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Figure S1: GC-chromatogram of the Chamomile flowers’ chloroform soluble fraction
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Figure S2: Chemical structures of the nonpolar Flowers’ fraction (soluble in CHCl3) based on GC-MS analysis

Table S1: Tentatively identified compounds (chloroform soluble) from the flowers fraction based on GC-MS analysis 

	No.
	Compound Name
	MW
	MF
	Rt (min)
	Area (%)

	1
	Propanamide,3-phenyl-N-(3fluorophenyl) (S1)
	243
	C15H14FO
	5.11
	0.22

	2
	Isopinocarveol (S2)
	152
	C10H16O
	5.17
	0.18

	3
	(2­Decyldodecyl) benzene (S3)
	386
	C28H50
	5.39
	0.07

	4
	9­Octadecenamide (S4)
	281
	C18H35NO
	6.56
	0.09

	5
	1-Acetyl-4,4bis-[4(3-bromopropoxy)-3,5-dimethoxyphenyl] piperidine (S5)
	671
	C29H39Br2NO7
	10.74
	0.07

	6
	6,6',7,7'-Tetramethoxy-5,5'-diisopropyl-8-bromo-3,3'-bis(bromomethyl)-dinaphtho[2,1b:2',1'd]furan (S6)
	734
	C32H33Br3O5
	15.36
	0.07

	7
	2,5-Dibromo1,4-dinhexadecylbenzene (S7)
	682
	C38H68Br2
	15.43
	0.06

	8
	Hexadecane 
	226
	C16H34
	16.29
	0.15

	9
	Octadecane 
	254
	C18H38
	21.72
	0.18

	10
	7á­acetyl­4aá­methyl­1aá­decahydrocyclopropa[d]naphthalene (S8)
	206
	C14H22O
	22.41
	0.11

	11
	Docosane 
	310
	C22H46
	22.78
	0.08

	12
	2­formylmethyl­4,6,6­trimethyl­Bicyclo[3.1.1] hept­3­ene (S9) 
	178
	C12H18O
	24.73
	0.07

	13
	2-Cyclohexene1-carboxylic acid,2(7-hydroxy3-methyl1,3-octadienyl) 1,3-dimethyl4oxo,methyl ester,[R[R*,S*(E,E)]] (S10)
	320
	C19H28O4
	25.06
	0.08

	14
	Myrtenol (S12)
	152
	C10H16O
	25.68
	0.48

	15
	6-Octen1yn-3-ol,3,7-dimethyl (S13)
	152
	C10H16O
	25.99
	0.07

	16
	Bisabolone oxide (S14)
	236
	C15H24O2
	26.15
	0.63

	17
	Pentatriacontane 
	492
	C35H72
	26.32
	0.07

	18
	3,8­dimethyl-undecane
	184
	C13H28
	26.52
	0.19

	19
	3,3,4­trimethyl­4­(4­methylphenyl)­Cyclopentanone (S15)
	216
	C15H20O
	26.77
	0.07

	20
	2,5,5­Trimethyl­3­hexyn­2­ol (S16)
	140
	C9H16O
	27.22
	0.14

	21
	(­Bisabolol oxide B (S11) 
	238
	C15H26O2
	27.59
	90.06

	22
	Bisabolol oxide A (1)
	238
	C15H26O2
	27.99
	0.28

	23
	5-Hydroxymethyl-1,3,3-trimethyl-2(3-methylbuta-1,3-dienyl)-cyclopentanol (S17)
	224
	C14H24O2
	28.88
	0.11

	24
	3,7,11,15­Tetramethyl­2­hexadecen­1­ol (S18)
	296
	C20H40O
	29.21
	0.14

	25
	6,9,12,15­Docosatetraenoic acid methyl ester (S19)
	346
	C23H38O2
	29.46
	0.08

	26
	1,2­Benzenedicarboxylic acid dipentyl ester (S20)
	306
	C18H26O4
	29.98
	0.07

	27
	(E)-tonghaosu (2)
	200
	C13H12O2
	30.35
	1.04

	28
	3,7,11­trimethyl, 1­dodecanol 
	258
	C15H32O
	30.82
	0.42

	29
	Hexadecanoic acid methyl ester; Methyl palmitate
	270
	C17H34O2
	30.97
	1.15

	30
	Docosane 
	310
	C22H46
	31.74
	0.35

	31
	Methyl1,3­dihydro­2H­isobenzofuran­4­carboxylate (S21)
	178
	C10H10O3
	31.81
	0.15

	32
	Hexadecadienoic acid,methyl ester 
	266
	C17H30O2
	32.34
	0.08

	33
	9,12­Octadecadienoicacid (Z,Z)­,2­(acetyloxy)­1­[(acetyloxy)methyl]ethyl ester (S22)
	438
	C25H42O6
	33.10
	0.06

