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	Simulated Construct
	Starting Structure
	Simulation Length per Replicate (ns)
	Number of Simulation Replicates Executed
	Number of CPUs Used

	Apo Wild-Type CNB-A Domain
	Chain A from PDB ID “3OD0”
	579.7
	1
	32

	cGMP-Bound Wild-Type CNB-A 
	PDB ID :3OD0
	591.3
	1
	32

	Apo RQ-Mutant CNB-A 
	PKG I 79-212 R177Q 
	652.3
	1
	32

	PKG Iβ 71-686
	PKG Iβ 71-686
	200.0
	3
	32






