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Drug Guru: A computer software program for drug design

using medicinal chemistry rules
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2.2. Structure input

Input of a chemical structure can be via corporate iden-
tifier code, drawing program, or by coordinate file,
either individually or in batch. Typical input structures
include the current lead structure for a particular pro-
ject, a competitor compound or a natural ligand. After
entering the input structure, the user selects the run but-
ton with no additional user information needed. All gen-
eral transformations are applied in this mode. An
‘expert user’ page is optionally accessed to allow some
additional features (described below) to be explored if
desired. The input web page is illustrated in Figure 4.
Tautomerism of the input structure was found to be
an important factor: different tautomers give different
output results. When tautomeric possibilities are found
by an automatic tautomer check within Drug Guru,
the user is queried to select the desired input
tautomer(s).
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