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New Features for Release 2021



New Features for Data Mining

New searches

Refined Formula — A formula derived
from the occupancies and site
multiplicities of the elements in the
atomic coordinates.

Wyckoff Sequence

Topology* — The topological
descriptors as per RCSR database
(http://rcsr.anu.edu.au/).

e Automatically resize search results

window to fit the data.

* Sort on multiple columns in the

*PDF-4 only

search results.

¥ Search
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My Defaults

Compound Name
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Data mining search results for the Wyckoff sequence “d2 c14”.


http://rcsr.anu.edu.au/

New Features for Data Mining

=4 Graphed Fields
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* Plot left and right y-axes of data
mining searches

Applies to any numeric field
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Temperature series graph for Ge 02 displaying both temperature (left y-axis) and
pressure (right y-axis) as a function of reduced cell volume.*

*PDF-4 only



New Features for Simulations

" Results - 137 of 444,1
File Field

* Quick settings panel for pattern
simulations*

* Mouse wheel pans the graph left g
and right

Holding SHIFT will autoscale the y-
axis (intensity).

100,000

Quick settings panel allows the user to dynamically change various simulation
settings directly on the graph.

*PDF-4 only



New Features for Simulations
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e New SAED features*

Interactive d-spacings table
User-defined background color
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Transparency setting for visual | ‘
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Customize position of zone axis
label
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New table displays the d-spacings, HKL’s, and intensities for all spots in the SAED
pattern simulation window. Spots can be highlighted by clicking on them in the
*PDF-4 only table or directly in the simulation.



New Features for Phase ID (Sleve/Sleve+)

1D Diffraction Patterns  Phases (1) Peaks (24 of 28)
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Experimental data that was imported and processed in JADE, can now be imported
into Sleve+ for complimentary phase identification.

* Import JADE projects directly
into Sleve/Sleve+ for phase
identification

» Export the Sleve/Sleve+ d-l list to
a file as 20-intensity values



New Features for Phase ID (Sleve+)
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multiphase analysis

* New color sets for enhancing the [ s o
image contrast of imported 2D
patterns.

Intensities are now scaled for ring pattern simulations when doing 2D multiphase
analysis.



