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Motivation Results and Conclusions

Protein-protein interactions are crucial to Claudin-5: Dimer - Protein Association Energy Landscape (PANEL)
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Approach

L2 » To explore protein association states exhaustively
* To quantify the association stability -
* To achieve this ;Osoing minimal computational resources System Performance Conclusions
i? Self-assembly PANEL  Comprehensive, versatile and
B e ol Size 50nm x50nm 10 nm x 10nm robust method
13 ] 0° Performance ~185ns/day  ~3600 ns/day e Applicable to any given pair of
—C— 180 260° Length ~15 ps ~400 ns transmembrane entities in
#Simulations 3 3000 any lipid environment
#CPU 100 100 e Highly efficient in predicting
270° 15000 ns 400 ns x 3000 and capturing mutations
Tight junction A Protein A (0) Protein B (9') Time required 185 ns/day 3600 ns x 100  Highly parallelized and
protein associations Arrang\ement of claudin-5 interfaces Rotational space = ~81 days = ~3-4 cays computationally inexpensive
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