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ldentification

There are a number of automatic processes used
during CCDC's Data Curation process to identify non-
routine structures. These heavily rely on the information
in the deposited CIF files. An assessment of electron
diffraction data found 61% of data could be identified by
the curation process, while other structures were
identified after curation from other places in the CIF
which are not checked by the curation software. A very
small number of structures did not contain identifying
information in the ClFs at all.

|dentification method % of ClFs

Automatic from CIF ol %
Wavelength* 25 %
Information provided elsewhere 13 %
Only identifiable from paper 1%

* Electron radiation wavelength is typically 0.02-0.03 A

The CCDC has created an FAQ® about electron
diffraction data in the CSD, which provides the
definition of suggested information to include in a CIF.

Accessing the data

CIF field

Information to include

_diffrn_radiation_probe

‘electron’

_diffrn_measurement_method

The method used to measure the data e.g. ‘Rotation
Electron Diffraction’

_diffrn_radiation_type

‘electron’

_diffrn_source

The general electron source used in experiment e.g.
‘electron microscope’

_diffrn_source_type

Specific information about the electron source used, such
as make/model or name of the equipment

_diffrn_measurement_device

The general name of the equipment used to collect the
diffraction data

_diffrn_measurement_device_type

Specific make/model of the equipment used e.g. ‘FEI
Tecnai F30ST

_diffrn_detector

The general name of the detector used

_diffrn_detector_type

Specific make/model of the detector used

_exptl_special_details

Any additional special details about the experimental
setup

_diffrn_special_details

Any additional special details about the diffraction data
collection
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The electron diffraction datasets identified in the
CSD are available in the Electron Diffraction
Subset, containing 385 entries (V5.45). The subset
s available In ConQuest from the View
Databases’ menu and can also be used to limit
search gueries to these datasets.

The subset can also be accessed using the CSD
Python APl using an EntryReader, CrystalReader
or MoleculeReader.
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