The EXCEL databases for PC and MAC were created by searching various sources (see Table below) for reports of anti-malarials.  The search criteria was the word “malaria” anywhere in the article, and results were sorted by date.  Each article was scanned to see if it reports on anti-malarial compounds.


Each database is organized into entries – each unique entry has a number, a chemical structure, a specific volume and page number that the original article can be found in the published source, and data about the compound as follows:

Target of Anti-Malarial Compound: A specific target enzyme. The field is blank if the target is unknown.

Structure of Most Potent Compound: Structures were drawn using ChemDraw Standard  Standard software, they are saved in separate .cdx files but are pasted in the EXCEL spreadsheet for quick viewing.

Target IC50 or Ki: The amount of compound required to reduce the target activity by 50%.  In some cases Ki values are given, this is the equilibrium dissociation constant for the target-compound complex to give free target + frere compound.  You will have to consult the original article to see if the value listed is an IC50 or a Ki value.

ED50 on parasite-infected red cells: The amount of compound required to reduce parasitemia in vitro by 50%.

ED50 for parasite growth in mice, rats, and non-human primates: The amount of compound required to reduce parasitemia in specific animals by 50%. Where this data is unavailable, curative data and active data is reported in parenthesis.

Route of administration to animal: IV = intravenous, SC = subcutaneous, IP = intraperitoneal, PO = orally  Not all studies explicitly stated the route of administration to test animals.

Selection of entries in the database was based on the potency and, in an effort to avoid redundant analogs, difference from the rest of the already existing entries.  Some articles that came up in the search were omitted because the studies were irrevelvant or inconclusive.

Coverage of Databases:

	Source
	Source Coverage
	Number of articles scanned

	Antimicrob. Agents Chemother.
	Vol 1, 1972 – July, 2005
	141

	Bioorg. Med. Chem.
	Vol 1, 1993 – Dec, 2005
	63

	Bioorg. Med. Chem. Lett.
	Vol 1, 1991 – Oct, 2005
	80

	J. Med. Chem.
	Vol 1, 1959 - Aug. 11, 2004
	597

	J. Biol. Chem.
	Vol. 1, 1905 - Jan. 22, 2005
	485

	Mol. Biochem. Parasitol.
	Vol 69, 1995 – Sept, 2005
	416

	Mol. Pharmacol.
	Vol 1, 1965 – Mar, 2006
	66

	PNAS
	Vol. 1, 1915 - Dec, 2002
	475
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