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@ Instrument Configuration - C:/Users/Nicola Dobelin/AppData/Roaming/doebelin.org/Profex4/Devices/cubix-ads-10mm.sav

v Goniometer ~
¥ Primary Beam
X-ray tube
[ Axial slit
Divergence slit
Soller slit
[~ Axial beam mask
[ Pinhole aperture
v Sample Stage
Sample
[1Beam knife
v Secondary Beam
Anti-scatter slit
Soller slit
Detector slit
Monochromator
Detector

Parameters Description

O

Equatorial length (mm) 0.00

Sample
Instrument geometry 1“ flexi v
Sample shape @ Round
O Rectangular _
Diameter (mm) ‘27.00 EH
Axial width (mm) 0.00 =
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Chemical restrictions in Sédréh- ¥

Search/Match Phases &5

Phases Restrictions Controls Results

11 2] [34ls[6l7[8]9][10]11]12]13]14]15]16]17]18]
H

B3 el STEN I EN S

Change all

D Optional H At least one E Discard optional
[

https://www.profex-xrd.org



Change x-axis unit to d-spacing

i3 Profex 4.2.0-rc200711
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FiIe Edit View Project Run Results Instrument Tools Locations Window Help

DIRRILLe=

» Q X i

| [moonooo 7]

PrOJects
Name Status
> RMS_Found...
Plot Options (= 4
Scan
Commander Sample 1D

< >

RMS_Foundation_4230_180528_082630.raw
Commander Sample ID

RMS_Foundation_4230_180528 082630.raw

_J

MLM

—— Commander Sample ID

Refinement Protocol
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8
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& 10000 [
£ L
5000
0 L i l l |
20.00 4.00  3.00 2.00 1.80
20 Scale
d Spacing Scale Refined Parameters
Reset Zoom Parameter
v Statistics
Ruin

Value ESD
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C:\Users\Nicola Débelin\Documents\S18_0006 XRD Kurs RMS 2 |1 Project | A = 1.5406 A |20 = 0.000° I = 0.000 cts d = 0.000 A




! N
New menu ,Locations* for direct acces to repo

Profex 4.2.0-rc200711

File Edit View Project Run Results Instrument Too|5|

EEELCLILEBE HP Y

| X

Locations Window Help

Current Project

| @

» O [Refersncesrue. v] X 1y A | fooooomo ] 4 A

Projects g % RMS_Foundat Structure Repositories  *
Name - Status Commander S Device Repositories > DMS Frundatinn 4720 180E7% NRIAN ra
> R d M Preset Repositories 4 C:/Program Files/Profex-4.2.0/Presets
SRl C:/Users/Nicola Débelin/AppData/Roaming/doebelin.org/Profex4/Presets
20000 - N
— 15000 N
8 L |
=
=] 4
8 ]
z L )
Plot Options g X @
& 10000 -
Scan = F 1
M Commander Sample ID
5000
0 b JL‘ | l J._)JLJJ. A . b
20.00 4.00 3.00 2.00 180 1.60 1.40 1.20 1.10 1.00
< N d Spacing [R]
Refinement Protocol & X Refined Parameters g X
Running curve fit... * || Parameter Value ESD »
0: R2 = 0.999521 v Statistics
2 - converged o v

v < >
C:\Users\Nicola Débelin\Documents\S18_0006 XRD Kurs RMS 2 |1 Project || A = 1.5406 A 26 = 56.801° | = 21650.150 cts d= 1620 A
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File Edit View Project Run Results Instrument Tools Locations Window Help

EOELLILEBE DBPRSLHT A £%

[
Q)

» Q) [<Referencesme ] X Iy A | poooowe F] 4 £

RMS_Foundation_4230_180528 082630.raw

<

Refinement Protocol

Export Scan...
X Remove Scan
Copy Scan Data
Copy HKL Data

Export Scan with angular corrections...
Copy Scan Data with angular corrections

T Move Scan Up

.l Move Scan Down

Add synthetic noise

Projects & x  RMS_Foundation_4230_180528_082630.raw
Name : Status Commander Sample ID
E—
> RMS_Found...
20000 [
— 15000 |-
8 L
C
3
kel
) T F
Plot Options H x @
£ 10000 -
Scan 5 L
1 Commander Samf'- '™

