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New Toolbar Layout

File Edit View PBRun Instrurnent Help

HaHHA® aWY o=

1) Main Toolbar 2) Project Toolbar 3) Refinement Control
. Open files . Open / Close Project Str . Start Refinement
«  Save files Files «  Start Batch Refinement
«  Close Project *  Export Global Parameters «  Stop Refinement
and GOALs

. Copy Control File
. Export Local Parameters

. Add / Remove Phase

4) Reference Structures
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Open / Close all Project STR files

Q Profex - 3.2.0-alphal40330

File Edit Yiew Run Instrument =

HaoHAd® ) aWog= OO® G 7 (%]

Projects 5 X

| samplel.dia | | | samplelsav [£] | sampletdst| | | betaTCPstr | | | betacPPstr ||
|E Theoretical instrumental function T J
VERZERE=xpert-ads—10mm.geqg

% Wavelength

LAMEDA=CT

% Phases

STRUC[1]=betaTCP.str }

Mame Status

samplel  complete

STRUC[2]=kbetaCFP.=tr
% Measured data
VAL[l]=samplel.xy

LIST==amplel.l=st _

1) Open / Close all STR files referenced in the Conftrol File
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New Output Tables

sample1.dia |:| samplel.sav I:I samplel.lst m

Rietwveld refinement to file(s) samplel.xy

BGMN version 4.2.20, 4215 measured points, 552 peaks, 100 parameters
Start: Sun Mar 30 16:0%:37 2014; End: Sun Mar 30 16:11:10 2014

44 iteration =teps

Rp=7.31% Epb=15.63% R=6.96% Rwp=8.99% Rexp=6.57%
Durkin-Watson 4=1.07
l-rho=1.61%

Glokal parameters and GCORLs
B R R R R R R
betaTCP/sum=0.%900+-0.001%
betaCPP/sum=0.01004+-0.001%
CaPoverall=1.4405+-0.0017
EpF32=—0.00031%8+-0.0000034

Global Parameters and GOALs

C:\xrdi=zamplel.ls=st
R,=8.99%, R..=6.57%, X=1.3683

Parameter [/ Goal WValue ESD

betaTCP/=sum 0.9900 0.0019
betaCPP/sum 0.0100 0.0019
CaPoverall 1.4405 0.0017

Global Parameters and GOALs
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New Output Tables

samplel.dia El samplel.sav El sample1.Ist E

Local parameters and GOALs for phase kbetaTCP

ek o Wb ke e e e e ke e e ke e e e e ke e e ke e e o b ke e b b e e e b ke e e e e e b b ke e b b e e o b ol e ke e e
SpacegroupNo=161
HermannMaugulin=R3c
¥rayDensity=3.002
Ephase=8.29%

ONIT=NM
2=1.0474565%+-0.0000056
Cc=3.735%172+-0.000035
GrainSize(1,1,1)=280.6+-4.6
pCa4=0.121+-0.010
CaPbetaTCP=1.445%+-0.0013
MbetaTCP=305.84+-0.12
TDSCa=0.01267+-0.00081
TDSP=0.0042+-0.0010
TDSO=0.005%3+-0.0012
GEWICHT=SPHREG, MeanValue (GEWICHT

| Local Parameters g2 x

C:/urd/=amplel.l=t
R,=8.99% R, =6.57% x°=1.36834

betaTCP 1.04745659 0.0000096&6 3.739172 0.000035

betaCPP 0.66506 0.00020 2.4192 0.0011

< |

Local Parameters and GOALSs
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New Output Tables

Q Preferences &u

General

Graphs ration I STR. File Handling I CIF File Handling | summary Table EB
|M' Output Global Parameters and GOALs

Fullprof

List EPS values

Output Local Parameters

A
B
C
ALPHA
BETA

betaTCP 1.04745659 0.0000096&6

3.739172 0.000035

betaCPP 0.66506 0.00020 2.4192 0.0011

< |

Customize Local Parameters Table
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Recommended Layout

=
@ Profex - 22.0-alphal40320 b= i) [

File Edit View Run Instrument Help

SoEHA®? D a9Qorg= OO@ L

Projects 8 X | samplet.dia B | samplel.sav [ | sample Lst || |
MName Status C:'wrdisample1.dia
\sampld idle T T T I T T T I T T I T T I T I T T T T T [
1 Lo He (I T O T O VAT YUY RTTURT NTRYUACTUR AR VTN U T RIT
7000 VIO 0 000 0t T i ue e me Rk v i e i e v i i ni g eei i —— 1 observed
1 calculated
6000
Background
5000 betaTCP
betaCPP

