Table 7. Ranking of docking conformations of the humanized nanobody based on binding interaction energies. The table summarizes key interaction parameters, including electrostatics, desolvation, van der Waals (VdW) forces, and relative restraint energy (relRST), contributing to the total energy score for each docking conformation. Rankings are based on the total energy (lower values indicate better binding affinity and units are based on kJ/mol).

	Rank
	Electrostatics
	Desolvation
	VdW
	relRST
	Total

	1
	-2.542
	-40.709
	21.428
	55.556
	-96.664

	2
	-9.652
	-32.039
	25.908
	51.852
	-90.952

	3
	-2.841
	-32.532
	37.257
	55.556
	-87.203

	4
	-12.488
	-2.541
	-2.443
	70.370
	-85.643

	5
	-3.780
	-28.727
	33.879
	55.556
	-84.675

	6
	-4.418
	-48.209
	124.144
	44.444
	-84.657

	7
	-13.591
	-8.354
	43.740
	66.667
	-84.238

	8
	-6.096
	-23.035
	51.885
	59.259
	-83.201

	9
	-11.985
	-6.719
	67.806
	70.370
	-82.293

	10
	-0.440
	-29.814
	40.144
	55.556
	-81.796