] JL‘\[

—— Commander Sample ID

J ‘ ULMLMk e M

30.00 40.00 50.00 60.00 70.00 80.00 90.00 100.00 110.00 120.00

& X Refined Parameters B X

Diffraction Angle [°26]

Parameter

v Statistics

Rwn

Value ESD ~

< >
C:\Users\Nicola Débelin\Documents\S18_0006 XRD Kurs RMS 2 |1 Project | A = 1.5406 A |20 = 0.000° I = 0.000 cts d = 0.000 A
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Select wavelength file from mouse context menu

180103-03.dia 180103-03.sav @ 180103-03.Ist =@

| -

1 % SampleID: D18_0001 PlasmaBiotal Whi I

2 % Theoretical instrumental function it o
3 VERZERR=RMS-D8-ADS-15-LynxEyeXE.ge i
4

5 | LAMBDA=C!!

6 ndo

7 STRUC[1]= Redo Ctrl+Y

8 STRUC[2]= cut . o cc

o o Measure <" Right-click on ,LAMBDA*“ keyword
10 UNT=RMS- Py Xy '
11 RU=10 Paste

12 % Measure Delete

13 VAL[1]=18|  seject Al Ctri+A

14 % Minimun
15 WMIN=10 co
16 % Maximur CR
17 % WMAX=( CcuU
18 % Resultlic]  cu doebelin2012
19 LIST=1801 FE
20 % Peak list
21 OUTPUT=1
22 9% Diagram| co-bergmann
23  DIAGRAMM co_hoelzer97
24 % Global pi]  cr_hoelzer97 s

MO

25 EPS1=0 cu-absedge

26 PARAM[1]= cu_berger86

27 EPS3=0 . cu_bergmann83
28 alpha3ratio

90 hotaetia_r|  CU_haertwig93
)1 XRD Rey 1 Project cu_haertwig93_dc
cu_haertwig93_sc

cu_hoelzer97

fe_bergmann83

fe_hoelzer97

Comment line

https://www.profex-xrd.org



Improved CIF and XML structure import

3 Import Structure Files

Files

Clinoptilolite.cif

— D& B

Messages hkl Plot

100
801
60

40}

Intensity [%]

20

0 1

STR File

Source File

A WN

O oNO U

10

12
13
14
15
16
17

10

PHASE=ClinoptiloliteCa //
Formula=Al2.74_Cal.78_H21.94_K1.28 Nal.78_045.58_Si15.26 //

SpacegroupNo=12 HermannMauguin=C12/m1 Setting=1 CellChoice=1 UniqueAxis=b Lattice=Monoclinic //

PARAM=A=1.763300_1.745667"1.780933 PARAM=B=1.794100_1.776159/1.812041
PARAM=C=0.740000_0.732600.0.747400 //
PARAM=BETA=116.390000_115.226100~117.553900 //

RP=4 k1=0 k2=0 PARAM=B1=0_00.01 GEWICHT=SPHAR4 //
GOAL:ClinoptiloliteCa=GEWICHT *ifthenelse(ifdef(d),exp(my*d*3/4),1) //
E=(SI(0.8700),AL(0.1300)) Wyckoff=j x=0.178900 y=0.170500 z=0.095300 TDS=0.011171
E=(SI(0.6700),AL(0.3300)) Wyckoff=j x=0.213100 y=0.410400 z=0.503000 TDS=0.011474
E=(SI(0.9000),AL(0.1000)) Wyckoff=j x=0.208000 y=0.190700 z=0.715200 TDS=0.011237
E=(SI(0.9200),AL(0.0800)) Wyckoff=j x=0.065400 y=0.298900 z=0.412900 TDS=0.011283
E=(SI(0.9100),AL(0.0900)) Wyckoff=g x=0.000000 y=0.216000 z=0.000000 TDS=0.011640
E=(NA(0.5000),CA(0.5000)) Wyckoff=i x=0.147800 y=0.000000 z=0.666100 TDS=0.058006
E=(NA(0.3900),CA(0.3900)) Wyckoff=i x=0.540400 y=0.000000 z=0.216700 TDS=0.037669
E=K(0.6400) Wyckoff=i x=0.734400 y=0.000000 z=0.025200 TDS=0.087203

