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Table S1. The secondary metabolites of Lansium domesticum were sourced from the KNApSAcK database
	Nu
	Secondary metabolites

	1. 
	6-Acetoxymexicanolide

	2. 
	6-Hydroxymexicanolide

	3. 
	Azadiradione

	4. 
	Domesticulide A

	5. 
	Domesticulide B

	6. 
	Domesticulide C

	7. 
	Domesticulide D

	8. 
	Domesticulide E

	9. 
	Dukunolide B

	10. 
	Dukunolide C

	11. 
	Dukunolide D

	12. 
	Lansiolic acid

	13. 
	Lansioside B

	14. 
	Methyl angolensate

	15. 
	21alpha-Hydroxyonocera-8(26),14-dien-3-one

	16. 
	3beta-Hydroxyonocera-8(26),14-dien-21-one

	17. 
	Lansic acid

	18. 
	Lansionic acid

	19. 
	Dukunolide F

	20. 
	Dukunolide E

	21. 
	3-Hydroxycycloart-24-en-21-oic acid

	22. 
	7,14(27)-Onoceradiene-3,21-dione

	23. 
	Seconukunolide F


[bookmark: _Toc193051232]Table S2. The secondary metabolites of Lansium domesticum were sourced from the IMPPAT database
	Nu.
	Secondary metabolites

	1.  
	Propanol

	2. 
	1-Penten-3-OL

	3. 
	Undecane

	4. 
	Ethyl 2-methylbutyrate

	5. 
	1-Butanol

	6. 
	Acetoin

	7. 
	Isoamyl acetate

	8. 
	Bicyclogermacrene

	9. 
	cis-2-Penten-1-ol

	10. 
	2-Ethylfuran

	11. 
	Ethyl butyrate

	12. 
	1,2,4-Trimethylbenzene

	13. 
	Hexanal

	14. 
	3-[(1S,2S,6S)-2-[2-[(1R,5R,6R)-6-(2-carboxyethyl)-2,6-dimethyl-5-prop-1-en-2-ylcyclohex-2-en-1-yl]ethyl]-1-methyl-3-methylidene-6-prop-1-en-2-ylcyclohexyl]propanoic acid

	15. 
	Lansioside A

	16. 
	m-Xylene

	17. 
	Ethyl isobutyrate

	18. 
	Lansioside C

	19. 
	1-Hexanol

	20. 
	Hexyl acetate

	21. 
	(1S,2S,3S,6S)-3-ethenyl-3,7,7-trimethyl-2-prop-1-en-2-ylbicyclo[4.1.0]heptane

