp.html


http://www.ccp14.ac.uk/ccp/web-mirrors/popla/cms/poplalapp.html


Materials Analysis Rietveld

MAUD (for Java PC/Mac/UNIX)


Crystallite size and shape
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Pole figure/Refinement wizard
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Powder Diffraction Pattern Calculation

Most Rietveld Programs can calculate powder patterns but may not be all that friendly to use compared to the following dedicated software:

Powder Cell


http://www.bam.de/a_v/v_1/powder/e_cell.html

Imports common file formats and GUI based editing of structure:
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GUI based manipulation of structure as well as powder pattern.
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Poudrix


http://www.ccp14.ac.uk/ccp/web-mirrors/lmgp-laugier-bochu/

Imports common file formats and GUI based editing of structure:

Can accurately model Anomalous Dispersion for Synchrotron X-rays.
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Structure Visualisation and Photorealistic Hardcopy Output

Examples of Software that can do this:


(problem can be that or having a high enough quality printer)

ORTEX:


http://www.nuigalway.ie/cryst/


http://www.ccp14.ac.uk/ccp/web-mirrors/ortex/cryst/


Just open up a Shelx format *.INS/*.RES file and go for it
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GUI WinOrtep 3/WUI WinStruplo/WinGX


http://www.chem.gla.ac.uk/~louis/software/


http://www.ccp14.ac.uk/ccp/web-mirrors/farrugia/~louis/software/

Can load a variety of structure formats including some Rietveld formats such as GSAS, LHPM, Fullprof, Rietan.
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Platon


http://www.cryst.chem.uu.nl/platon/


http://www.ccp14.ac.uk/ccp/web-mirrors/platon-spek/platon/
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PowderCell


http://www.bam.de/a_v/v_1/powder/e_cell.html


http://www.ccp14.ac.uk/ccp/web-mirrors/powdcell/a_v/v_1/powder/e_cell.html

(get the latest 2.1 beta version from the authors via E-mail)
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Utilities

(almost anything you can think of is available on the internet)

Scientific Graphing


DPLOT for Windows:



http://smd4d.wes.army.mil



http://www.ccp14.ac.uk/ccp/web-mirrors/dplot/

Finding and replacing text in mass of ASCII files:


BKReplace for Windows



http://www.orbit.org/replace/

General Shareware/Freeware Utility Software


Some of the Windows Related Sites:



TUCOWS 

http://www.tucows.com



windows95.com
http://www.windows95.com/



Wuarchive

http://wuarchive.wustl.edu/



simtel.net


http://www.simtel.net/simtel.net/



Garbo


http://garbo.uwasa.fi/



WinFiles.com

http://www.winfiles.com/



32bit.com


http://www.32bit.com/



download.com

http://www.download.com/

Free UNIX Operating Systems


Linux



refer: http://www.ccp14.ac.uk/solution/linux/


FreeBSD



refer: http://www.ccp14.ac.uk/solution/bsdunix/

Freely Available Compilers, GUI Building Kits and Source Code


http://www.ccp14.ac.uk/recomm/


Downloading of Software

The above software and resources can be downloaded via the CCP14 site:

http://www.ccp14.ac.uk
If any queries, E-mail:

ccp14@dl.ac.uk

or:

L.Cranswick@dl.ac.uk