E=0 Wyckoff=i x=0.697300 y=0.000000 z=0.457100 TDS=0.025813

E=0 Wyckoff=j x=0.232000 y=0.121200 z=0.613800 TDS=0.024212

[l Y VY PPN PO /- N 4102Ccnn Nn4ACccnn N OOCANN TRC N NNCENA

10

& B CuKa: (1540598 &) v

‘| ||IH ." |’I| ‘|\|‘ }I
20 30

40 50
Diffraction Angle [° 26]
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O p = 2.2080 g/cm?
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New dial Edit > S hin files*:
ew daialog ,.eait earch in files™:
Searches regular expressions in all open
files and projects
0 Search in files ? X
Regular expression: ‘XrayDensity=\d+\.\d+\ % ‘ ‘ /
Project: All v -
File types: ‘AII open files ~ ‘ 4
Line Match
v 180108-01
v C:/Users/Nicola Débelin/Documents/D18_0001 XRD Revalidierung I1SO 13779-3/2_Preliminary...
Line 21: XrayDensity=3.064
Line 56: XrayDensity=3.064
v 180103-01
v C:/Users/Nicola Débelin/Documents/D18_0001 XRD Revalidierung ISO 13779-3/2_Preliminary...
Line 20: XrayDensity=3.066
Line 55: XrayDensity=3.124
v 180103-03
v C:/Users/Nicola Débelin/Documents/D18_0001 XRD Revalidierung ISO 13779-3/2_Preliminary...
Line 19: XrayDensity=3.071
Line 53: XrayDensity=3.069
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Improved BGMN backend auto-detection

Support for multiple repositories

. Preferences

General
Text Editors
v Graphs
Appearance
Fonts
Scan Styles
Print and Export
v BGMN

Backend Configuration
Repositories
Peak Detection
Search-Match
Reference Structures
Favorites
Refinement Limits
GOAL Management
Summary Tables
Refinement Report

Fullprof.2k

Chemical Composition

Text Blocks

BGMN - Configuration

@ Use bundled BGMN installation
O Use custom BGMN installation

BGMN executable
MakeGEQ executable
Geomet executable
Teil executable

Eflech executable

Convert raw scans to XY format

[ Spectral line cursor shows all wav

D Normalize quantity GOALs to 1009

] create report after refinement

{..! Preferences

General
Text Editors
v Graphs
Appearance
Fonts
Scan Styles
Print and Export
v BGMN
Backend Configuration
Repositories
Peak Detection
Search-Match
Reference Structures
Favorites

Refinement Limits
GOAL Management
Summary Tables
Refinement Report
Fullprof.2k
Chemical Composition
Text Blocks

BGMN - Repositories

Structure file repositories

C:/Program Files/Profex-4.2.0/Structures
C:/Users/Nicola Débelin/AppData/Roaming/doebelin.org/Profexd/Structures

Device file repositories

C:/Program Files/Profex-4.2.0/Devices
C:/Users/Nicola Débelin/AppData/Roaming/doebelin.org/Profex4/Devices

Presets repositories

C:/Program Files/Profex-4.2.0/Presets
C:/Users/Nicola Débelin/AppData/Roaming/doebelin.org/Profex4/Presets
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+ many bug fixes

« more shortcuts in text editors | N y
- improved nonlinear curve fitting dialog p—
 uses scroll areas in dock widgets y

« activates scans when curves are selected in peak fit dialog

« fixed wrong display of theta in SVG export

« fixed persistent wait cursor at program start

« shows B1and b2”2 in peak list

« removed graph flickering when running search-match

« automatically sets up user repositories outside of the
application bundle

https://www.profex-xrd.org



