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

Tl Fu"PrOf su'te Home Documentation Download References Contact

Crystallographic tools for diffraction

2 NEWS!
We are engaged in modernizing the complete FullProf Suite and we have started by refurbishing the Web page. We are changing all the GUIs by moving from Winteracter to PySide6. Presently the new Toolbar is nearly finished and the most important
change up to now is the new FullProf Studio program. The new FullProf Suite will be developed and will coexist with the CLASSIC one.

A simple video (about ten minutes!) showing how to work with the new Toolbar can be visualised here View FPS and FP_Studio

Crystallographic tools for Rietveld, profile matching and integrated intensity refinements

The FullProf Suite is formed by a set of crystallographic programs 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 28.

Features

Image gallery
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Rietveld analysis Crystal structure visualization Bond-valence calculations
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https://www.ill.eu/sites/fullprof/

Downloads and updates

Fullprof has been
around since the
1990’s

The main EAPCR GUI
has had the same
look for a while, but
Fullprof has
undergone constant
development
(including a new
toolbar).

 Well optimized
for magnetic
refinements
with latest

developments.
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Crystallographic tools for diffraction —_—

=" NEWS!

The second version of the FullProf Suite, which runs under a Python graphical environment for Windows and Linux, is now available. A macOS version will be released soon. Installation is straightforward: simply unzip the downloaded file and run the tfp
executable. We have observed some issues with certain Linux distributions, which are due to the wide variety of Linux distros and incompatibilities of system libraries. For now, the distributed versions work well on Linux Mint (Version 22.2, Zara) and Ubuntu
{Version Ubuntu 22.04.5 LTS). We will also prepare instructions for using the source code directly from Python. This will allow users on Linux, MacOS, and Windows to work directly with the Python code and potentially contribute to its development.

We have added a link to the Web page of the program iPowder, which runs under PySide6 only on Windows for the moment (See References for details).

The Classic FullProf Suite distribution has been simplified: now the new Intel Fortran compiler (ifx) is exclusively used. Users are encouraged to report any issues so that the corresponding executable can be fixed promptly. The program PANDA
may not work properly in the Linux distributions for the reasons stated above.

There is also available a tool for automated Rietveld analysis of powder diffraction patterns using FullProf as refinement engine, the FullProfApp. This tool requires a previous installation of the Classic FullProf Suite and it is designed to easily
handle large chunks of diffraction data generated by high-throughput screening (HTS) experiments as well as by in situ and cperando studies at large user facilities such as Synchrotron and Neutron sources.

Installation instructions for the FullProf Suite: https://fpsuite-doc.readthedocs.io/en/latest/pages/installation/installation.html

Installation instructions for the FullProfApp: https://fullprofapp.readthedocs.io/en/stable/

What is new in the classic FullProf Suite: https:.//www2017.ill.eu/sites/fullprof/Old FP/php/FullProf News.htm
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Windows Linux macOS

Classic FullProf Suite Classic FullProf Suite Classic FullProf Suite - Linux like
GUI: Winteracter GUI: Winteracter GUI: Winteracter
Date: 19 June 2026 Date: 19 June 2026 Date: 27 February 2025

System: Linux Mint 22.2
re—

New FullProf Suite Classic FullProf Suite - dmg
GUI: PySide6 + Winteracter New FullProf Suite GUI: Winteracter
Date: 19 June 2026 GUI: PySide6 + Winteracter Date: 25 February 2025

Date: 19 June 2026
FullProfApp Previous FPSuite versions

GUI: PyQt
Date: 9 April 2025 New FullProf Suite

GUI: PySide6 + Winteracter
Date: 25 April 2026

System: Ubuntu 22.04.5 LTS

iPowder e




Downloads and updates

This PC » Windows (C:) > FullProf Suite >

* Forwindows the “Classic Fullprof Suite” download is ) B W Nosonte = View-
typically in the C drive O Name ’
| '] winplotr.dir
[&. winplotr
[ winplotr.mif

D winplotr.set

@ Z. WinPLOTR-2006

wito15
-

* The “New Fullprof Suite” works wherever you want to put it

* Lookinthese folders to see all the programs and other
useful folders and files.
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Fullprof manual and updates
https://www2017.ill.eu/sites/fullprof/Old_FP/php/FullProf News.htm
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There is an old manual
(C:\FullProf_Suite\Docs\Fullprof_Manual.pdf

)

There is a new file explaining commands
e FP_COMMANDS.pdf

There are also manuals for some of the other
programs.