	34
	4,4,6-Trimethyl-6-phenyltetrahydro-1,3-oxazine-2-thione (S23)
	235
	C13H17NOS
	33.22
	0.11

	35
	9,12­Octadecadienoic acid, methyl ester, (E,E)
	294
	C19H34O2
	34.11
	0.62

	36
	9­Octadecenoic acid methyl ester 
	296
	C19H36O2
	34.21
	0.32

	37
	9,12,15­Octadecatrienoic acid methyl ester, (Z,Z,Z)
	292
	C19H32O2
	34.25
	0.48

	38
	Phytol (S24)
	296
	C20H40O
	34.44
	0.36

	39
	Methyl stearate
	298
	C19H38O2
	34.68
	0.20

	40
	Nonacosane 
	408
	C29H60
	35.46
	0.09

	41
	1,1,3,3-Tetratertbutyl-2-phenylsulfonyl thiaguanidine (S25)
	433
	C22H41N3O2S2
	36.40
	0.07

	42
	(4Bromophenyl) bis(2,4dibromophenyl) amine (S26)
	635
	C18H10Br5N
	38.34
	0.08

	43
	11­decyl-docosane (S27)
	450
	C32H66
	39.08
	0.07

	Total Area (%)                                                                                                                                                        99.47 
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Figure S3: GC-chromatogram of the Chamomile stems’ chloroform soluble fraction
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Figure S4: Chemical structures of the nonpolar stems’ fraction (soluble in CHCl3) based on GC-MS analysis

Table S2: Tentatively identified compounds (chloroform soluble) from the stems fraction based on GC-MS analysis 
	No.
	Compound Name
	MW
	MF
	Rt(min.)
	Area %

	1
	5­n­Hexyloxydihydrofuran­2­one (S28)
	184
	C10H16O3
	5.19
	1.34

	2
	2,2'­[1,10­decanediylbis(oxy)]bis[tetrahydro, 2H­Pyran (S29)
	342
	C20H38O4
	5.25
	0.93

	3
	2,3­dimethyl-heptane
	128
	C9H20
	5.33
	1.66

	4
	2­(2­aminopropoxy)­3­methyl, benzenemethanol (S30)
	195
	C11H17NO2
	6.56
	0.77

	5
	Dodecachloro­3,4­benzo phenanthrene (S31)
	636
	C18Cl12
	8.85
	0.98

	6
	1-Pentanamine (S32)
	87
	C5H13N
	8.92
	0.71

	7
	1,8­Cineole (S33)
	154
	C10H18O
	9.35
	5.22

	8
	1-methyl-cyclopentanamine (S34)
	99
	C5H9NO
	9.53
	1.67

	9
	Dodecane, 2,2,4,9,11,11-hexamethyl (S35)
	254
	C18H38
	10.05
	0.81

	10
	4­methyl­1­(1­methylethyl), bicyclo[3.1.0]hex­2­ene (S36)
	136
	C10H16
	10.21
	1.32

	11
	3­Thiatricyclo[3.3.0.0(6,8)]octane 3,3­dioxide (S37)
	158
	C7H10O2S
	10.32
	0.93

	12
	Acetic acid, mercapto, secbutylester (S38)
	148
	C6H12O2S
	11.48
	0.63

	13
	L­(­)­Menthol (S39)
	156
	C10H20O
	13.48
	3.41

	14
	Linalool (S40)
	154
	C10H18O
	15.80
	1.36

	15
	Docosane 
	310
	C22H46
	16.28
	5.01

	16
	endo­Borneol (S41)
	154
	C10H18O
	16.58
	1.61

	17
	Cyclohexanol,5­methyl­2­(1­methylethyl)­acetate, (1à,2à,5á) (S42)
	198
	C12H22O2
	16.77
	1.60

	18
	Trans­Caryophyllene (S43)
	204
	C15H24
	19.96
	3.35

	19
	Nopyl acetate (S44)
	208
	C13H20O2
	20.15
	1.24

	20
	(,(-Carotene, 3,3',4,4'-tetradehydro-1',2'-dihydro-1-hydroxy-1'-methoxy (S45)
	582
	C41H58O2
	20.94
	0.71

	21
	Eicosane 
	282
	C20H42
	21.71
	2.98

	22
	Docosane
	310
	C22H46
	26.32
	0.075

	23
	Sulfurous acid, butyl 2­ethylhexyl ester (S46)
	250
	C12H26O3S
	26.51
	2.58

	24
	1-Acetyl4,4-bis[4(3-bromopropoxy)-3,5dimethoxyphenyl]-piperidine (S47)
	671
	C29H39Br2NO7
	27.14
	0.80

