Structural insight into the interaction of flavonoids with aldose reductase
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Figure 1. Polyol pathway leads to formation of reactive oxygen species 8 Bobon — —
(ROS) and oxidative stress. " Ghserved rat aldose reductase inhibitior
(pIC50) (pIC50)
A molecular data set of twenty-five naturally occurring AR inhibitors Figure 4. (A) flavonoids subset B and C aldose reductase inhibition (B)
belonging to flavone, isoflavone, flavonol, and dihydroflavone were flavonoids subset A, B, C and D aldose reductase inhibition

selected for in-silco analysis. All selected molecules have a common
benzopyran-4-one core structure decorated with hydroxyl and methoxy
function at various positions. The structure-activity relationship (SAR) was
established for AR inhibition with structural or molecular finger prints.
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Figure 2. Flavonoid dataset with aldose reductase inhibition used in the SAR Figure 5. structure-activity relationship showing the substitution pattern of
study. (A) Chemical diversity within the flavonoid dataset, Isoflavone (21%), flavonoids that contributes to t |

Flavone (37%), Flavonol (29%) and Dihydroflavone (13%). (B) Distribution of
aldose reductase inhibition activity within the flavonoid dataset (subset A:
Isoflavone; subset B: Flavone; subset C: Flavonol, subset D:
Dihydroflavone.
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