OPEN SOURCE XRD AND RIETVELD REFINEMENT

New features in Profex 3.13
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2% SamplelD:

%% Theoretical instrumental function
VERZERR =RMS-D&-ADS-15-LynxEyeXE.geq
% Wavelength
LAMEDA=CULI

%% Phazes

STRUC[1] =betaCPP.str
STRUC|2] —betal CF.str |
STRUQ[3FHydroxylapatite. str

STRLU betaTCP-Mg.str

%% Measured background

LUMNT =RM5-D5-A05-15-LynxEyeXE-bkar. xy
RLI=10

%% Measured data

WaL[1] =01-tutorial. oy

2% Minimum Angle (2theta)

WMIN=10

%% Maximum Anale [2theta)

%o WMAX =60

%% Result list output

| STRUC[1] =betaCPP.str

%% SamplelD:

%% Theoretical instrumental function
VERZERR =RM5-D&-ADS-15-1L ynxEyeXE.geq
%% Wavelength

LAMBDA=CLI

%% Phases

El Hydroxylapatite, str
iFbetaTCP-Mg.str

%% Measured badkground

LINT =RMS-D8-ADS-15-LynxEyeXE-bkar.xy
RU=10

%% Measured data

VAL[1] =01-tutorial.xy

%% Minimum Angle (2theta)
WMIN=10

%% Maximum Angle (Ztheta)

%o WMAX =00

%% Result list output

Comment / Uncomment lines using the F7 key

Remaining structures and parameters will

automatically be re-numbered
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F4 key opens file manager
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Manually add a base line
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Visualization of peak profile contributions:
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Fh h |
QImpDrtStructureFilesL‘“ i .‘_‘- o P Pid a % 4 i
Files STR.File | Source File
Arcanite.cif PHASE =Arcanite [/ amcsd_0002458

Reference=amcsd_0009456 |/

Formula=K2_5_04//

SpacegroupMo=62 HermannMauguin=P2_1/n2_1/a2_1/m Setting=6 Lattice =0Ortharhombic //
PARAM=A=0,747600_0.7401240, 755075 PARAM=B=1.007100_0.997029~1.017171 PARAM=C=0,575300_0,5705370,582063 |/
RP=4k1=0 k2=0 PARAM=B1=0_00.01 GEWICHT=SPHAR% //
GOAL: Arcanite=GEWICHT %ifthenelse (ifdef{d),exp{my*d*3/4),1) //

E=K+1 Wydkoff=c x=0.673770 y=0.410620 z=0.250000 TD5=0.018131

E=K+1 Wydkoff=c x=0.988960 y=0.704060 z=0.250000 TDS=0.016347 H H .

E=5 Wydkoff=c x=0.232980 y=0.419710 z=0.250000 TD5=0.011755 I m po rtl ng CI F fl Ies .

E=0-2 Wyckoff=c x=0,037900 y=0.416600 z=0,250000 TD5=0.022642

E=0-2 Wyckoff=c x=0.296300 y=0.553200 z=0.250000 TDS=0.019637 H f I

E=0-2 Wyckoff=d x=0.300300 y=0.352200 z=0.041200 TDS=0.022340 - MOre meanlng U error messages

- Better autodetection of space
groups and settings

- Instant STR file verification by

FE0 @ generating hkl lines
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+ many more improvements:

- Open project ZIP archives

- Open multi-scan files as multi-val projects

- Changed behaviour of sample height displacement: Now
shifting the measured pattern

- Presets store baselines and peak integrals

- Correct reading of neutron diffraction *.dia files

- Updated FullProf.2k module

- Various bug fixes

Bug image: http://www.thecomputeradvisor.net



