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Electron Diffraction Data

A selection of compounds measured with electron diffraction in the CSD.
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Structures with Raw Data DOls
CCDC does not store raw Average R factor
diffraction data. However, a DO 45 - The average R

for the raw data, stored in another
repository, can pbe linked to the
entry. This ‘Raw Data DOI' can be
orovided during deposition to
CCDC or in ‘My Structures'.

Most Studied Structure
Paracetamol
(4 papers, 6 structures)
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the CSD is ~ 22%
compared to a

value of 5% for the
whole CSD.

Higher R factors for
electron studies

Currently, 56 structures in the CSD

(0.005%) have an associated raw

data DOI. Interestingly, 14% of

electron diffraction  structures

have a raw data DOl associatead
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There are a number of automatic processes used

diffraction data

The CCDC has created an FAQ
in the CSD, which provides the
definition of suggested information to include in a CIF.
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Future Developments

Although the current number of electron

during CCDC's Data Curation process to identify non-

. . . . CIF field
routine structures. These heavily rely on the information

Information to include

diffraction datasets Iin the CSD is small, it is

_diffrn_radiation_probe

In the deposited CIF files. An assessment of electron

important that they are properly curated so they
are findable and useful to users. We would like to

‘electron’

diffraction data found 61% of data could be identified by

_diffrn_measurement_method

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

hear your input on any ways we can support the

the curation process, while other structures were . —
_diffrn_radiation_type

‘electron’

identified after curation from other places in the CIF
which are not checked by the curation software. A very

_diffrn_source

growth of this technigue.

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

small number of structures did not contain identifying
information in the ClFs at all.

_diffrn_source_type

The CCDC is also planning other improvement
Wwork, for instance the standardisation of property

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

_diffrn_measurement_device

fields such as melting point data and
undertaking an analysis of polymorphic data in

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

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

SPecilc moke the CSD to see how this information could be

enhanced to increase consistency.

The general name of the detector used

Specific make/model of the detector used

We would also like to hear your input of what

Any additional special details about the experimental
setup

future projects that CCDC should undertake to
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help users to get the most out of the CSD. Please

Any additional special details about the diffraction data
collection

* Electron radiation wavelength is typically 0.02-0.03 A
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