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Abstract (en)
[origin: WO2018234718A1] The selection method according to the invention is iterative and comprises an initialisation step (E10) associating with
a molecule, referred to as the current molecule, a predetermined descriptor value of molecules associated with the target molecular structure, and,
during each iteration (E20) of the selection method: — a step (E30), for each molecule of a database comprising a plurality of molecules each
associated with a value of said descriptor, of evaluating a degree of similarity, referred to as overall similarity, between the value of the descriptor
associated with said molecule and the value of the descriptor associated with the current molecule; — a step (E40) of selecting molecules of the
database having a degree of overall similarity greater than a predetermined threshold, the selected molecules being added (E50) to the reference
subassembly; and — a step (E60) of updating the value of the descriptor associated with the current molecule based on values of descriptors
associated with at least one portion of the molecules belonging to the reference subassembly.
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