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[ Rietveld packages that can refine magnetic structures

FullProf Suite: https://www.ill.eu/sites/fullprof/

FullProf Suite

Crystallographic tools for Rietveld, profile matching & integrated intensity refinements of
X-Ray and/or neutron data

The FullProf Suite (for Windows and Linux) is formed by a set of crystallographic programs (FullProf, WinPLOTR, EdPCR, GFourier, etc...) mainly developed for Rietveld
analysis (structure profile refinement) of neutron {constant wavelength, time of flight, nuclear and magnetic scattering) or X-ray powder diffraction data collected at
constant or variable step in scattering angle 2theta

The different programs can be run either in stand alone form (from a console window or dicking directly in a shortcut) or from the interfaces WinPLOTR and/or
EdPCR.

The programs within the FullProf Suite are distributed in the hope that they will be useful, but WITHOUT ANY WARRANTY of being free of internal errors. In no event
will the authors (or their institutions) be liable to you for damages, incuding any general, special, incidental or consequential damages arising out of the use or
inability to use the programs (including but not limited to loss of data or data being rendered inaccurate or losses sustained by you or third parties or a failure of the
program to operate with any other programs). The authors are not responsible for erroneous results obtained with the programs.

JANA: http://jana.fzu.cz/
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‘CRYSTALLOGRAPHIC COMPUTING SYSTEM FOR STANDARD AND MODULATED STRUCTURE!
Vaclav Pefricek, Michal Dusek & Lukas Palatinus

News

August 11, 2016 Deadline for the late abstract submission to ECM30 in Basel,
Switzerland

Jana2006 is a crystallographic program fo-
cused to solution, refinement and interpre-
tation of dificult, especially modulated
structures. It calculates structures having up
to three modulation vectors from powder as
well as single crystal data measured with
X-ray or neutron difraction. The input
diffraction data can be unlimitedly com-
bined, the combination of powdar neutron
data with single crystal X-ray data being a
typical example. The structure solution can
be done using the built-in charge flipping
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July 4.8, 2015 3rd International School on Aperiodic Crystals: application deadline 1
April 2016

October 28, 2015 Maintenance release of Jana2006 for Windows can be obtained in
supports better magnatic structures and

area. It
electron diffraction.
January 24, 2015 APERIODIC2015: abstract submission, deadline 30 April

May 01, 2014 New reference for Jana2008: Pefricek, V., Dusek, M. & Palatinus, L. (2014).
Z Kristallogr. 229(5), 345-352_DOI 10.1515/zkri-2014-1737

March 12, 2014 Zeitschrift fuer Kristallographie offers free online access to the journal's
presentand previous issues until June 30,2014.
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GSAS/ EXPGUI: https://subversion.xray.aps.anl.gov/trac/EXPGUI
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Welcome to the EXPGUI Trac site

3 wib system foe actens to the EXPGUL package. to log pr with the package, ared to see what has badn ch
nor-Arganse ervers may b long out of date, Note there are several datribution muchanisms svailable for install

e

tmeallation Fotes:
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5, Mac 0% X, or Linux For details an haw 1o install,

EXPGUI links:

EXPGUL projec

GEAS & EXPGUL links;

GSAS-2 : https://subversion.xray.aps.anl.gov/trac/pyGSAS

subversion.oray.aps.anl.govt
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GSAS-ll Home

51l s an open source Python project that addresses all types of crystallographic studies, from simple materials through macromolecules, wing both powder and single-crystal aﬂruuiuu and
with both x-ray and neutron probes. Measurements can be constant wavelength or TOF (thanks to support from Oak Ridge National Lab.) GSAS-11 supports everything that GSAS/EXPGUL doe:

except for magretic scattering, but GSAS-I1 also handles all the steps in dffraction H’IH|!’BI: such as data reduction, peak nnnlrsls. lIIdElII“J. Pawley fits, small-angle scattering fits, s\ru(.llre
solution in addition to structure reflnenmn’.. n (au be u:ed mlll Idrqe collections of related datasets for repeated and for aric fitting to these results, The source code
can be found at o hitps:/ ersion.x

The code is changing on 3 regular basis, so expect things to break from time to time (see bug reporting, below). Be sure to Update’ frequently to stay abreast of new features 3¢ they are added.
of you use GSAS-I1, please sign up for the GSAS-1 malling llst, see web page o+http
Installation instructions

fwwew aps.anl.gov/ mallmanglistinfa/G545-11 and please clte It.
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RIETAN : http://fujioizumi.verse.jp/download/download Eng.html

* CH Tujioizumiverse jp, dow

Distribution Files for the RIETAN-FP-VENUS Package

We have been developmg programs to analyze crystal structures from Xosay and neutron powder duffraction data and vissalize results of the analyses as well as electronsc-state calculatons m three danensions.
Through dssmbution of these programs free of charge. we wish 10 promote quanham-beam technology and work on a social action program of NIMS

Thas Web page allows you to download e arclave files for Wandows 78 and 0% X 106 (Suew Leopard) or later. Each of them contams Fortras progras lavied below. examples of thea execution. aa mtegrated
assistance environment for RIETAN-VENUS, PDF masuals, etc.

