X-ray Diffraction Methods Subcommittee Minutes
Davor Balzar, Chairman
12 March 2008

Call to Order
Meeting was called to order at 10:00 a.m. by D. Balzar.

Appointment of Minutes Secretary
Terry Kahmer

Approval of Minutes from March 2007 Meeting
Minutes were unanimously approved.

Board of Directors’ Liaison Report
No motions from last year.

Old Business
a.) Report by the Task Group “1-D and 2-D Detectors” by D. Balzar

Review of past activity:
Collapsing the 2-D data into a 1-D 1-26 trace. The opposite is also desirable.

First step was to look at the NIST SRM alumina plate (because intensities are

certified).

The results:

FWHM was affected, intensities were all over the place, lattice parameters did not

seem to be affected, and fractional coordinates were.

Review of new activity:

Looked at NIST SRM 660a LaBg. Collapsed patterns were shown. Refinement
was done by GSAS. Focused on the shift profile parameter and lattice parameter

refined. Temperature factor and fractional coordinate (B) allowed to vary.
Spherical harmonics for “texture” in order to correct for systematic errors.

The results:

FWHM was affected, lattice parameters were affected, and fractional coordinates
were slightly affected. We need to study geometrical aberrations of the 2-D data

collection setup and come up with algorithms to correct intensities in order to be

able to use Rietveld refinement, search-match programs, etc.

D. Balzar’s presentation.

Discussion followed. Several members commented on different aspects. We
should expand the number of people involved and work in parallel on both
algorithms and testing those on data collected for several NIST SRMs.



b.) Report by the Task Group “Raw Data File Format” by P. Zavalij

Peter summarized details of the CIF files and their content. This will be compared
with what ICDD is already doing and then the minimum set of parameters to be
included in CIF files sent to all vendors.

P. Zavalij’s presentation.

New Business
E-mail went to the XRD Methods Subcommittee members requesting items for new
business. Several ideas were floated, especially by Toni Raftery.

Other Matters

Adjournment
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* Some refinable paramet

Pattern Rup Texture a (A) Al
(%) e fract. coord.
89°-91° 13.04 41 4.15738(8) 0.206(5)
65°-115° 7.85 24 4.15765(5) 0.197(3)
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Conclusions

Sample:
NIST SRM660a LaB6 powder

Strong “texture” effects
Relative intensities should be corrected
LP factor, geometry, ...
Include a parameter file and use special profile function (GSAS, Topas,...)

Results:
FWHM is affected
Lattice parameters affected
Fractional coordinates seem to be slightly affected
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New Focus?

E-mail to the XRD Methods Subcommittee sent in January 2008

Tony Raftery:

The most important of which is transmission/Debye-Scherrer
configuration. Much 1s known but not readily accessible. Bragg-Brentano
data has taken over and that just might change.

Other transmission configuration(s) are flat thin film - I am not sure how
to take data in that geometry (omega=0, 2theta ? or theta/2theta ?) - what
are the differences given that it is mainly the low angle data on 1s
interested in.

Another geometry 1s parallel beam (mirror based) glancing incidence,
then there 1s theta/2theta parallel beam.
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