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Computational Design of Novel
Insulin Degrading Enzyme Inhibitors

Todd J. Sullivan, Sushma Sree Bondela, Naveena Tamma, Brad Cingolani, Andrew O’Nelll, Alec Finelli, Benjamin Alper, Joseph Audie
Chemistry Department, Sacred Heart University, Fairfield, Connecticut, United States 06520, USA
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1a (cisolefin) 1C,>100 M  2a (cis olefin)  IC,=10 uM 3a (cis olefin) 1C,>20 uM
1b (trans olefin) 1C,,=5.0 uM 2b (trans olefin) IC,,=0.14 yM  3b (trans olefin) 1C.,=1.5 uM

A Active site 11 A away from Zinc
D6 Ion Sk mea Y

¢ Using physical properties for the ligands, multiple parameters for
docking studies allows smaller more manageable libraries/ data
Figure 2 Pose of both docked *» Biological assay/testing of the interesting compounds from docking
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