Intensity [counts]
8
[=]
s

L L L L L L L S

n
1|

2000

1000

1]

IS R I S TSl NS SO M A M
10.00 20,00 30,00 40.00 50.00 60.00 70.00 80.00
o
Projects ‘ Plot Options | Angle [=26]

TRennement Erotoco! & X | Global Parameters and GOALs g X
R=8.95%, R,=6-57%, X=1.3683 -

Parameter / Goal Value ESD

betaTCP/sum 0.%500 0.0018
betaCPP/sum 0.0100 0.0019 1
CaPoverall 1.4405 0.0017

|
Global Parameters and GOALs Local Parameters | I

Wavelength: 1.54103 A Angle: % T o ¥ e 00 A Line0, Column 0

Stack Windows
Close unused Windows
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Denominator («sum») for Phase Quantities

DIagralil OuTpatn
DIAGRAMM==zamplel.dia

WMIN=%.5

% Global parameters for zero point and =zample displacement
EE31=0

PARZM[1]=EPS2=0_ -0.0170.01

EF33=0

betaratio=0.005
NTHREADS=2 =
PROTOROLL=Y

ITMEX=10

expansion=1.0

CaPoverall=(2*CaPbetaTCP¥GOLL[1] /MbetaTCP+2*GOAL[2] /MbetaCPP) / (2¥GORTL[1]/
MbhetaTCP+2*GOAL[2] /MbetaCPP)

SAVE=N

m

sum=kbetaTCP+betaCPP
GORL[1]=betaTCPF/ sum
GORL[2]=ketaCPE/ sum

| Global Parameters and GOALs 8 X

C:\xrdisamplel.lst
Ryy=8.99%, F.=6.57%, X=1.3683

betaTCP/ sum 0.9%00 0.0019

betaCPP/sum 0.0100 0.0019

Easier manual editing
Tidier output table
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Cursor shows Counting Noise

ol

®

1 1 1 1 1
40.00 50.00 N
ta

. B 1
L Press «Shifty to show error bars = —
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Dialog for Zoom Range
FO Zoom Range M

O Profex - 3.2.0-alphal40330
File Edit View Run Instrument Help A.I"IQ|E
c Wl MO F ™r | = oo [
HaoHWA® e Qo= OO® G | Min 2000  [£] Max 40.00 %]
sample 1.dia ﬂ samplel.sav || sample1.Ist [
| l | Intensity
T T T | T T T I T T T | T T T I T T T | -
] e T || min so0.00  f5 Max 7800.00 |%]
— I | [Tl | I [
I Reset | ok || cancel |
000 —
5000 —
T 4000 |-
c
E L
2 3000 |
z
= L
2000 — —
1000 J
A, Ak ._ti Ao JLL LM\ ..ﬁ‘m o
i}
T T S O
20,00 22,50 25,00 27,50 30,00 32,50 35.00 37.50 40,00
Anale [=26]
Wavelength: 1.54103 A Angle: 29.303°  Intensity: 6209.589cts  d-Spacing: 3.046 &  Line0, Colurmn® ([ J
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Categorize STR Files in Directories

Append Phase Dialog:

-
Q Append Phase

Directories:
— ["] Generate default contral file
4 | BGMM-Templates = Marne [cubix—ads—l[)mm.geq v]
P& Devices | 7| Aragonite.str Structures
4 | Structures i - =
_ | 3] Calcite.str File Mame Phaze Comment
1. Carbides = . 4 Carbides
|7 Dolomite.str ) ]

2 Carbonates ) D SiC.str SiC 04-012-5685
|| : || Vaterite.str [C] WaCustr TungstenCarbide_W2C 04-003-5411
o Fluorides [F] WC.str TungstenCarbide_WC 04-001-2755

. Hydroxides 4 Carbonates
[[] Aragonitestr Aragonite 01-071-23%
& Metals [ Calcite.str Calcite 04-008-0788
.. Mitrates [] Dolomite.str Dolomite 04-008-0789
k Grganics [T] vaterite.str Vaterite 04-011-5985

