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What precisely are we talking about?
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... 9 isomers (try yourself – it‘s fun!)
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From compositions to constitutions
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The DENDRAL project
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DENDRAL approach to structure generation
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Generating tree for C 6H10 isomers
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Molecular graphs
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Houston, we have a problem!
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Discrete mathematicians found solutions
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A new generation of structure generators
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Crossing disciplinary boundaries
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Amino acid libraries resulting from 
the studies at UHNAI 
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Application: 
Verify a model on selection of the amino acid alpha bet 
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… research continued at ELSI …
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Statistical analysis
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6 sets with better coverage
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Simple statistics by basic combinatorics
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Heats of formation � Hf°
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Results published last year
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Nucleotides
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First results:
Isomers of ribose
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Outlook: explore chemical space of general nucleosi des
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Molecular Graphs

Outlook: general small molecule compound spaces
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Conclusion
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