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Concept - Fragment Growing Inside Enamine REAL
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Custom algorithm: determining scaffold symmetry for annotation

C4 Symmetry

C2 Symmetry C1l Symmetry

Only 2 different sides are available
due to the plane of symmetry

4 quadrants are available

If the functional group is in different
guadrants, it is still the same compound

Annotation of possible exit vectors by angle

Fragment Growing Examples

51,705,437,008

possible products for this scaffold

Annotation parameters:

. Number of synthons by ID

. Number of synthons by SMILES
. Number of unique reactions

. Scaffold symmetry

. Number of reaction site angles
. Number of quadrants

. Coverage score
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Coverage score:

1. XY symmetry -> 4

2. XorY:
1 quadrants - 2
2 quadrants - 4

3. No symmetry -> based on N
quadrants
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