Subject: Re: Axial chirality
Posted by nbehrnd on Fri, 11 Sep 2020 09:37:45 GMT

View Forum Message <> Reply to Message

Possibly the scrutiny for P/M in simpler biphenyls differs from the one in larger systems with axial
chirality when structures are drawn in the sketcher from scratch:

As a bit lengthy work-around: | redrew two structures like the one drawn by you outside DW. After
their export as .mol (including 3D coordinates), they were converted with openbabel into an .sdf in
common. DW apparently recognized the chirality (both.dwar, attached):
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1) diff.png, downl oaded 1254 tines
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2) both.dwar, downl oaded 632 tines
3) then3D. png, downl oaded 1389 tines

Page 1 of 2 ---- Generated from opennol ecul es. org Forum


https://openmolecules.org/forum/index.php?t=usrinfo&id=568
https://openmolecules.org/forum/index.php?t=rview&th=415&goto=1066#msg_1066
https://openmolecules.org/forum/index.php?t=post&reply_to=1066
https://openmolecules.org/forum/index.php?t=getfile&id=269
https://openmolecules.org/forum/index.php?t=getfile&id=270
https://openmolecules.org/forum/index.php?t=getfile&id=271
https://openmolecules.org/forum/index.php

Column Name Value
Structure s

_.-'l 1./|]'-._|'

W

.H{hij;

[<[T>]

I I I Y e PO SHCT Y SPARY S B SR " |

4) bot h. sdf, downl oaded 632 tines
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