	22. 
	beta-Cubebene

	23. 
	Ethyl acetate

	24. 
	Viridiflorene

	25. 
	Methyl ethyl ketone

	26. 
	Butyl acetate

	27. 
	Methyl 2-methylbutyrate

	28. 
	Ethylbenzene

	29. 
	Eucalyptol

	30. 
	beta-Elemene

	31. 
	Lansinoside B

	32. 
	2-Hexenal

	33. 
	(S,1Z,6Z)-8-Isopropyl-1-methyl-5-methylenecyclodeca-1,6-diene

	34. 
	cis-3-Hexen-1-ol

	35. 
	alpha-Muurolene

	36. 
	(+)-alpha-Cadinene

	37. 
	alpha-Gurjunene

	38. 
	trans-3-Hexen-1-ol

	39. 
	2-Hexen-1-OL

	40. 
	Humulene

	41. 
	gamma-Muurolene

	42. 
	(+)-delta-Cadinene

	43. 
	Isobutanol

	44. 
	o-Xylene

	45. 
	3-Pentanone

	46. 
	1-Methylpyrrole

	47. 
	Methyl butyrate

	48. 
	Caswell No. 264AB

	49. 
	Aromadendrene

	50. 
	(E)-beta-ocimene

	51. 
	alpha-Copaene

	52. 
	Benzyl methyl ether

	53. 
	Ethyl propionate

	54. 
	5-Hexen-1-ol

	55. 
	Methyl 3-butenoate

	56. 
	Methyl 5-hexenoate

	57. 
	Methyl hexanoate

	58. 
	Methyl propionate

	59. 
	Propyl acetate

	60. 
	p-Xylene

	61. 
	4-Hexenoic acid, methyl ester

	62. 
	Lansiolic acid

	63. 
	[(2S,3R,6R,8S,11R,12R,18R)-18-(furan-3-yl)-2,11-dihydroxy-3,9,9,17-tetramethyl-5,10,20-trioxo-4,7,19-trioxahexacyclo[11.7.1.02,11.03,8.06,8.017,21]henicosa-1(21),13-dien-12-yl] acetate