1 Aumlll-pm]w pattern-fitting system RIETANFP o2 81 (the ssceevior 1o RIETAN-2000)

2 ORFFE 10 from lamtice and resulting from R 1d amalysis with RIETAN-FP
3 lu.ﬂfbaemm Ist (standard outpen of RIETAN-FP) plus dst (\ulAml cutput of ORFFE) 1o * cif

3 An scrobati bank script, MPE st consmand, for suteusatsc MPF analyses

5 analyze diffractson data by the maxinwem-estropy Patterson method

5 MADEL 10 calcuate site potentials snd Madelueg eeergies from Itice 30d struchure pannsecers.

s MENE-based pattern fising (MPF). RIETAN.FP and Dysnoemia are aliemately executed while examuning distribution of electron or moclear densisies revulting from MEM analysss. Wath MPF_nwln command
1w or more MPF analyses, where standard uncertaisties of [Fy| are adjusted as specified by the user, can be excouted automatically

VESTA (the sccessor 1o VICS and VEND) and Dyvspomua (the successor to PRIMA) in the VENUS system are dssmbuted in [P-Manesals.

The sutasce emviomsests for Wandows and 05 X, respectively, function on two sasor text edstors. Eudemans Eduer

Jedit X, poprilar sn Japan

— Newtron Sciences

SPALLATION RLUTRON SOURCE
L 11 Y

=)
c\)
=
)
)
7]
6B

9]

I

=

oo



https://subversion.xray.aps.anl.gov/trac/EXPGUI
https://subversion.xray.aps.anl.gov/trac/EXPGUI
https://subversion.xray.aps.anl.gov/trac/EXPGUI
http://fujioizumi.verse.jp/download/download_Eng.html
https://subversion.xray.aps.anl.gov/trac/pyGSAS

0 Symmetry analysis tools for creating magnetic models:

SARAh Representational Analysis:
https://dl.dropboxusercontent.com/u/8933134/Website/Site/Software/Software.html

€« C' & & https//dl.dropboxusercontent.com/u/8933134/Website/Site/Software/Software html @ %
Welcome Highlights Awards Presentations Publications Software
Bond valence i guide gneti tutorials and lectures Teaching

Software downloads

Overview

On these pages you can find download links for the
software SARAh and VaList. These codes are by
researchers throughout the world and companies,
including 3M and Toyota, to help them understand
magnetic (spin) structures, crystal structure distortions
and charge ordering.

Baslreps (FullProf_Suite)
https://www.ill.eu/sites/fullprof

€« C' # |8 https//www.ill.eu/sites/fullprof/php/programsfa7c.html?pagina=GBasireps f

FullProf Suite e

File Run Results Help Exit

Crystallagraphic tools for Rietveld, profile matching & integrated-intensity refinements of =
X-Ray and/or neutron data D@ 282 X |

Introduction

——®&-+Baslreps

Irreducible representations of Space Groups
f Basis functions of polar & axial vector properties

Programs

GBasireps

FullProf Code of files: |

The program GBaslreps is a front-end intended to be used with the command line "Baslreps"

WInPLOTR watking Directary | Browse...|

The program Baslreps calculates the irreducible representations (irreps) of the so called "little groups” from which the full irreducible repr

EdPCR formula.
- Tite: |
FP_studio The method used in Baslreps for caleulating the irreps is based in the procedure used in the pregram KAREP by E. Hovestreydt, I. Aroy

KAREP has been implemented in a spedial subroutine within BasIreps. Spacelioup (HM/Hal spmbols) I
or generators separated by

[kvestor | T T [ BiluinZane Label [

' Polar Vector T sl Vector ™ Use Full Physically Imeps [PIR_data b
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MODY: http://lwww.ftj.agh.edu.pl/~sikora/modyopis.htm

<« C A [ wwwftiagh.edu.pl/~sikora/modyopis.htm o
MODY for Windows - ver 1.30a

by: W.Sikora, F.Bialas(*), L.Pytlik, J.Malinowski

"

Faculty of Physics and Nuclear Techniques, AGH University of Science and Technology,
al.Mickiewicza 30, 30-059 Krakow, Poland
(*)WSB - National Louis University, ul.Zielona 27, 33-300 Nowy Sacz, Poland

+ You can download the MODY for Windows program.

* Read more about the program after downloading 1t's help file
* Study the Examples

« Here's also the MODY program History

More detailed description of the program algorithms and functions can be found in our publication. which should be also referenced. when any results produced using our program are presented:

W.Sikora, F.Bialas and L Pytlik-MODY?: a program for calculation of symmetry-adapted functions for ordered structures in crystals.
Journal of Applied Crystallography, 37(2004), 1015-1019

MAGMAX: Bilbao Crystallographic Server
http://lwww.cryst.ehu.es/cgi-bin/cryst/programs/msalist2.pl

€« C A | ) www.erystehu.es/cgi-bin/cryst/programs/msglist2.pl b
Bilbao Crystallographic Server -+ MAXMAGN Help
MAXMAGN: Maximal magnetic space groups for a given a propagation vector and resulting magnetic structural
models
Structure data of the paramagnetic phase will be included Non-conventional setting
Please, enter the label of the space group of the paramagnetic
) ) phase (parent group) lichoosziiy

MAXMAGN provides the possible magnetic space groups that

can be assigned to a 1-k commensurate magnetic phase

assuming that the magnetic symmetry is a maximal one. The

space group of the paramagnetic phase (parent group) and Please, enter the propagation vector k ks 0 ky o k. 0

the observed propagation vector are required as input.

