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Transmission electron microscope (TEM) Imaging

High-resolution imaging
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APPLICATION OF AUTOMATED ELECTRON DIFFRACTION TO STRUCTURAL INVESTIGATION OF MOLECULAR CRYSTALS
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Single crystal electron diffraction: tilt series
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AUTOMATED ELECTRON DIFFRACTION: THE EXPERIMENT

Automated electron Diffraction Tomography (ADT):
collection of the complete reciprocal data rather than zonal patterns
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Towards automated diffraction tomography. Part | - Data Acquisition
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AUTOMATED ELECTRON DIFFRACTION: DATA PROCESSING

Automated electron Diffraction Tomography (ADT):
collection of the complete reciprocal data rather than zonal patterns
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Towards automated diffraction tomography. Part 1l - cell parameter determination
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AUTOMATED ELECTRON DIFFRACTION: DATA PROCESSING

Automated electron Diffraction Tomography (ADT):
collection of the complete reciprocal data rather than zonal patterns
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AUTOMATED ELECTRON DIFFRACTION TOMOGRAPHY

small crystals agglomerated radiation damage

Zn,Sb, ~40 nm crystals
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Timne. secomnds

STEM vs. TEM;
Distribute the dose (crystal bending!);
Cool the sample
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ADT: UNIL CELL PARAMETERS DETERMINATION

Orthorombic paracetamol (Pcab)

ADT As given by
Haisa et al., 1974
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17.4 A 17.164 A Projection (010):
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ADT: UNIL CELL PARAMETERS DETERMINATION

Orthorombic paracetamol (Pcab)
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Polymorphism

On the Polymorphism of Aspirin: Crystalline Aspirin as Intergrowths
' P L] (3 abe

of Two “Polymorphic™ Domains**

Andrew D. Bond,®* Roland Boese,* and Gautam K. Desiraju®

In the preceding paper, we highlighted the ambiguity that forms {Figure 1), In form 1, the layers are arranged so that C©

exists in the literature concerning the nature of crystalline H--O interactions form centrosymmetric dimers {arrange-

aspirin In 2004, Ouvrard and Price demonstrated computa-  memt A, Figure 1). In the proposed form 11, adjacent layers

tionally that the long-established aspirin crvstal structure™ ™
was amongst those predicted o be most stable, but they
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Conclusion

Caution during data acquisition
Lattice cell parameters determination is always possible ...

Alternative structure solution approaches for
medium-resolution data

Direct methods structure solution for high resolution data

JGlu

sonannes GUTENBERG
29.06.2011 15 UNIVERSITAT MAINZ



29.06.2011 16

Group
Ute Kolb

Galina Matveeva
Enrico Mugnaioli
Andrew Stewart
Iryna Andrusenko

Sebastian Schlitt
Ulrich Heil

Rudolf Wurfel
Robert Branscheid

Max Otten, FEI, Eindhoven, The Netherlands

Jacco van de Streek, Avant-garde Materials Simulation, Freiburg

Martin U. Schmidt, University of Frankfurt-am-Main

Andreas F.M. Kilbinger, Institute of Organic Chemistry, Mainz JG‘U

: ; GUTENBERG
Financial support SFB 625 O N VE RS TAT MaiNz



	This document was presented at PPXRD -.pdf
	 This document was presented at PPXRD - Pharmaceutical Powder X-ray Diffraction Symposium