	64. 
	Dukunolide A

	65. 
	Dukunolide B

	66. 
	Dukunolide E

	67. 
	Dukunolide D
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	Nu
	Secondary metabolites

	1
	Germacrene D

	2
	3-carene

	3
	δ-Selinene

	4
	1,3,5-Trioxane

	5
	(E)-2-Hexenal 

	6
	α-Cubebene

	7
	Isoledene

	8
	α-Calacorene

	9
	Ethyl oleate

	10
	Hexadecenoic acid

	11
	1,2,4a,5,6,8a-Hexahydro-4,7-dimethyl-1-(1-methylethyl)-naphthalene 

	12
	Octadecanoic acid 

	13
	α-Copaene 

	14
	Oleic acid 

	15
	δ-Cadinene 

	16
	τ-Muurolol 

	17
	Palmitic acid 

	18
	(+)-Spathulenol

	19
	Citric acid 

	20
	P-Coumaric acid 

	21
	Gallic acid 

	22
	Ellagic acid

	23
	Chlorogenic acid

	24
	Rutin

	25
	Scopoletin

	26
	Quercetin

	27
	Catechin

	28
	Lansic acid

	29
	Lansioside A

	30
	Lansioside B

	31
	Lansioside C

	32
	Methyl lansiolate

	33
	Lansiolic acid

	34
	Dukunolide A

	35
	Dukunolide B

	36
	Dukunolide C

	37
	Dukunolide D

	38
	Dukunolide E

	39
	Dukunolide F

	40
	Seco-Dukunolide F

	41
	Kokosanolide A

	42
	Kokosanolide B

	43
	Kokosanolide C

	44
	Kokosanolide D 

	45
	8,14-Secogammacera-7,14(27)-diene-3,21-dione

	46
	α,γ-Onoceradienedione = 8,14-Secogammacera- 7,14(27)-diene-3,21-dione

	47
	24(E)-Cyclolanost-24-en-3-one,21,23-epoxy-21,22-dihydroxy

	48
	3-Oxo-α-bourbonene

	49
	Stigmasterol

	50
	β-Sitosterol 

	51
	4-Hydroxy-N-methylproline

	52
	 Domesticulide A

	53
	Domesticulide B

	54
	Domesticulide C

	55
	Domesticulide D

	56
	Domesticulide E  

	57
	6-Hydroxymexicanolide 

	58
	6-Acetoxymexicanolide 

	59
	Methyl angolensate

	60
	Methyl 6-hydroxyangolensate

	61
	Methyl 6-acetoxyangolensate

	62
	Azadiradione

	63
	Onoceratriene 

	64
	Lansionic acid A

	65
	21α-Hydroxyonocera- 8(26),14-dien-3-one =3-keto-22- hydroxyonoceradiene

	66
	Methyl lansionate A

	67
	8,14-Secogammacera-14-hydroxy-7-ene-3,21- dione 

	68
	Lansium acid I

	69
	Lansium acid II

	70
	Lansium acid III

	71
	Lansium acid IV

	72
	Lansium acid V

	73
	Lansium acid VI

	74
	Lansium acid VII

	75
	Lansium acid VIII

	76
	Lansium acid IX

	77
	Lansium acid  X

	78
	Lansium acid  XI

	79
	Lansium acid XII

	80
	Lansium acid  XIII

	81
	Ethyl lansiolate

	82
	Lamesticumin A

	83
	3β-Hydroxyonocera-8(26),14-dien-21-one 

	84
	3-Hydroxy-8,14- secogammacera-7,14-dien-21-one 

	85
	3-Oxo-24-cycloarten- 21-oic acid 

	86
	Obebioside A 

	87
	Obebioside B 

	88
	Honghelin

	89
	Obeside B  

	90
	Obeside C

	91
	Digitoxigenin

	92
	2-Ethyl,l,3-(2‘- menthene) propenal

	93
	Lamesticumin G

	94
	17(20)E-Dyscusin B 

	95
	17(20)Z-Dyscusin B

	96
	3-Oxoanticopalic acid methyl ester

	97
	(23R)-3-Oxo-5α-cycloart-24-en-21,23- olide 

	98
	Lansioside D

	99
	Lamesticumin B

	100
	Lamesticumin C

	101
	Lamesticumin D

	102
	Lamesticumin E

	103
	Lamesticumin F

	104
	Langsatide A

	105
	Langsatide B



[bookmark: _Toc193051234]Table S4.	"Molecular Docking Results of the Test Ligand Lansium domesticum Against the iNOS Receptor (PDB ID: 3E7G)
	[bookmark: _Hlk190940967]Nu
	Ligand
	Mode
	Binding Affinity
	RMSD (Lower)
	RMSD (Upper)

	1
	NAG (Kontrol Ligand)
	0
	-6,4
	0
	0

	
	
	1
	-6,2
	2,671
	3,817

	
	
	2
	-6,1
	2,038
	5,542

	
	
	3
	-6
	2,755
	5,588

	
	
	4
	-6
	2,093
	5,707

	
	
	5
	-6
	2,496
	5,242

	
	
	6
	-5,8
	2,598
	4,214

	
	
	7
	-5,7
	2,922
	4,661

	
	
	8
	-5,5
	2,389
	3,53

	2
	Ibuprofen (Kontrol)
	0
	-6,2
	0
	0

	
	
	1
	-6,1
	4,056
	6,146

	
	
	2
	-6
	1,048
	1,844

	
	
	3
	-5,9
	3
	3,489

	
	
	4
	-5,8
	2,806
	5,96

	
	
	5
	-5,8
	3,641
	6,238

	
	
	6
	-5,7
	3,156
	4,205

	
	
	7
	-5,7
	1,767
	3,176

	
	
	8
	-5,6
	9,481
	10,563

	3
	Aspirin (Kontrol)
	0
	-5,9
	0
	0

	
	
	1
	-5,5
	2,084
	3,079

	
	
	2
	-5,5
	1,676
	1,855

	
	
	3
	-5,3
	10,523
	11,303

	
	
	4
	-5,2
	1,704
	4,078

	
	
	5
	-5,2
	1,024
	3,74

	
	
	6
	-5,1
	2,341
	4,428

	
	
	7
	-5
	2,147
	4,042

	
	
	8
	-4,9
	4,281
	5,697

	4
	1,2,4a,5,6,8a-Hexahydro-1-isopropyl-4,7-dimethylnaphthalene
	0
	-6,1
	0
	0

	
	
	1
	-6
	2
	3,662

	
	
	2
	-5,9
	1,436
	3,275

	
	
	3
	-5,8
	1,225
	3,469

	
	
	4
	-5,7
	5,436
	7,148

	
	
	5
	-5,7
	1,544
	4,896

	
	
	6
	-5,6
	1,619
	4,22

	
	
	7
	-5,5
	5,644
	8,691

	
	
	8
	-5,4
	1,394
	4,499

	5
	Ellagic Acid
	0
	-8
	0
	0

	
	
	1
	-7,9
	0,159
	6,184

	
	
	2
	-7,6
	1,511
	4,592

	
	
	3
	-7,5
	1,545
	4,453

	
	
	4
	-7,5
	2,629
	5,019

	
	
