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Molecular dynamics




Molecular dynamics
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Molecular Dynamics example
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FLEXIBILITY ANALYSIS

Structural Flexibility : Essential Dynamics
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Mechanisms of ligand activity: enzyme activator

Haohao Fu; Yingzhe Liu; Ferran Adria; Xueguang Shao; Wensheng Cai; Christophe Chipot; J. Phys. Chem. B 2014, 118, 11747-11756.



Mechanisms of ligand activity: enzyme activat

AMPK (AMP-activated protein kinase)

A Ser/Thr protein kinase

A Activated by low levels of ATP and high levels of
AMP/ADP

A Sensor of energy homeostasis in the cell

Upstream Kinases

Downstream Kinases by the

by the activated AMPK

activated AMPK

Mitochondrial
biogenesis oxidative Glycolysis
metabolism

Transcription of Sfy?ttheSi'?j of
ribosomal RNA atty acias

Translation of Protein

Autophagy ribosomal proteins synthesis

Nat Cell Biol. 2012, 13, 1016. BMC Biology 2013, 11, 36.



Mechanisms of ligand activity: enzyme activat

» Structure vs. Function
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Mechanisms of ligand activity: enzyme activat
How does A-769662 trigger AMPK activation?
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