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New Release Features 

• The 2011 release of ICDD databases boasts an 
impressive array of new features. This tutorial will 
show these new features using ICDD’s own data-
mining software, which is bundled free with the 
database. These features include: 

– Enhanced searching 

– Revamped user interfaces 

– Modulated structures 

– Improved SIeve+ functionality 



New Search and Display Field: 
Structural Formula* 

Patterns with a Structural Formula containing “Cu Cl2” Structural Formula search 

*Display field is PDF-4 only 



New Search: Property Sheet* 
Property Sheets contains an Adobe PDF of battery material or ionic conductor information 

First page of Property Sheet for Cerium Cobalt Second page of Property Sheet for Cerium Cobalt 

*PDF-4 only 



Popup list for inserting Greek letters Results for the Compound Names containing “α-sodium” 

Greek Letter Searches 
Many of the fields in the database contain Greek letters. A new Greek letter button has been added, 

allowing the user to conveniently insert Greek letters for searching. 

Greek letter button 



“Yes/No/Maybe” Periodic Table Search 
This new search option provides the user with a simpler way of mining the database 

for their search elements. For this search, an element can have one of three states. 

Yes: This 
element must 

exist in the 
pattern 
(white) 

Maybe: This 
element may 
exist in the 

pattern 
(colored) 

No: This 
element must 

not exist in 
the pattern 

(grey) 

Periodic table search with new “Yes/No/Maybe” element option 



New Search Subfiles 

• Thermoelectric Material  
• Modulated Structure 
• Alkaloids* 
• Amino Acids, Peptides & Complexes* 
• Bioactivity* 
• Carbohydrate* 
• Merck* 
• Nucleosides & Nucleotides* 
• Porphyrins* 
• Steroids* 
• Terpenes* 

 
*Subfile previously only available in PDF-4/Organics 



Jmol – 3D Structure Viewer* 
We have upgraded the 3D structure viewer to use Jmol, a fast and powerful 

open-source structure viewer. Some of Jmol’s features include: 
• Dot surface, van der Waals surface, and molecular surface 

• Displaying individual symmetry operators 
• 3D stereographic viewing 

3D structure for Manganese Tin with a dot surface overlay  3D structure for Potassium Lanthanum Phosphorus Selenide 
showing the a-glide plane symmetry operation 

*PDF-4 only 



New Simulated Profile Preferences* 
We have merged the Experimental Pattern Preferences, Calculated Pattern 

Preferences, and Range Preferences into a unified Simulated Profile Preferences. 
Additionally, we have enabled the Crystallite Size profile function for experimental 

entries (previously only available for calculated entries). 

New Simulated Profile Preferences form 

*PDF-4 only 



Modulated Structures 
The PDF Card now supports modulated structures, which are structures that are described using 

more than just three-dimensional space. The new fields include: 
• Additional Miller indices (h, k, l) with modulated dimensions 

• Modulated vector descriptions 
• Symmetry operators* 
• Atomic coordinates* 

PDF card for modulated structure Bismuth Strontium Calcium Copper Oxide 
*PDF-4 only 



Process Experimental Data Wizard 
The processing of experimental data into SIeve+ has been streamlined with a new wizard interface. This 

wizard interface will logically walk the user through the following processes: 
• Removing the background (automatic or manual) 

• Smoothing the data 
• Stripping the Kα2 peaks 

• Finding the peaks (automatic or manual) 

Process Experimental Data Wizard showing the peak search 



Phases Summation Plot* 
SIeve+ now allows the user to view a simulation of multiple phases as a single, 

summed plot. This summation plot will better help the user in visually matching 
their experimental data to the summation of currently found phases. 

SIeve+ form showing the summation plot (in black) at the lower right-hand side 
*PDF-4 only 



New Similarity Index - “Normalized R-index”* 
A new similarity index, called the “Normalized R-index”, has been developed for increased accuracy of 

full-pattern matching. This “Normalized R-index” is based on the R-index (Karfunkel et al. [1]) and 
has been modified by Dr. John Faber for use in Release 2011. 

[1] Karfunkel, H.R., Rohde, B., Leusen, F.J.J., Gganitz, R.J. & Rihs, G. (1993). J. Comput. Chem. 14, 1125. *PDF-4 only 



Flexible Lines Table 
The SIeve+ Lines table now has the option of showing either 

the 2θ values (new) or the d-Spacing values. 

SIeve+ form showing the 2θ values in the Lines table 
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Thank you for viewing our tutorial. 
Additional tutorials are available at the ICDD website. 

 www.icdd.com 

http://www.icdd.com/

