Subject: Generate 2D atom coordinates gives overlapping atoms
Posted by mcmc on Tue, 31 Jan 2023 11:01:26 GMT

View Forum Message <> Reply to Message

| have some bridged piperazines that get redrawn in a way that atoms are overlapping with the
attached heterocycle upon generating 2D atom coords (which | do to superimpose the compounds
in a set).

Hard to explain in words, but picture attached.

If these overlapping atoms could be avoided, that would be much appreciated.

File Attachnents

1) bridged ring funky.jpg, downl oaded 751 tines
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