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Selected Links from an Undergraduate Course on Chemical Informatics

Chemical Identifiers (Registry numbers, InChI, etc.)

http://www.indiana.edu/~cheminfo/C371/371chemident.html 

SMILES PowerPoint 1

http://www.indiana.edu/~cheminfo/C371/SMILESNEW1.ppt
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        Acetaminophen                               Isatin

SMILES Exercises

1. Try to construct a SMILES string for Acetaminophen and use the SMILES input option at Molinspiration http://www.molinspiration.com/cgi-bin/search to perform a structure similarity search.
2. Using the structure editor at Molinspiration, do a substructure search on the Acetaminophen molecule.

3. Link to the Fisher Scientific site at https://www1.fishersci.com/catalogs/ACROSSearch.jsp and draw the Isatin molecule.  Perform both an exact and a substructure search.  One of the compounds in the substructure search should be Isatin.  Note that Fisher provides an IR spectrum for the molecule and also lets you see the molfile.
4. Link to PubChem at http://pubchem.ncbi.nlm.nih.gov/ and input the SMILES for Acetaminophen used in question 1.
Miscellaneous Links
General Cheminformatics Resources http://www.chembiogrid.org/related/index.html 

Nomenclature Lite: A Guide to Naming and Indexing Chemical Compounds

By Charles H. Davis http://php.indiana.edu/~davisc/Abstract.htm 

