Table S7
Conditions of the MD simulations used for energy minimization, equilibration, and production runs. Positional constraints were imposed on the non-hydrogen atoms of the protein molecules, GTP, and Mg2+, with the force gradually decreasing (from 2,000 to 1000, 500, 250, and 0 kJ mol-1 nm-1).

	Process
	Steps
	Time Step
/ fs
	Temperature
/ K
	Constraints
/ kJ mol-1 nm-1

	Energy Minimization
	30,000
	---
	---
	2,000 → 0

	Annealing
Temperature
	100,000
	2
	0 → 300
	0

	NVT
Equilibration
	200,000
	2
	300
	2,000 → 0

	NPT
Equilibration
	500,000
	2
	300
	0

	Production
Run
	500,000,000
	2
	300
	0




