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Development of molecular design basis for molting hormone receptor regulation
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A correlation was found between receptor binding energy and molting
hormone-like activity of molting hormone-like active compounds calculated using molecular dynamics
and MM / PBSA method. Using this result, in silico screening was conducted from 3.8 million
structure databases to find five active compounds. One of them is a derivative of proline, which has

two asymmetric carbons and four stereoisomers, so we synthesized them all and evaluated their
activity.
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No. AGying (kcal/mal)  plCso (M) No. AGyind (kcal/mol) plCso (M)
1 -9.13 4.28 7 -12.99 <3.60
2 -9.49 5.04 8 -9.61 411
3 -14.01 <3.60 9 -10.70 <3.60
4 -9.57 <4.00 10 -11.01 412
5 -9.44 <4.00 1 -10.16 <3.60
6 -10.73 4.13 12 -10.51 <3.60
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