Table 6. Ranking of docking conformations for wild-type nanobody-CD3ε interactions based on binding energy components. The table summarizes key parameters, including electrostatics, desolvation, van der Waals (VdW) forces, and relative restraint energy (relIRST), contributing to the total energy score for each docking conformation. Lower total energy values indicate more favorable binding poses. The top-ranked conformation (#1) exhibits the lowest total energy of -100.335, suggesting the most stable binding interaction (units: kJ/mol).

	Rank
	Electrostatics
	Desolvation
	VdW
	relIRST
	Total

	1
	-3.514
	-53.73
	50.571
	48.148
	-100.335

	2
	-1.82
	-56.152
	89.015
	48.148
	-97.219

	3
	-11.346
	-30.378
	23.102
	51.852
	-91.266

	4
	-2.606
	-56.409
	167.936
	48.148
	-90.369

	5
	-7.181
	-38.622
	76.498
	48.148
	-86.301

	6
	-1.701
	-37.367
	-16.937
	48.408
	-85.206

	7
	-3.023
	-33.609
	2.577
	44.444
	-80.818

	8
	-0.412
	-29.265
	45.805
	55.556
	-80.653

	9
	-2.109
	-38.229
	54.385
	44.444
	-79.344

	10
	-4.254
	-39.853
	70.826
	40.741
	-77.765



