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What has been done with Water Channels
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Q: Is there variation in water channels?




PSII Differences
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T. vulcanus Pea




PSII Differences
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Multi-Conformational Continuum Electrostatics (MCCE)

- Sample multiple protonation and
conformation states
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- Determines probability of .
conformations and make hydrogen
bonds

- Hydrogen bonds are organized into
networks

Gunner Lab, Kaur et al., 2021
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Current Network

Mesh = T. vulcanus

Spheres = Pea ‘match’
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Amino Acid Variation

4UB6(T. Vulcanus) = 5XNL(Pea)
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Future Direction

e Re-run MCCE

o With crystal waters
o With saturating waters

If there are difference

e Repeat with other higher plant PSII structures

o Characterize channel variation
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