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Fundamental Parameters Approach
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Description of the peak profile



Instrument Configuration Files
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All these files are stored in

…\Profex-BGMN-Bundle-3.3.1\Profex\Devices

File Description

Instrument.sav Description of the instrument configuration

Instrument.ger Calculated profile

Instrument.geq Interpolated profile

Instrument.tpl Template for *.sav control file for this

configuration1)

(Empty *.sav file)

1) Optional, only used by Profex, not required for BGMN

Create / edit

manually



Instrument Configuration Files
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http://www.bgmn.de

The easiest way:

Modify an existing instrument
configuration file



Editing Instrument Files

Try to find an instrument configuration with…

… the same manufacturer

… the same model

… the same detector

… the same divergence slit mode (FDS / ADS)

7

Example Your instrument: Bruker D8 Advance

LynxEye detector

Automatic Divergence Slit

Modify configuration «d8-lynxeye-ads-1mm.sav»



Editing Instrument Files
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Instrument � Edit Configuration…



Editing Instrument Files
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Comment:

Description of
configuration



Editing Instrument Files
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- Go through the file line by line

- Change values to match your configuration

- Verify ALL values



Editing Instrument Files
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Leave this block
unchanged

(at the very end
of the file)



Editing Instrument Files
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Choose a new configuration name
e.g. «my-d8»

Change the output file names to
«my-d8.ger»
«my-d8.geq»

Save the configuration file as
«my-d8.sav»



Computing Peak Profile
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Check all

Click «Run»



Computing Peak Profile
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Computation may take several minutes



Computing Peak Profile
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Instrument description

Computed peak profile



Template SAV file (*.tpl)
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Copy

«d8-lynxeye-ads-1mm.tpl»

to

«my-d8.tpl»

Template file for *.sav control file:



Append Phase
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In «Add Phase» 
dialog (+)



Verification
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Verify with a reference material:

- Very good fit

- Realistic crystallite sizes

� Correct configuration



Lesson 9: Example 1

Instrument: Bruker D8 Advance

Geometry: Reflection

Goniometer Radius: 350 mm

X-ray Tube: CuKa, Target Size 12 x 0.4 mm

Divergence Slit: Automatic, 15 mm irr. length

Distance to sample 250 mm

Soller Slits: 2.5° in prim. and sec. beam

Beam Mask: Width 10.5 mm

Distance from sample 300 mm

Sample Diameter: 25 mm

Anti-Scatter Slit: 9mm

Distance to sample 260 mm

Detector Slit: Not installed

Detector: LynxEye XE

Array height 14.4 mm

Height of one strip 0.075 mm

Array width 16.0 mm

Number of channels 192

Beam Knife: Not installed

Polarization: None

19

1. Start from configuration
«d8-lynxeye-ads-1mm.sav»

2. Modify according to

3. Save under a new name
«d8-lesson9-example1.sav»

4. «Run» to compute peak profile

5. Copy template file
«d8-lynxeye-ads-1mm.tpl»

to
«d8-lesson9-example1.tpl»

6. Verify configuration with scan
«SRM-676a.raw»



Lesson 9: Example 1
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Lesson 9: Example 1
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Kβ not correct!



Lesson 9: Example 1
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Increase «betaratio»
manually

Repeat refinement



Lesson 9: Example 1
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betaratio=0.0158



Lesson 9: Example 1

Verify refined unit cell dimensions and crystallite

size with SRM certificate
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Certified Refined

Unit cell a 0.475936 nm 0.476021 nm

Unit cell c 1.29923 nm 1.299485 nm

Crystallite size Sub-micron 131 nm



Lesson 9: Example 1

Write betaratio=0.0158 to

«d8-lesson9-example1.tpl»
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