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Abstract (en)
[origin: WO9912118A1] The present application relates to a number of aspects of a compound and/or molecular screening system, including: 1)
finding relationships between molecular structure and useful properties of molecules, more particularly using a virtual or mathematical analogue
or model of a biological receptor or active site (a "virtual receptor") or other biological activity, such as toxicity; 2) creating a virtual receptor by use
of Minimum Message Length or Maximum Entropy method (MEM) principles such as by applying a Bayesian regularised artificial neural network
(BRANN); 3) using a virtual receptor to screen a database, the database may be real or virtual, may apply to existing or hypothetical molecules
or compounds; 4) use of virtual receptors as fitness functions; 5) a method of mutating structures by modifying a SMILES string representation; 6)
an improved molecular multipole moment representation; 7) an improved molecular eigenvalue index as a representation. Other aspects are also
disclosed.
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