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Analysis of aromatic interactions is often necessary for understanding why a crystal has the form and properties it does. Aromatic groups in crystals mostly arrange into
T-shape and offset stack arrangements; benzene, pyridine, thiophene and other rings tend to form geometrically similar arrangements. Aromatic interactions can be
structure directing in the absence of other forces, and stable networks of these interactions can be formed. When multiple polymorphs exist, these interactions can be a
hallmark of the first-formed structures. Across the CSD, aromatics can be observed to form preferential arrangements dependent on chemistry. We present “Aromatics
Analyser 2" for analysis of these aromatic-specific interactions, and evidence from use of these subroutines to support the above assertions.

How it works—the short version

Rings are converted to a coordinate system with the six
degrees of freedom of the relative orientation of two rigid
bodies. The position of the second ring (X, V, z) relative to
the first (at 0,0,0), the angle between these rings (a) and
their rotation in-plane (az and az respectively)
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Interaction type and distance, geometry, positions,
symmetry, strength category, substitution,
propensity, topology, ring names. All accessible In
Mercury, notebook and command line interfaces.
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Aromatics Analyser 2 is available through the CSD Python APl menu in Mercury, through a command For more information: General: E. Pidcock et al, 2022 https://doi.org/10.1021/acs.cgd.1c01293; Martinez and Iverson, 2012 https://doi.org/10.1039/
line interface and inside Jupyter notebooks. More information is available in the readme.md or by C25C20045G Med Chem: Bissantz, Kuhn, Stahl 2010 https:/doi.org/10.1021/jm100112j; Nucleation: A. J. Cruz-Cabeza et al, 2017 https:.//

running ./aa2.py --help. Installation instructions will be available from the CCDC upon release. doi.org/10.1039/C7CC02423A; Coordinate system (abr.): Huber et al, 2014 https://doi.org/10.1021/ci500183u
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