Subject: Re: HBD/HBA
Posted by nbehrnd on Mon, 06 Mar 2023 22:28:01 GMT

View Forum Message <> Reply to Message

Initially for curiosity, | submitted a few simple molecules to the assignment to H-bond donors, and
acceptors

DW assigns last entry 6, diacetamide, 3 acceptors and 1 donor. This contrasts to Etter's paper[1]
with two accptors and one donor only.

Do follow medicinal chemistry and solid state chemistry/crystallography different conventions
here?

With regards,
Norwid
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Table 1. Examples of graph-set assignments

The hexagons are meant to represent any organic ligand. This
specific form is given so the degrees of the patterns can be assigned
in this table. If the organic ligands were other kinds of groups,
then the degrees of some of the patterns would change.
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