Supplementary Table 1. Risk of bias assessment that was developed and used in this study.
	No.
	Item
	S1
	S2
	S3
	S4
	S5
	S6

	Data Quality and Preparation

	1
	Protein Structure Quality: Was the protein structure obtained from a reliable source (e.g., PDB) and validated for its quality?
	Yes
	Yes
	Yes
	Yes
	Yes
	Yes

	2
	Ligand Preparation: Were ligands properly prepared, including protonation states and conformations?
	Yes
	Yes
	Yes
	Yes
	Yes
	Yes

	3
	Force Field Selection: Was the force field appropriate for the biomolecules and the simulation conditions?
	Yes
	Yes
	Yes
	Yes
	Yes
	Yes

	Docking Methodology

	4
	Docking Program: Was a validated docking program used?
	Yes
	Yes
	Yes
	Yes
	Yes
	Yes

	5
	Scoring Function: Was the scoring function appropriate for the specific application?
	Yes
	Yes
	Yes
	Yes
	Yes
	Yes

	6
	Sampling: Were sufficient conformations sampled to ensure a representative ensemble?
	Yes
	Yes
	No
	No
	No
	No

	Molecular Dynamics Simulation

	7
	Simulation Length: Was the simulation time sufficient to capture relevant conformational changes?
	Yes
	Yes
	Yes
	Yes
	N/A
	

	8
	Temperature and Pressure Control: Were temperature and pressure adequately controlled?
	Yes
	Yes
	Yes
	Yes
	N/A
	N/A

	9
	Periodic Boundary Conditions: Were periodic boundary conditions applied appropriately?
	Yes
	Yes
	Yes
	Yes
	N/A
	N/A

	10
	Solvent Model: Was the solvent model suitable for the system being studied?
	Yes
	Yes
	Yes
	Yes
	N/A
	N/A

	Analysis and Interpretation

	11
	Binding Energy Calculation: Was the binding energy calculated using a reliable method?
	Yes
	Yes
	Yes
	Yes
	N/A
	N/A

	12
	Trajectory Analysis: Were appropriate metrics used to analyze the trajectory (e.g., RMSD, RMSF, contacts)?
	Yes
	Yes
	Yes
	Yes
	N/A
	N/A

	13
	Interpretation of Results: Were the results interpreted in a biologically meaningful way?
	Yes
	Yes
	Yes
	Yes
	Yes
	N/A



