SINGLE CRYSTAL DIFFRACTION SOFTWARE

has been designed as area detector software to
work on all STOE Imaging Plate Detector Systems, the IPDS II and the
IPDS 2T, and the all new STOE StadiVari equipped with the DECTRIS
PILATUS pixel detector. It includes the well known software tools XRed32 and the fully automated X-Shape.
• Extremely user-friendly, easy to use, yet very flexible and powerful
• Highest data quality; 32 bits per pixel, unlimited number of reflections in
lattice parameter refinement
• Use of elliptical reflection profiles and α1/ α2 splitting during integration
process, application of twin matrices and q vectors
• More use of GUI (graphical user interfaces) during measurement and data
processing, leading to better control, earlier and deeper in-sight into the
data
• Liberal license policy, free software updates for 3 years
• Complete package for data collection and evaluation
•

Full integration of STOE's FaceitVideo and X-Step32

ACQUISITION
Diffractometer Control / Measure / Run Optimizer
are intuitive interfaces to the diffractometer, which
offer direct access to all functions. With the control
menu and the integrated FaceitVideo function the
exchange and centring of the sample is performed
easily. The data collection is started with a few GUI
guided steps in the measurement menu. Basic
information
about the
sample is
collected with
a very fast
data collection or it has been provided by the user, so
the run optimization can be started. The easy to use
GUI optimizes the run strategy, e.g. completeness
according to the crystal system, and saves the results
to the measurement file allowing faster and more
dedicated data collection.

EVALUATION
Index / Cell / Refine
During the data collection the
frames already collected are
scanned with the peak finding
routine. The resulting reflections
are graphically indexed within
Recipe. The cell parameters are
refined according to the crystal
system. Additionally, q vectors of
incommensurate structures can
be applied.

Integration
Frames being recorded can be
integrated already during the
data collection. The GUI allows
applying up to four matrices for
twinned or intergrown crystals.
Additionally all integration
options as overlap, use of α1/ α2
splitting, shading masks, etc. can
be selected. For modulated
structures the satellite
reflections can be included. The
selection of the integration
parameters is performed fully
automated including final data
integration. Alternatively these
can be given by the user or be
optimized semi-automatically. The graphical representation can be adopted easily and gives
versatile information about the integration process and the reflection pattern.
X-Red32 / X-Shape
Data reduction is easily performed with the X-Red32
software. All additional information about the crystal
can be evaluated. The data are analyzed for the
existence of an inversion centre. The space group is
determined by extinction analysis of all data. For final
data output the application of an absorption or decay
correction and merging can be selected.

Absorption correction can be applied in
two ways. For nicely shaped crystals the
faces can be indexed with the movie
function of the FaceitVideo software (can
also be done offline with a pre-recorded
movie) and the reflection data are
corrected numerically. Alternatively semiempiric absorption correction is
performed using the fully automated XShape software by the use of equivalent
reflections.

PRESENTATION
Frame Graphics
For the inspection of collected
frames X-Area offers a
powerful graphics program.
Interactive display options
provide an easy-to-use way
for checking the collected
data. For example, the α1/ α2
splitting of reflections can be
examined easily. The
diffraction pattern can also be
scanned for anomalous effects
like diffuse scattering etc.

Reciprocal Space
Detailed information for
problematical structures can
be gained through analysis of
the reciprocal space. It is build
from the collected frames.
Planar representations are
displayed user defined. E.g.
the reciprocal space can be
checked for additional
reflections arising from
twinning or modulation.
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