FullProf News contains all latest updates.

AN INTRODUCTION TO THE
PROGRAM

FullProf
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(Version July2001)
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FullProf News

This document contains information about new features and corrected bugs of
FullProf.2k and related programs. It may be used as an extension to the manuwal of
FullProf.

Last wversion
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#% PROGERAM FullProf.2k (Version 8.40 - Feb2026-ILL JRC) ##*
e s s ok o ok o ok o ok o ok o ok o ok o ok o ok o ok o ok o ok o ok o ok o ok o ok o o o o

2026

Full 2026 wear in plain text
2025

Full 2025 wyear in plain text
2024

Full 2024 wear in plain text
2023

Full 2023 year in plain text
2022

Full 2022 wyear in plain text
2021

Full 2021 year in plain text
2020

Full 2020 wear in plain text
2019

Full 2019 year in plain text
2018

Full 2018 wear in plain text
2017

Full 2017 wyear in plain text
2016

Full 2016 wvear in plain text
2015

Full 2015 year in plain text
2014

Full 2014 vear in plain text
2013

Full 2013 year in plain text
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https://www2017.ill.eu/sites/fullprof/Old_FP/php/FullProf_News.htm

FY FullProf Suite ToolBar - 0 ¢

File Programs Settings FP Dimensions Tools Edit Results Help

ED Bl S =N
E Dicval |Trook igﬁ/[.l-l PCR ﬁ%% _j,l_L _j,l_L E]L'l -'51’l % W‘ :=_'-1
Working Directory: c\FullProf_Suite\Examples\ Code File: Type: Date:  (08/07/2026
* Fullprof suite toolbar(s)
* Contains all the different capabilities of Fullprof
* Selecting the working directory each time you do a
refinementis the best way to run refinements and use
all the tools without problems.
&L FullProf Suite ToolBar — O X
File Edit Tools Programs Help Classic
FEE LT FEEYS A YL EI==ld P Y K
Working directory:  C\Users\cr9 Code file: Type: Release: 27/04/2026
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Et3 FullProf Suite ToclBar

File Programs Settings FP Dimensions Tools Edit Results Help

B8 & 0000w, Fon il Bl T ) (00

Bt ) s W

Working Directony: |l:::‘-lFuIIProf_Suite\Examples‘a

Code File:

= O >
@

| Type: Date:  |08/07/2026

|
X

Tix Editor of PCR Files

File Editor Tools Templates Help Exit

JH0E% 2 2o LR EBE v 0 X e EdPCr
r Information
— e , , ,
Fu”PrOf | Type of Pattems, profile. background. diffraction Patternz | o M a I n G U I We l.l. u Se fO r ru n n I n g
I PCR geometry, user-given scattering factors .. .
| {| Editor Jifl e [ Fee | ref| nements.
”' _ Do andptes iy e |
" Gt et i Cosen| * Thisreads atextfile (.pcr) that we
e —— e will also edit.
S ece BV T
Copyright (c) 2002-2005. JGP - JRC
&% FullProf Suite ToolBar = O X
File Edit Tools Programs Help Classic
. = S O K ED = % 4 l\/\— . . @ A D
, HiavEZ B &R =%1 40 0

%N Working directory:  C\Users\crd

Code file: Type: Release: 27/04/2026




tx| FullProf Suite ToolBar _ 0 %
Programs Settings FP Dimensions Tools Edit Results Help

A' ?
E . ' t{sg;;l l‘i’%R mupsn Eu x’|’ % mﬂl‘ 6*@ T = =1

Working Directony: |l:::‘-lFuIIProf_Smte‘-lExamples‘a Code File: | Type: Diate: |'I}B.."'I}?.."2'DEB

* WinPlotr (only in classic Toolbar)

* Vizualize the refinement against data.

m_ * Lots of other features.