	5
	-7,5
	1,398
	3,904

	
	
	6
	-7,5
	2,626
	3,993

	
	
	7
	-7,4
	1,222
	3,827

	
	
	8
	-7,4
	7,911
	8,973

	6
	Oleic Acid
	0
	-4,9
	0
	0

	
	
	1
	-4,8
	4,425
	7,787

	
	
	2
	-4,8
	4,092
	7,277

	
	
	3
	-4,8
	4,927
	6,694

	
	
	4
	-4,8
	3,442
	7,061

	
	
	5
	-4,8
	3,649
	5,913

	
	
	6
	-4,7
	1,476
	3,382

	
	
	7
	-4,7
	2,078
	2,95

	
	
	8
	-4,7
	1,845
	3,282

	7
	α-cadinene
	0
	-6,2
	0,0
	0,0

	
	
	1
	-5,7
	4,169
	6,775

	
	
	2
	-5,7
	1,636
	4,287

	
	
	3
	-5,7
	1,792
	5,174

	
	
	4
	-5,6
	0,924
	4,062

	
	
	5
	-5,6
	3,456
	7,489

	
	
	6
	-5,4
	1,778
	2,448

	
	
	7
	-5,4
	1,316
	1,63

	
	
	8
	-5,3
	6,078
	8,207

	8
	Scopoletin
	0
	-5,8
	0
	0

	
	
	1
	-5,7
	3,121
	4,391

	
	
	2
	-5,7
	2,13
	5,478

	
	
	3
	-5,6
	6,814
	8,126

	
	
	4
	-5,6
	3,109
	3,83

	
	
	5
	-5,5
	6,811
	8,274

	
	
	6
	-5,4
	2,111
	2,677

	
	
	7
	-5,4
	2,19
	3,057

	
	
	8
	-5,4
	1,606
	4,879

	9
	(+)-Spathulenol
	0
	-6,5
	0
	0

	
	
	1
	-6,1
	1,477
	3,586

	
	
	2
	-6
	4,162
	7,076

	
	
	3
	-5,9
	1,777
	2,074

	
	
	4
	-5,8
	2,406
	5,512

	
	
	5
	-5,7
	2,399
	4,555

	
	
	6
	-5,6
	1,471
	4,703

	
	
	7
	-5,6
	1,31
	2,102

	
	
	8
	-5,6
	3,802
	6,983

	10
	τ-Muurolol
	0
	-6,4
	0
	0

	
	
	1
	-6,1
	1,886
	4,12

	
	
	2
	-6,1
	1,519
	4,003

	
	
	3
	-6
	4,167
	7,738

	
	
	4
	-5,7
	4,887
	7,446

	
	
	5
	-5,7
	2,196
	3,501

	
	
	6
	-5,7
	2,561
	5,499

	
	
	7
	-5,5
	5,7
	8,204

	
	
	8
	-5,4
	8,676
	10,063

	11
	γ-muurolene
	0
	-6,1
	0
	0

	
	
	1
	-5,9
	0,932
	4,06

	
	
	2
	-5,7
	1,385
	3,891

	
	
	3
	-5,7
	1,491
	3,626

	
	
	4
	-5,6
	4,198
	7,085

	
	
	5
	-5,5
	1,132
	4,486

	
	
	6
	-5,3
	1,833
	4,395

	
	
	7
	-5,3
	1,032
	4,533

	
	
	8
	-5,3
	1,823
	4,516

	12
	Hexadecanoic Acid
	0
	-5,5
	0
	0

	
	
	1
	-5,3
	11,896
	13,715

	
	
	2
	-5,3
	13,612
	15,801

	
	
	3
	-5,2
	13,331
	15,532

	
	
	4
	-5,2
	14,985
	17,37

	
	
	5
	-5,1
	14,449
	16,567

	
	
	6
	-5,1
	11,062
	12,556

	
	
	7
	-5,0
	14,027
	16,823

	
	
	8
	-5,0
	11,62
	13,836