	25
	(-Bisabolol oxide A (1)
	238
	C15H26O2
	27.51
	6.47

	26
	2-methylbutyl-Oxirane (S48)
	114
	C7H14O
	28.40
	1.09

	27
	3,7,11,15­Tetramethyl­2­hexadecen­1­ol 
	296
	C20H40O
	29.20
	1.75

	28
	(E)-tonghaosu (2); En-in-dicycloether
	200
	C13H12O2
	30.36
	10.46

	29
	5,5-Dimethyl-5,6-dihydrotetraazolo[5,1a] isoquinoline (S49)
	200
	C11H12N4
	30.70
	1.79

	30
	Tricosane 
	324
	C23H48
	30.82
	2.64

	31
	Pentadecanoic acid,14­methyl­, methyl ester
	270
	C17H34O2
	30.97
	7.60

	32
	Hexatriacontane
	506
	C36H74
	31.63
	0.79

	33
	1,2­Benzenedicarboxylicacid, dibutyl ester (S50)
	278
	C16H22O4
	31.81
	2.71

	34
	2­propyl-1­Heptanol
	158
	C10H22O
	32.26
	1.01

	35
	Sulfurous acid, cyclohexyl methyl undecyl ester (S51)
	332
	C18H36O3S
	32.55
	0.77

	36
	9,12­Octadecadienoicacid, methyl ester; (E,E); (( methyl linolelaidate)
	294
	C19H34O2
	34.11
	5.01

	37
	9­Octadecenoic acid (Z)­, methylester (Methyl oleate)
	296
	C19H36O2
	34.20
	7.48

	38
	2­Methyldecane­2,4­diol
	188
	C11H24O2
	34.45
	1.87

	39
	Cyclopentaneundecanoic acid, methyl ester (S52)
	268
	C17H32O2
	34.68
	1.05

	40
	2,2,3,3,5,6,6-heptamethyl- heptane (S53)
	198
	C14H30
	34.72
	1.21

	41
	Transsabinene hydrate (S54)
	154
	C10H18O
	34.88
	0.64

	42
	1­(1,1­dimethylethoxy)­3­methyl, Cyclohexene (S55)
	168
	C11H20O
	38.35
	0.73

	43
	Bicyclopentyl­1,1'­diene (S56)
	134
	C10H14
	47.65
	0.66

	44
	Dimethyl glycerol docosy ether (S57)
	670
	C27H56O5
	52.71
	1.14

	45
	2­[(3H­Benzoimidazol­5­ylimino)­methyl]­4­nitro­Phenol (S58)
	282
	C14H10N4O3
	53.11
	0.65

	Total Area (%)                                                                                                                                                                99.22


Table S3: 13C (DMSO-d6, 100 MHz) and 1H (DMSO-d6, 400 MHz) of apigenin-7-β-D-glucoside (3)

	Nr.
	(C
	(H (J in Hz)
	Nr.
	(C
	(H (J in Hz)

	2
	164.3
	
	1'
	121.0
	

	3
	103.1
	6.86 (s)
	2'/6'
	128.7
	7.95 (d, 8.9)

	4
	182.0
	
	3'/5'
	116.0
	6.94 (d, 8.9)

	4a
	105.4
	
	4'
	161.4
	

	5
	161.1
	
	1''
	99.9
	5.06 (d, 7.3)

	5-OH
	
	12.95 (s)
	2''
	73.1
	3.28 (m)

	6
	99.6
	6.44 (d, 2.1)
	3''
	76.5
	3.29 (m)

	7
	163.0
	
	4''
	69.6
	3.19 (d, 9.1)

	8
	94.9
	6.83 (d, 2.2)
	5''
	77.2
	3.45 (m)