:

 Sequential refinements

Intensity (arb. units)
:
T
1

. Instrument resolution

:

w000 |- . * Background modelling
b _ * Various ways to plot and manipulate data
g - | ‘ II\ ‘ Il TII I\! HII III HT\‘III \H\‘ \‘IIHII! ”‘IFHI“,‘,I,IIW‘I,”‘“":|”I"I‘IHIHI""TI‘I.'.“I“I*I‘I",‘I,‘I‘I,“::I-‘Tlﬂllllll‘llIlIHINI‘I.TI”IJ‘:E N ; .
e  Can even run refinements directly
from here
& FullProf Suite ToolBar — O X
File Edit Tools Programs Help Classic

il B B K, 2 | S i -@yOoad

Working directory:  C:\Users\cr9 Code file: Type: Release: 27/04/2026




FullProf Suite ToolBar

File Programs Settings FP Dimensions Tools Edit Results
B 4 &9 ) SO MR e @@ EH
. et -EEHH[H PCR P " @@

a4, WinPLOTR-2006 Version: 5.80-2012
File Plot Profiles Options Xspace Calculations Ext.Applications Tools Help

Working Directory: c:\FullProf_Suite\Examples\ CodeFile: | Type: Date:  |08/07/2026
* WinPlotr-2006
% WinPLOTR-2006 Version: 5.80-2012 e [m] > b Plot data, refinement
TGP VIreN T U Laa 2w fEari:
» k-search
B s oz * Lots of other features.
e Sequential refinements
* Instrument resolution
* Background modelling
 Various ways to plot and
manipulate data
- o5 <] e« Canevenrunrefinements

&L FullProf Suite ToolBar

File Edit Tools Programs Help Classic

cw & B e @ @ K e FP

Working directory:  C\Users\cr9

% E
345

Code file:

4LEH-@+r@ o8&

Type:

Release: 27/04/2026 |

directly from here



FH FullProf Suite ToolBa - O X

ke FullProf Suite ToolBar

Programs Settings FP Dimensions Tools Edit Results Help
1-’ A' ED F=l
DB, R A5 :
Working Directony: |l::.‘-lFuIIProf_Smte‘-lExamples\ Code File: | Type: Diate: |'I}B.."'I}?.."2'DEB
8 Fpstudio Ver-2.0
File Crystal Structure Ma-_;neta'c structure Options Help
E_ﬁ CHE®E
B ofaf# (x| » .
@ * Fullprof studio
@
%’ i * Visualize crystal and magnetic
& Yl A structure
1, A Vs ‘ :
° : . * Check magnetic moment values
o /e/)< L7 from refinements
@
e
q.
sl ¢
A <L
A
LEELEERES B PRI FY EY L




File Edit Tools Programs Help Classic
MR- AN NN =L @ @ o
S B [ : D
. e WS picvor treor @ @@ PCR — Qs i | .Q s
Working directory:  C:\Users\cr9 Code file: Type: Release: 27/04/2026
.
* New Fullprof stud
ew ruuprotr studio
File Programs
= ™ 7= L4 L4
Bo=b aMe - Loads mcif, cif, .fst
, oads mcif, cif, .fs
View Structure Data
Appearance  Atoms and Bonds M
* Improved graphics
Sphere Resol. 20 A~ v  Scale factor: 0.60 Color code: jmol ~
Polyhedron ~ .
T 50 C] Labeling
~Bonds
V\swble
~Moment
Visible Interpret as displacements
Tip Resol.: 20 - ~ Tip Radius: 0.3 Tip Length: 0.40
Shaft Resal.: 20 ~  Shaft Radius: 0.1
Scale(ﬁ,’uB): 1 Scale mode:  Only Shaft v
~Cell
V\swble
Line width: - v Cell color: . I: jI Color from axes
‘rLight
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ullProf Suite ToolBar

File

— O
Programs Settings FP Dimensions Tools Edit Results Help
= E 4-" m . v|, (=) fa .
|:u1 Ehinn ’ o .
= . -r -EEHH[H R Eﬁg . @ bid] " % % ||t R
Working Directony: ch\FullProf_Suite\Examples\, Code Type: Date:  |0&/07/ 2026
ha Baslreps Gui Interface

File Run Results Help Edt

DeE@ 2& 2 WX

——&-Baslreps

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

Code of files

—

Working Directory: ‘

wse °

Tite: |

SpaceGroup (HM,/Hall symhuls) |
or generators separated by "

