Subject: Re: Stereo issue?
Posted by bruno.b on Thu, 05 Nov 2015 09:23:45 GMT

View Forum Message <> Reply to Message

It is indeed improved.

| tested further the SMILES to structure generator, Here is a SMILES that does not give good 2D
coordinates: clccc(C23C(N(c4cee(cecd)C)C(C2C2c¢4c(C3c3c2ccecece3)cececd)=0)=0)c cl

This is not an easy case.

Best regards,

Bruno
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