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Most common analyses �global user surveys  
2006, 2009, 2012

Material Identification

Material Quantitation

Rietveld

RIR

Crystallinity

Crystallite Size

Why develop nanomaterial or 
amorphous references



Most Frequent Downloads

Advances in X-ray Analysis
on-line publications

PPXRD on-line presentations

PPXRD on-line presentations



PDF-4/Organics

Nanomaterials



Experimental Calculation 

Digital Pattern Simulation

Use 3 basic Algorithms

Applied Instrument Functions

Crystallite Size Modeling

Molecular Orientation 
Functions

X-ray, neutron and electron diffraction 
scattering factors

Spot, ring, EBSD pattern simulation

Similarity indices for identification of 
amorphous materials

Amorphous references

Nanomaterial references

Supporting Data

DSC/TGA

SEM/TEM

Pair Distribution Functions

Tools for Nanomaterial and Amorphous 
Analyses with PDF-4+ Databases

















































































Experimental digital patterns

Nanocrystalline
or Amorphous ?

Cellulose Polystyrene



Polymeric excipients

Microcrystalline
Cellulose

Cellulose
Triacetate III

Methylcellulose

Povidone
Copovidone
Crospovidone


