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chem-bla-ics

| recently wrote about a project for a (partial) CIP implementation. This implementation is in
place, and we are working towards setting up an extensive test suite. The data set we had in
mind was available as SMILES and as MDL molfile. Now, the latter does not really specify the
stereochemistry of the tetrahedral centers, and relies on wedge bonding. Actually, a few years
ago Jonathan Brecher wrote up the IUPAC recommendation for the use of the wedge bond for
chirality specification (doi:10.1351/pac200678101897), with 74 pages of rules and examples, like
the following (copyright by authors or journal; I'm claiming fair use):

o)
o]
Preferred Nov acceprable Not acceprahle
O s O 0 s
Preferred Not acceprable Not acceprable

So, using wedges leaves plenty of room for incorrectly specifying the stereochemistry.
Therefore, we decided to go for SMILES, even though Noel recently showed that processing
stereochemistry in SMILES is not trivial either. The SMILES | am currently using:

*Br[C@eH] (CL)I
*Br[CeH] (CL)I

*BrCe@] ([H]) (CL)I
-BrCel ([H]) (CL)I

- [C@112(0C1)NCN2

- C[CeH] (0) [CeH] (0)C
*NC([CeH](0)C)Cl

- I1.C12.Br3.[C@]123CCC

I'm looking for more corner cases... please leave them as comments.
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