4 Fluorides

1. Owides [T Fluorite.str Fluorite 04-002-2191
N Phﬂ-sphates [] LiFstr LiF 04-007-3587
B ] SiF2.str SiF2 04-002-2192

L Silicates 4 Hydroxides

| Sulphates l 4 L0

(] owverwrite existing files
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Categorize STR Files in Directories

f . o r. .
Q Append Phase m e Append Phase lilg
Generate default contral file Generate default control file
’uﬂx—ads—l[)rrrn.geq hd ] [uﬂu—ads—l&'rm.geq hd ]
Structures Structures
File Mame Phase Comment it File Mame Phase Comment
4 Carbides > Carbides
SiC.str SiC 04-012-5685 > Carbonates |
W2C str TungstenCarbide W2C 04-003-5411 > Fluorides
WC.str TungstenCarbide WC 04-001-2755 I Hydroxides
4 Carbonates lab6.str LaB& 04-011-8938
Aragonite.str Aragonite 01-071-239% labb-lebail str LaBo 04-011-8988
Calcitestr Calcite 04-008-0788 > Metals
Dolomite.str Dolomite 04-008-0789 > Mitrates
Vaterite.str Vaterite 04-011-5985 I Organics
4 Fluorides b Oxides
Fluorite.str Fluorite 04-002-2191 I Phosphates
LiF.str LiF 04-007-3587 I Silicates
SrF2.str SrF2 04-002-2192 [ Sulphates
4 Hydroxides S
il I | »
Expand/Collapse ¢pand,/Collapse
Overwrite existing files I oK I [ Cancel ] Overwrite existing files oK ] [ Cancel

Expand / Collapse Categories
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Change Symbol Size

@ Profex - 3.2.0-alpha140330 — ==
File Edit View PRun Instrument Help
HaoHWE © ANy rgp= @» _ - (%)
sample Ldia (£ | sample L.sav [ | sample.lst [ |
Ctlwrd\sample1.dia
J T T T | T T T | T T T | T T I T T T | T T T | T T T ]
I [ [ Henrd FEETTIE AT rie L o TR L R LR R
7000 |— e Y T 1 1 A A 1 V(NI BY 1 U A s M
r —— Background
— betaTCP
8000 — ——— hetaCPP —
5000 — —
T 4000 —
5
B L i
g
@ 3000 . —
o
£ L i
2000 —
x
1000 — .
¥ . ¥
0
| 1 1 1 | 1 1 1 | 1 1 1 | 1 1 I 1 1 1 | 1 1 1 | 1 1 1
10.00 20.00 30.00 40.00 50.00 &0.00 70.00 80.00
Angl
Wavelength: 1.54103 A Angle] p2= Intensity: 7617461 cts d-Spacing: 2.008 A Line 0, Column 0

—
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Fixed Printing of Graphs and
Opaque Zoom Area on Mac

Window Help

A

<) Sa.08:17 Q

@ 0 .

8 profex File Edit View Run Instrument

Profex - 3.2.0

UG b= 00O

@ test with spaces.sav @ test with spaces.|st |

test with spaces.dia

T T T T T T T T T T T T
. A /|| — lobserved ]
O L A N IR RN AR AR AT AN i coleutated - M

Background

Monetite

Plot Options
Scan
| observed

Intensity [counts]

| calculated

= UL M il

v
v
4
v
&
v

30.00
Angle [°20]
Refinement Protocol Q6 Global Parameters and GOALs

test with spaces.|st
Rup=15.73%, Rexp=14.09%, X*=1.1164

Parameter / Goal Value ESD
brushite/sum 0.00136 0.00054
monetite/sum 0.99864 0.00054

" Local Parameters
Wavelength: 1.54183 A Angle: 36.864° -58.095 cts d-Spacing: 2.438 A Line 0, Column 0
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+ many more

* DIA files can be used as input files

* major improvements for Bruker RAW version 4 files

» support for STOE Raw files (experimental)

* new export filter for Gnuplot

« new icons and toolbar layout

* new function to search and index new structure files

« write log file on OS X

* show/hide phase contributions and hkl indices was improved
* improved auto-recognition of VAL[]= files

* run batch refinement on selected projects only

* improved error handling

* new option to switch off automatic scan conversion

» fixed Save As function for text files to load the new file name

» fixed infinite loop in case of non-existent STR and Device file directories
» fixed asymmetric cross symbols for scans

» fixed crash with preferences dialog

« fixed bug in STR File Handling

+ fixed bug in copyControlFile when convertToXy is deactivated
« fixed flickering of left y axis

« performance improvements