	8a
	157.0
	
	6''
	60.6
	3.71 (d,10.6), 3.48 (m)
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Figure S5: H,H COSY (
[image: image64.emf]) and HMBC (
[image: image65.emf]) connectivities of apigenin-7-β-D-glucoside (3)
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Figure S6: (+)-ESI MS spectrum of bisabolol oxide A (1) and (E)-tonghaosu (2)
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Figure S7: (-)-ESI MS spectrum of bisabolol oxide A (1) and (E)-tonghaosu (2)
[image: image68.emf]
Figure S8: (+)-HRESI MS spectrum of bisabolol oxide A (1) and (E)-tonghaosu (2)
[image: image69.emf]
Figure S9: GC-MS Chromatogram of bisabolol oxide A (1, Rt:27.73) and (E)-tonghaosu (2, Rt: 30.57)
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Figure S10: GC-MS Library report of bisabolol oxide A (1, Rt: 27.71)
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Figure S11: GC-MS Library report of (E)-tonghaosu (2, Rt: 30.59)
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Figure S12: 1H NMR (400 MHz, CDCl3) spectrum of bisabolol oxide A (1) and (E)-tonghaosu (2) 
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Figure S13: 13C NMR (100 MHz, CDCl3) spectrum of bisabolol oxide A (1) and (E)-tonghaosu (2) 
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Figure S14: H,H COSY (400 MHz, CDCl3) spectrum of bisabolol oxide A (1) and (E)-tonghaosu (2) 
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Figure S15: HSQC (400 MHz, CDCl3) spectrum of bisabolol oxide A (1) and (E)-tonghaosu (2) 
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Figure S16: HMBC (400 MHz, CDCl3) spectrum of bisabolol oxide A (1) and (E)-tonghaosu (2) 
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Figure S17: NOESY (400 MHz, CDCl3) spectrum of bisabolol oxide A (1) and (E)-tonghaosu (2) 
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Figure S18: (+)-ESI MS spectrum of apigenin-7-β-D-glucoside (3)
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Figure S19: (+)-ESI MS spectrum of apigenin-7-β-D-glucoside (3)
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Figure S20: (-)-ESI MS spectrum of apigenin-7-β-D-glucoside (3)
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Figure S21: (+)-HRESI MS spectrum of apigenin-7-β-D-glucoside (3)
[image: image84.emf]
Figure S22: (-)-HRESI MS spectrum of apigenin-7-β-D-glucoside (3)
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Figure S23: 1H NMR (400 MHz, DMSO-d6) spectrum of apigenin-7-β-D-glucoside (3) 
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Figure S24: 13C NMR (100 MHz, DMSO-d6) spectrum of apigenin-7-β-D-glucoside (3) 
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Figure S25: H,H COSY (400 MHz, DMSO-d6) spectrum of apigenin-7-β-D-glucoside (3) 
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Figure S26: HSQC (400 MHz, DMSO-d6) spectrum of apigenin-7-β-D-glucoside (3) 
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Figure S27: HMBC (400 MHz, DMSO-d6) spectrum of apigenin-7-β-D-glucoside (3) 
Table S4: Viability % of vero cells versues the concentrations ((g/mL) of the studied extracts and corresponding compounds for the determining of IC50 and maximum nontoxic concentration (MNTC) and highlighted in green. 
	
	
	Viability % (mean value of triplicates)

	Concentration (µg mL-1)
	Sample A
	Sample B
	Sample C
	Sample D

	
	1000
	    50.00 
	  53.33 
	    37.56 
	    38.89 

	
	500
	    56.15 
	   61.03 
	   42.00 
	   44.00 

	
	250
	    58.21 
	    65.38 
	   42.00 
	    44.22 

	
	125
	     58.46 
	    66.67 
	    45.33 
	  44.67 

	
	62.5
	   68.97 
	   69.23 
	   58.89 
	   60.22 

	
	31.25
	     85.13 
	   78.72 
	  89.33 
	   72.00 

	
	15.625
	    85.90 
	  78.97 
	   91.56 
	   91.78 

	
	7.8125
	     87.44 
	    79.49 
	  111.11 
	   92.89 

	
	3.90625
	     93.59 
	    81.03 
	 114.22 
	  104.44 

	
	1.953125
	  102.05 
	    86.15 
	 124.44 
	 104.44 

	
	0.976563
	  103.33 
	102.56 
	 129.11 
	121.11 

	
	0.488281
	  127.44 
	105.64 
	 134.22 
	 139.11 

	
	
	Sample A
	Sample B
	Sample C
	Sample D

	
	IC50 µg mL-1
	1,000.00 
	-
	 110.00 
	111.90 


Sample A= compounds (1,2); Sample B = Flower extract; Sample C= Stem extract; Sample D = compound 3
· = > 1000 µg mL-1)
.
[image: image90.png]viability %

160.00

140.00

120.00

100.00

80.00

60.00

40.00

20.00

viability % vero cell

® N ° “ o o ) o o
K s g W (44 2 o,?;» & Y & &
> A Cd (O Y
AR

——sample A
———sample B
~———sample C

~——sample D





Figure S28: Viability % of vero cell versues the concentrations ((g/mL) of the studied extracts and corresponding compounds: Sample A= compounds (1,2); Sample B = Flower extract; Sample C= Stem extract; Sample D = compound 3
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Figure S29: IC50 µg/mL of the plant extracts (B = Flower, C = Stem) and the corresponding obtained bioactive compounds (A = 1,2 and D = 3) against Vero cells as the host to Adino7 virus in the present study
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