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S1 Table. Experimental and calculated binding free energy (kcal/mol) using MM-PBSA and TDTF methods for H‑2Kb/peptide complexes. The error is calculated as standard deviations over the defined clusters.

	
	∆Evdw 
	∆Eelec
	∆GPB
	∆GSA
	∆GMM-PBSA
	∆∆GMM-PBSA
	∆GTDTF
	∆∆GTDTF

	SIINFEKL
	-77.5 ±4.1
	-222.0 ±16.3
	249.6 ±12.7
	-8.85 ±0.5
	-58.7 ±7.2
	0
	-104.5 ±10.4
	0

	-IINFEKL
	-66.6 ±2.4
	-199.0 ±19.2
	233.4 ±15.4
	-7.95 ±0.4
	-40.5 ±2.9
	18.2
	-65.3 ±6.5
	39.2

	SIINFEK-
	-61.1 ±2.2
	-207.2 ±13.3
	244.0 ±10.0
	-6.65 ±0.2
	-30.7 ±3.3
	28.0
	-57.9 ±5.7
	46.6

	SIINFEKA
	-70.1 ±6.0
	-218.1 ±9.6
	245.6 ±8.3
	-7.45 ±0.3
	-50.0 ±5.4
	8.8
	-92.8 ±9.3
	11.8

	SIINFEKL-Cdel
	-73.4 ±6.5
	-182.6 ±14.2
	224.4 ±6.3
	-7.75 ±0.6
	-39.3 ±2.7
	19.4
	-83.8 ±8.3
	20.7

	SIINFEKG
	-69.7 ±4.2
	-220.0 ±13.7
	245.7 ±13.4
	-7.05 ±0.6
	-51.0 ±4.9
	7.7
	-92.6 ±9.2
	-11.9

	FAPGNYPAL
	-75.2 ±4.5
	-210.7 ±16.3
	242.4 ±15.2
	-8.9 ±0.6
	-51.6 ±1.9
	0
	-121.1 ±12.1
	0

	-APGNYPAL
	-67.0 ±6.0
	-205.5 ±17.8
	247.2 ±11.1
	-7.7 ±0.4
	-32.9 ±2.6
	18.8
	-81.8 ±8.2
	39.3

	FAPGNYPA-
	-56.4 ±1.1
	-204.2 ±13.3
	244.1 ±10.0
	-7.3 ±0.3
	-23.6 ±1.7
	27.0
	-65.8 ±6.6
	55.4

	FAPGNYPAA
	-71.0 ±1.7
	-208.6 ±12.5
	246.3 ±8.3
	-7.5 ±0.1
	-40.6 ±1.6
	11.0
	-97.0 ±9.7
	24.1
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