Table 1. GC-MS analysis of P. nodiflora for hexane extract
	Peak
	R.Time
	I. Time
	F.Time
	Area
	Area %
	Height
	Height %
	A/H
	Name

	43
	39.885
	39.775
	39.967
	88775476
	40.23
	25878148
	40.28
	3.43
	Bis(2-ethylhexyl) phthalate

	14
	22.927
	22.883
	22.992
	8607993
	3.9
	3260385
	5.07
	2.64
	Eicosane

	36
	31.3
	31.158
	31.147
	7898098
	3.58
	2014553
	3.14
	3.92
	Eicosane

	7
	18.037
	17.967
	18.117
	7416674
	3.36
	2623279
	4.08
	2.83
	Hexadecane

	24
	27.322
	27.233
	27.367
	7336767
	3.32
	2328001
	3.62
	3.15
	Eicosane

	37
	32.067
	32.008
	32.183
	6411296
	2.91
	1704324
	2.65
	3.76
	9-Octadecen-12-ynoic acid, methyl ester

	18
	23.877
	23.717
	23.958
	5384257
	2.44
	1118480
	1.74
	4.81
	Eicosane

	9
	18.488
	18.358
	18.567
	4798227
	2.17
	1692631
	2.63
	2.83
	2,4-Di-tert-butylphenol

	29
	28.322
	28.208
	28.442
	4656454
	2.11
	1158848
	1.8
	4.02
	n-Hexadecanoic acid

	41
	35.653
	35.567
	35.75
	4440271
	2.01
	902183
	1.4
	4.92
	Tetrapentacontane



Table 2. GC-MS analysis of P. nodiflora for methanol extract
	Peak
	R.Time
	I. Time
	F.Time
	Area
	Area %
	Height
	Height %
	A/H
	Name

	15
	32.08
	32.017
	32.35
	15740023
	20.01
	5600027
	27.95
	2.81
	9,12,15-Octadecatrienoic acid, ethyl ester, (Z,Z,Z

	11
	31.083
	30.958
	31.242
	8926547
	11.35
	2975746
	14.85
	3
	Phytol

	10
	28.917
	28.825
	29.075
	6623609
	8.42
	2457434
	12.27
	2.7
	Hexadecanoic acid, ethyl ester

	34
	51.683
	51.55
	51.858
	4995879
	6.35
	831657
	4.15
	6.01
	beta.-Sitosterol

	17
	39.863
	39.783
	40.025
	3752944
	4.77
	1066438
	5.32
	3.52
	Bis(2-ethylhexyl) phthalate

	27
	50.782
	50.692
	50.9
	3249394
	4.13
	638653
	3.19
	5.09
	Stigmasterol

	42
	53.027
	52.775
	53.075
	2373000
	3.02
	145513
	0.73
	16.31
	Linoleic acid-TMS

	2
	15.998
	15.925
	16.333
	2127777
	2.71
	233470
	1.17
	9.11
	1'-Hydroxy-4,3'-dimethyl-bicyclohexyl-3,3'-dien-2-one

	7
	27.234
	27.142
	27.417
	1925647
	2.45
	468123
	2.34
	4.11
	Dimethyl palmitamine

	18
	44.715
	44.642
	44.792
	1833720
	2.33
	618165
	3.09
	2.97
	Squalene

	24
	50.417
	50.3
	50.517
	1789319
	2.27
	282799
	1.41
	6.33
	beta.-Sitosterol





Table 3. Ligand structures of the ten compounds derived from GC-MS analysis of P. nodiflora
	S.No
	Compound
	2D Structure
	Pubchem ID
	Molecular Formula

	1.
	Hexadecane
	[image: Structure image]
	8343
	C16H34

	2.
	9-Octadecen-12-ynoic acid, methyl ester

	[image: Structure image]
	5363161
	 C19H32O2

	3.
	2,4-Di-tert-butylphenol

	[image: Structure image]
	7311
	 C14H22O

	4.
	n-Hexadecanoic acid

	[image: Structure image]
	 985
	C16H32O2 

	5.
	Phytol

	[image: Structure image]
	5280435
	C20H40O

	6.
	beta-Sitosterol

	[image: Structure image]
	222284
	 C29H50O

	7.
	Stigmasterol

	[image: Structure image]
	5280794
	C29H48O

	8.
	1'-Hydroxy-4,3'-dimethyl-bicyclohexyl-3,3'-dien-2-one

	[image: Structure image]
	557446
	C14H20O2

	9.
	Dimethyl palmitamine

	[image: Structure image]
	16221
	 C18H39N

	10.
	Squalene

	[image: Structure image]
	638072
	C30H50





Table 4.1. The binding energy, number of H-bonds, interacting residues of selected compounds
	Protein ID
	Property
	PUBChem ID
	Interacting residues at active sites
	No. of H-bonds
	Binding energy
(Kcal/ mol)

	      4Y14
	Anti-Diabetic
	985
	LYS A: 197
ASN A: 193
	2
	-4.5

	      4K7A
	Anti-Alopecia
	557446
	VAL A: 685
	1
	-8

	
	
	985
	VAL A: 711
	1
	-5.2

	
	Anti-Cancer
	5280794
	HIS A: 84
	1
	-8.4

	     6GUE
	
	5280435
	GLN D: 254
THR D: 285
THR D: 285
	3
	-4.9

	
	Anti-Diuretics
	22284
	GLU B: 363
	1
	-9.3

	      6PZT
	
	557446
	TYR B: 739
CYS B: 724
	2
	-7.8
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