	Compound
	Binding Energy
	Structure
	Type of interaction
	Residue id
	Distance (in A0)

	[bookmark: _Hlk148720603]NP_1090
	-15.47
	

(R)-(4-methoxyphenyl)(6-(4(trifluoromethyl)phenoxy)-1,4-oxazepan-4-yl)methanone
	Hydrophobic Interactions
	PRO129A
	3.58

	
	
	
	
	PRO129A
	3.86

	
	
	
	
	GLU132A
	3.69

	
	
	
	
	PRO141B
	3.48

	
	
	
	
	ARG248B
	3.10

	
	
	
	
	VAL266A
	2.82

	
	
	
	Hydrogen Bonds
	GLU132A
	3.25

	
	
	
	
	TYR144B
	3.18

	
	
	
	π-Stacking
	TYR144B
	3.87

	
	
	
	
	PHE247B
	5.02

	
	
	
	Halogen Bonds
	THR242A
	3.13

	NP_1796
	-12.915
	

(1R,2S,3R,4R)-4-(cyclohexylamino)-2-(hydroxymethyl)-3-((2-(3-(trifluoromethyl)phenyl)pyrimidin-4-yl)methyl)cyclopentan-1-ol
	Hydrophobic Interactions
	PRO141B
	3.92

	
	
	
	
	PRO141B
	3.98

	
	
	
	
	TYR144B
	3.82

	
	
	
	
	TYR144B
	3.66

	
	
	
	
	ARG248B
	3.56

	
	
	
	
	LEU263A
	3.97

	
	
	
	
	VAL266A
	3.03

	
	
	
	
	MET271A
	3.87

	
	
	
	Hydrogen Bonds
	PRO129A
	2.79

	
	
	
	π-Stacking
	TYR144B
	4.03

	[bookmark: _Hlk148720857]NP_4089
	-12.825
	

(E)-5-methoxy-1-methyl-3-((7-methyl-6-((3-methylbut-2-en-1-yl)oxy)-3-oxobenzofuran-2(3H)-ylidene)methyl)-5H-indol-1-ium-5-ide
	Hydrophobic Interactions
	PRO129A
	3.43

	
	
	
	
	GLU132A
	3.42

	
	
	
	
	PRO141B
	3.85

	
	
	
	
	TYR144B
	3.87

	
	
	
	
	TYR144B
	3.82

	
	
	
	
	VAL266A
	3.69

	
	
	
	
	GLU272A
	3.70

	
	
	
	Hydrogen Bonds
	GLY243A
	3.44

	
	
	
	π-Stacking
	TYR144B
	3.56

	[bookmark: _Hlk148720917]NP_3949
	-12.518
	

(1R,2R,5S)-2-isopropyl-5-methylcyclohexyl 4-methyl-3-nitrobenzoate

	Hydrophobic Interactions
	PRO129A
	3.59

	
	
	
	
	PRO129A
	3.66

	
	
	
	
	GLU132A
	3.45

	
	
	
	
	TYR144B
	3.52

	
	
	
	
	ARG248B
	3.80

	
	
	
	
	LEU263A
	3.59

	
	
	
	
	VAL266A
	3.51

	
	
	
	
	VAL266A
	3.58

	
	
	
	
	VAL266A
	3.35

	
	
	
	
	MET271A
	3.07

	
	
	
	
	GLU272A
	3.77

	
	
	
	Hydrogen Bonds
	GLU132A
	3.13

	
	
	
	Salt Bridges
	ARG248B
	4.78

	[bookmark: _Hlk148720929]NP_756
	-12.501
	

(1R,2S,3R,4R)-2-(hydroxymethyl)-4-(((tetrahydro-2H-pyran-4-yl)methyl)amino)-3-((2-(3-(trifluoromethyl)phenyl)pyrimidin-4-yl)methyl)cyclopentan-1-ol
	Hydrophobic Interactions
	PRO129A
	3.94

	
	
	
	
	PRO141B
	3.90

	
	
	
	
	PRO141B
	3.96

	
	
	
	
	TYR144B
	3.72

	
	
	
	
	TYR144B
	3.82

	
	
	
	
	ARG248B
	3.33

	
	
	
	
	LEU263A
	3.86

	
	
	
	
	VAL266A
	3.75

	
	
	
	
	MET271A
	3.56

	
	
	
	Hydrogen Bonds
	PRO129A
	2.46

	
	
	
	π-Stacking
	TYR144B
	3.94

	5YE
	-11.814
	

2-((ethyl(4-fluorophenyl)amino)methyl)-6,7,8,9-tetrahydro-4H-cyclopenta[4,5]pyrrolo[1,2-a]pyrimidin-4-one
	Hydrophobic Interactions
	ILE116A
	3.69

	
	
	
	
	PRO129A
	3.39

	
	
	
	
	PRO141B
	3.98

	
	
	
	
	PRO141B
	3.39

	
	
	
	
	TYR144B
	3.59

	
	
	
	
	TYR144B
	3.89

	
	
	
	
	VAL266A
	3.57

	
	
	
	
	VAL266A
	3.92

	
	
	
	
	LEU270B
	3.86

	
	
	
	π-Stacking
	TYR144B
	3.86

	
	
	
	
	TYR144B
	4.05



Table 2: Docking Score and intermolecular interactions of ligands against human GluN1/GluN2A LBD (PDB id: 5H8Q) using, PLIP server, Maestro V12.8, and Biovia Discovery studio visualizer.
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