23rd December 2025

Supplementary file 1 | Details of molecular dynamics simulations on TbAQP2.

	System
	Box size
	No. atoms
	Setup
	Simulation length

	AQP2 WT tetramer
	10x10x10 nm
	ca. 95,000
	Pentamidine
	5 x ca. 300 ns

	AQP2 WT tetramer
	10x10x10 nm
	ca. 95,000
	Apo
	5 x ca. 300 ns


	AQP2 WT monomer
	6.5x6.5x10 nm
	ca. 45,000
	Pentamidine
	5 x 800 ns

	AQP2 WT monomer
	6.5x6.5x10 nm
	ca. 45,000
	Pentamidine and +ve electric field
	3 x ca. 600 ns

	AQP2 WT monomer
	6.5x6.5x10 nm
	ca. 45,000
	Pentamidine and -ve electric field
	3 x ca. 1400 ns

	AQP2 WT monomer
	6.5x6.5x10 nm
	ca. 45,000
	Pentamidine steered MD
	1 x 5 ns pull

	AQP2 WT monomer
	6.5x6.5x10 nm
	ca. 45,000
	Pentamidine PMF
	167 x 40 ns windows

	AQP2 WT monomer
	6.5x6.5x10 nm
	ca. 45,000
	Apo
	5 x 800 ns

	AQP2L258Y_L264R monomer
	6.5x6.5x10 nm
	ca. 45,000
	Pentamidine
	5 x 800 ns

	AQP2L258Y_L264R monomer
	6.5x6.5x10 nm
	ca. 45,000
	Pentamidine steered MD
	1 x 5 ns pull

	AQP2L258Y_L264R monomer
	6.5x6.5x10 nm
	ca. 45,000
	Pentamidine PMF
	167 x 40 ns windows

	AQP2L258Y_L264R monomer
	6.5x6.5x10 nm
	ca. 45,000
	Apo
	5 x 800 ns

	AQP2I110W monomer
	6.5x6.5x10 nm
	ca. 45,000
	Pentamidine
	5 x 800 ns

	AQP2I110W monomer 
	6.5x6.5x10 nm
	ca. 45,000
	Pentamidine steered MD
	1 x 5 ns pull

	AQP2I110W monomer
	6.5x6.5x10 nm
	ca. 45,000
	Pentamidine PMF
	167 x 40 ns windows

	AQP2I110W monomer 
	6.5x6.5x10 nm
	ca. 45,000
	Apo
	5 x 800 ns
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