
PDF Editorial Staff Subcommittee 
Wednesday, 25 March 2009 

ICDD Headquarters 
Chairman - Suri Kabekkodu 

 
Call to Order 
 
Appointment of Minutes Secretary 
Lisa Lanno 
 
Minutes Approved 
The minutes from the March 2008 PDF Editorial Staff meeting were approved. 
 
P. Wallace moved 
A. Roberts seconded 
8 approved 
0 opposed 
0 abstained 
 
Board report (Scott Misture) 
BoD response on last year’s motion on using IUPAC spelling for Al, Cs: should be a user 
preference in our product. Science department will work on it. 
  
Summary of Sunday’s Editors’ Meeting 
S. Kabekkodu gave a summary of Sunday’s editorial meeting.  A one-day annual editors’ 
meeting was held on the 22nd of March 2009. The details of editorial tasks performed for 
the Release 2009 was discussed. The main topic of discussion was handling poorly 
crystalline materials and their quality evaluation. Polymorphic designations used in the 
database were also discussed. 
 
Editorial Progress in Release 2009 – See page 3 
 
R Quality mark  
The current definition of the R quality mark was discussed and the definition was 
modified. 
  
Motion: The “R” quality mark is used for patterns where it is clear that the d-values are a 
direct result of whole powder pattern fitting methods such as the Rietveld or 
decomposition methods. Such patterns should meet all the requirements of a Star quality. 
   
  Pete Wallace moved 
  Frank Rotella seconded 
  Approved 12 
  Opposed 1 
  Abstained 3 
 



Raw data evaluation and polymer project 
 
J. Reid presented the on going editorial work on experimental data evaluation and the 
polymer project. Please see J. Reid’s presentation (page 10) for more details. 
 
General Discussion 
 
The general discussion was focused on the editorial evaluation of poorly crystalline 
materials.  

- Should have good chemical characterization 
- Multiple data sets are recommended (conventional X-ray and high Q data 

(synchrotron, Mo, Ag) ) 
- Will focus on commonly occurring, commercially important materials 

 
J. Kaduk discussed powder data submission requirements among Acta Crystallographica-
B editors – J. Kaduk will give a draft of the report to S. Kabekkodu. 
 
C. Foris: Why don’t we get powder data directly for powder diffraction papers? – W.F. 
McClune will talk to T. Huang to include raw data. 
 
Motion to adjourn meeting by P. Wallace 
Seconded by Jeff Dann 
 
New Business  
 
Adjournment 
 



Editorial Progress in Release 2009



The editorial task
• New EXP data
• New LPF data
• New ICSD entries
• ICSD Rebuild
• Abstracted Atomic coordinates
• Editorial and Duplicate review
• Assigning Calculated pattern QM
• Raw Data
• Cross Referencing
• Subfile population



New Entries
Database Diffraction 

Patterns
Atomic 
Coordinates

Experimental 1504 235

ICSD 5999

LPF 11851 11851

TOTAL 19354 12088



Processed Vs Published
Database Processed Published

LPF 12086 11851

ICSD 6277 5999

Atomic Coordinates 
(exp)

1014 235

Raw Data ~1500 1019



ICSD Rebuild

• 95254 reviewed and recalculated
• Editorial tracking: Retaining ICDD 

previous editorial changes



DBStatus

• All the patterns were classified into 
Primary/Alternate using Composition,QM and 
Temp/Pressure of data collection

• DBStatus Distribution in PDF-2 and PDF-4 (next page)



PDF-2 PDF-4
DBStatus Experimental ICSD NIST ICSD NIST LPF
Primary 90500 72460 5776 39582 2506 74102
Alternate 1440 26876 2912 21116 1564 44711
Deteted 12116 5151 1379 3392 410 1
Removed 40397 5587

Check 104056 104487 10067 104487 10067 118814

Total 218610 291440

 



PD3 Evaluation, Full Profile 
Refinements and the 

Incommensurate Structure 
Project

Joel Reid
International Centre for Diffraction Data



Topics

• Progress on PD3 pattern analysis this year.

• Using full profile refinement techniques to obtain 
integrated intensities.

• Preliminary steps towards proper descriptions of 
incommensurate and modulated patterns and 
structures in the PDF database.







Un-Indexed Reflections

• Previously, un-indexed reflections in PD3 
patterns were added to the D-I list when the 
relative reflection height was 5% or greater  
(after background removal).

• Currently, un-indexed reflections are 
documented to the ‘Comments’ section.



Dow Polymers (Optically Scanned)



Integrated Intensities

• The ability to evaluate integrated intensities is 
becoming increasingly important:

1. D-I lists are published less frequently in the 
literature, but supplementary raw data is 
increasingly available.

2. We strongly encourage Grant-in-Aid recipients 
to submit integrated intensities.



Rational for Integrated Intensities

• Integrated intensities should be independent of 
instrumental resolution (but not geometry), 
unlike peak heights.

• However, integrated intensities are more time 
consuming and difficult to accurately measure, 
particularly for low symmetry patterns with 
significant reflection overlap.



Evaluating Integrated Intensities

• Two aspects of evaluating integrated 
intensities need to be considered:

1. A strategy for achieving consistent results with 
full profile refinement.

2. A systematic method for reducing the 
refinement output to obtain a representative 
D-I list.



Le Bail Refinement & D-I List



Incommensurate Patterns in the PDF

• There are approximately 500-600 modulated, 
incommensurate or composite patterns in the 
PDF database.

• There are a number of excellent raw data sets 
for incommensurate patterns submitted via the 
Grant-in-Aid program.



Incommensurate Structures Project

• The goal of this project is to establish editorial 
capabilities to evaluate modulated patterns and 
structures and product capabilities to properly 
store and display modulated patterns and 
structures in the PDF database.

• Work has begun with Dr. Vaclav Petricek 
(Prague) to develop editorial and display tools 
for the database based on his software platform 
JANA.
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