Basireps

. .
* Representational analysis for
KVeator [ | [ | Billouin Zone Label: [ .
" Polar Vector  * Axial Vector [ Full Physically Imeps (PIR} | Bxtended Little Group (IR} m a g n et I C St ru Ct u re S °
Mumber of Atoms: ﬁj‘ ™ Explicit Sublattices [~ Atoms in unit cell
Symbol x/a y/a 2/a ¥ Short Output

Atom #1 I

Atom H2

Atom H3

&& FullProf Suite ToolBar - (] X
File Edit Tools Programs

Help

Classic

Working directory:  C\Users\cr9

. ED
‘ mcvm TREnR '.. PCR

F

}\""'.-r@ OB ®

Code file: Type:

Release: 27/04/2026



How do we determine the magnetic structure with Fullprof?

INPUT
CRYSTAL
PARAMETERS
(e.g.load in a
cif)

COMPARE THE PUBLISH

REFINED
INPUT . ! FULLPROF ,E),liTGE,\ITE/IT':éED
MAGNETIC - p— - —— CALCULATION STRUCTURE

MODEL (e.g. . | : AGAINST THE

use SARAh or y S i NEUTRON DATA
basireps) Il

nnnnnnnnnnn

nnnnnn

INPUT
INSTRUMENT
PARAMETERS
(e.g.load in
an irf)
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Beyond the EAPCR GUI

* Allthe inputs to the refinement are contained in a text file, the .pcr file.
 This can be opened and edited.
« Some features are not in the GUI

* Oftenitis faster to edit the text file, after you get used to the format.
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An example of a pcr file

'?ﬁcu Par!ft 7.';:1&‘:31:0-&1:1::1] oﬂg&mraﬂd by iI‘Fsgn_Pﬂl Fort /srv/wen/bes_branch_wwa/ /b s/ wew/ tmp/ /Cr2W06_bcs_t1 ) )
} Ehiax o T!m. T Tat dat, JpTR -Filns CEow06 s Fila,srantad. Frow i Flpce MEG58p395 hradited Contains flags for refinement set-up
1Job Npr Nph aNestc NorDu-I\ugloluRes SheNreCryUmCor'Opthlt
e e Ui gl v B Bl g g i ipelliai e.g. Nphis the number of phases
1Ipr Ppl Ioc Mat Pcr Lsl Ls2 Ls3 NLI Prf Ins Rpa Sym Hk1 Fou Sho Ana
- 3 0 1 o 1 o 4 o0 O -3 10 0 ©0 O ©0 0 O
] i e im  Rpol -muR -> P TF i
'2:306700 2:406700 0.0000 60.000 5.0000 0.0000 0.0000 139.00 6.0000 0.0000 o Instrument and sample specific details
'NCY Eps R_at R_an R_pr R_gl Thain Step Thmax PSD Sent0 o
10 0.02 1700 1:00 1:00 1:00 8.5000 0.069037 128.6940 0.000 0.000 Number of refinement CyCleS, range, etc
, M5 kel setid pitmitnes Number of parameters being refined

Fa-) e DH} Us kv& 'y mn wOUe I-ﬂ"'-‘uﬂ \CE K'ﬁ:_ ~T allsd L

g AL e A g T g s L Gth )

et e i A i 00 Zero offset and baCkground

51.00 *eil00 71.00 81.00 91.00 %6.00

Data for PHASE ru nt R_Bragg for Patterng 1
r:.-..c'lﬂ:—ar' and Magretic bes_branch bes/v tmp,
INat Dis Ang Prl Pr2 Pr3 Jbt Irf Isy Str Furth ATZ Nvk Npr More

4 0 0.0 0.0 1.0 10 1 2 I U e7.677 0 r 0

<--Magnetic Space group symbol (BNS symbol & rumber

e This section is the phase information for your sample.
Has atomic information, symmetry, occupancy,
thermal parameters

below:Codes

Here is the scale and peak shape parameters

#Cell Info

&

ey Lattice constants and any preferred orientation

e o - -l Range to plot the fits (only for visualization)




Now let’s start using Fullprof
with some examples!
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