From Structure to Publication:
How to Utilise Your FAIRE License CCD C

FAIRE and the Cambridge Structural Database
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Enterprise license, free of charge, to researchers in parts of the world with demonstrable need. Your FAIRE license gives you
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Here we use CSD entry UNOYEE?® to demonstrate how you could perform crystal structure analysis using CSD Software for a publication in a journal such as Acta Crystallographica E.

Is my compound novel? Database surveys and analysis

The first thing you will want to know is if your structure is novel. Has it been published before? Are Search the CSD for structures related to yours using ConQuest. Identify relevant literature from
there many similar compounds? You can use ConQuest and WebCSD to check this. bibliographic records, discover chemical, physical and biological properties, and explore 50D
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Structure analysis

Analyse your structures in Mercury to uncover intermolecular and intramolecular interactions.

Structure visualisation

Structures can be visualised in Mercury. Different
styles are available and customisable allowing you to
make publication quality images.
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View slices of
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structure.

Automatic Hydrogen Bond

Statistics calculations. Measure and visualise distances,

angles and torsions..
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[ Double click to view result in Mogul
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Type Molecule  Fragment Classification MNe. of hits  Query value  Mean  Std.r A
0351C6 ot unusual (enocugh hits) 10974 109.707 108,113 1.246

C7C6 51 ot unusual (encugh hits) 10961 119.050 119.734 0.997
C11Ces1 ot unusual (encugh hits) 10961 119.420 119.734 0.997
C1cecy ot unusual (encugh hits) 11174 121.468 120.482 1.323
Ca8C7Ch ot unusual (encugh hits) 11939 118.427 119.430 1.037
c7Cace ot unusual (encugh hits) 14510 121.425 121.350 1.223
c10Cocs ot unusual (encugh hits) 12383 118.61% 118127 1,043
C12CoC8 ot unusual (encugh hits) 13962 119.906 120,938 2,728
C12C9C10 ot unusual (encugh hits) 15962 121476 120,938 2.728
cnncice ot unusual (enough hits) 14510 121.239 121.350 1.223
C10CN Ce ot unusual (enocugh hits) 11939 118.819 119.430 1.037
01C5¢C1 nusual (en hits) 10 121.426 126.563 2.282

Predict and assess
intermolecular iINnteractions
with a range of functional
groups using Full Interaction
Maps.

UMNOYEE
O1C5CT M ot unusual (encugh hits) 81 175.467
Q1C5C1C ot unusual (encugh hits) 83 -0.308
Q251N ot unusual (encugh hits) 178 161927
Q251 N1 C4 ot unusual (encugh hits) 196 -24.072
O351TN1C1 ot unusual (encugh hits) 178 32.6%4
O35TN1C4 ot unusual (encugh hits) 196 -153.304
CESTNTC1 ot unusual (encugh hits) 29 -83.079

Assess conformational and
structural similarities with

Don't forget to cite the CSD and acknowledge the FAIRE programme in any publications that use the similar ~ molecules using I
CSD Portfolio. Find more information on how to cite the CSD in our FAQ's here: https://ccdc- Structure/Molecule Overlay. .
info.com/3yBbTXt

https://www.ccdc.cam.ac.uk/community/ccdc-for-the-community/faire-grants/
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