Optionally, the parent paramagnetic structure can be
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ISOTROPY Software Suite: http://stokes.byu.edu/iso/isotropy.php

« C' A [ stokes.byu.edu/iso/isotropy.php

ISOTROPY Software Suite

Harold T. Stokes, Dorian M. Hatch, and Branten J. Campbell, Department of Physics and Astronomy, Brigham Young University, Provo, Utah 84606, USA, stokesh@byu.edu

Description: The ISOTROPY software suite is a collection of software which applies group theoretical methods to the analysis of phase transitions in crystalline solids
How to cite: ISOTROPY Software Suite, iso.byu.edu

References and Resources

Isotropy subgroups and distortions
+ |ISODISTORT: Explore and visualize distortions of crystalline structures. Possible distortions include atomic displacements, atomic ordering, strain, and magnetic moments.
+ New! ISOSUBGROUP: Interactive program using user-friendly interface to list isctropy subgroups.
« ISOTROPY: Interactive program using command lines to explore isctropy subgroups and their asscciated distertions.
« SMODES: Find the displacement medes in a crystal which brings the dynamical matrix to block-diagenal form, with the smallest possible blocks
« FROZSL: Calculate phonon frequencies and displacement modes using the method of frozen phonons

Space groups and irreducible representations
« ISOCIF: Create or modify CIF files
« FINDSYM: Identify the space group of a crystal, given the positions of the atoms in a unit cell
s ISOR: Tables of Irreducible Representations. The 2011 version of IR matrices.
« |ISO-MAG: Tables of magnetic space groups, both in human-readable and computer-readable forms

_Newtrow Sciences
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L1 Visualization tools:

FPStudio:
https://www.ill.eu/sites/fullprof/php/programs71b4.html?pagina=FP Studio

" Fpsudio Ver 20 | =
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MVISUALIZE: Bilbao Crystallographic Server
http://webbdcristal.ehu.es/magndata/mvisualize.php

€« cf webbdcristal.ehu.es,

MVISUALIZE: 3D Visualization of magnetic structures with Jmol
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VESTA: http://ip-minerals.org/vesta/en/

€« cC f VD ip-minerals.org:’vestia,en,-’

b

| JP-Minerals | | English | Japanese

) VESTA

Visualization for Electronic and STructural Analysis

1. Introduction

VESTA 15 a 3D visualization program for structural models, vol data such as el lear densities, and crystal morphologies. Some of the novel features of VESTA are listed
below.

Diamond: http://www.crystalimpact.com/diamond/

<« C A [ www.arystalimpact.com/diamond/
m.?l' Software for Scientists Ragister Contact W 3 Search
About us Diamon Endeavo Match! earsol
About Diamond Di; y Diamond News
Function List.. Crystal and Molecular Structure Visualization March 21 2016
Festures.. The Diamond maintenance
Brochure (PDF)... Diamond is our outstanding molecular and crystal structure visualization software. It integrates 2
- release 4.1.4 offers some
References... multitude of functions, which overcome the work with crystal structure data - in research and education
" enhancements and bug fixes.
Gallery... as well as for publications and presentations. More
User Group...

Developer blog... S i aa s ean g February 22, 2016

A maintenance release 4.1.3 for
Diamond version 4 with some
important bug fixes as well as
same improvements is
available. More...

Get Diamond

Order Now

Demo Version

A Diamond trial version is
available free-of-charge
and can be downloaded.
More...

January 4. 2016

A maintenance release 4.1.2 for
Diamond version 4 with some
bug fixes is available. More...
Version 4 Support
New Functions...

Feature Tour..,

December 17, 2015
A maintenance release 4.1.1 for
Diamond version 4 with some
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CrystalMaker: http://www.crystalmaker.com/

€« > C A waw.cr_ystalmaker.com‘_
@Crysmﬂ%ak&r‘ _—

Search
5 SOFTWARE

“ SOFTWARE | CRYSTALS. | STORE | SUPFORT CONTACT | ABOUT

SpinW: https://www.psi.ch/spinw/

€ 2 C i &Pl it (P50 1| Wt e st chs e
ne B E
FAUL SCHERRER INSTITOT
Labs & User Services Visitors Industry Qur Research Career & Further Education About PS5
PSIHome © Labs & User Services ~ KUM ~ LNS  SpinW
S SpinW is a Matlab library that can plot and numerically simulate magnetic structures and =
excitations of given spin Hamiltonian using classical Monte Carlo simulation and linear S I n
News |
o spin wave theony.
Documentation
Tutorlals
Fealures:
Farum

.
In short SpinW can solve the following spin Hamiltonian using classical and quasi l G‘tHub
Installation classical numerical methods: )
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