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SUPPLEMENTARY MATERIALS
The First Information on the Low Molecular Metabolom Lobelia dortmanna L. (Campanulaceae, Magnoliophyta) Growing in the Northwest of the Russian Federation

Chernova A. M., Philippov D. A., Kurashov E. A.
Таблица S1. Компонентный состав эфирного масла Lobelia dortmanna L.
Table S1. Component composition of Lobelia dortmanna L. essential oil

	Вещество

Substance
	Формула

Formula
	RT
	RI
	%
	Сср

Сaverage

	3-ethyl-2-methylpentane
	C8H18
	6.13
	781
	0.12
	0.242

	pentan-1-ol
	C5H12O
	6.23
	784
	0.67
	1.334

	3,5-dimethylheptane
	C9H20
	6.33
	787
	3.06
	6.080

	1-bromo-3-methylbutane
	C5H11Br
	6.36
	788
	0.96
	1.906

	2,3-dimethylheptane
	C9H20
	6.50
	792
	3.08
	6.120

	(1R,3S)-1,3-dimethylcyclohexane
	C8H16
	6.61
	795
	0.63
	1.255

	1,1-dimethylcyclohexane
	C8H16
	6.80
	801
	0.04
	0.086

	1-ethyl-1-methylcyclopentane
	C8H16
	6.86
	802
	0.13
	0.266

	(1S,2R)-1-ethyl-2-methylcyclopentane
	C8H16
	6.95
	805
	0.37
	0.743

	hexanal
	C6H12O
	7.22
	813
	0.64
	1.279

	1,4-dimethylcyclohexane
	C8H16
	7.30
	815
	0.33
	0.664

	(1R,3S)-1,2,3-trimethylcyclohexane
	C9H18
	7.80
	829
	0.05
	0.098

	furan-2-carbaldehyde
	C5H4O2
	8.21
	841
	1.12
	2.231

	bicyclo[4.1.0]hepta-1,3,5-triene
	C7H6
	8.53
	850
	0.34
	0.675

	4-hydroxy-4-methylpentan-2-one
	C6H12O2
	8.61
	853
	0.03
	0.065

	1,2,4-trimethylcyclohexane
	C9H18
	8.71
	855
	0.02
	0.037

	(E)-hex-2-enal
	C6H10O
	8.9
	861
	0.13
	0.260

	3,7-dimethyloct-1-ene
	C10H20
	9.15
	868
	0.08
	0.156

	2,5-dimethylheptane
	C9H20
	9.4
	875
	0.04
	0.082

	2,6-dimethylhept-1-ene
	C9H18
	9.47
	877
	0.09
	0.188

	2,2,5,5-tetramethylhexane
	C10H22
	9.6
	881
	0.11
	0.214

	2,2,3,3-tetramethylhexane
	C10H22
	9.82
	887
	0.06
	0.129

	ethylbenzene
	C8H10
	10.13
	896
	0.37
	0.742

	3,3-dimethyloctane
	C10H22
	10.24
	899
	0.08
	0.162

	nonane
	C9H20
	10.36
	900
	0.17
	0.337

	heptanal
	C7H14O
	10.48
	906
	0.09
	0.182

	(E)-hept-2-en-1-ol
	C7H14O
	10.88
	917
	0.10
	0.198

	(E)-hept-2-enal
	C7H12O
	12.36
	959
	0.06
	0.111

	unidentified m/z ? [M+], 41 (100)
	
	12.4
	960
	0.10
	0.192

	cumene
	C9H12
	12.47
	962
	0.22
	0.443

	unidentified m/z 120 [M+], 55 (100)
	
	13.1
	980
	0.13
	0.253

	2-methyloctan-3-one
	C9H18O
	13.29
	985
	0.08
	0.166

	2-methyl-6-methylidenecyclohexan-1-ol
	C8H14O
	13.4
	988
	0.13
	0.259

	2-pentylfuran
	C9H14O
	13.52
	992
	0.07
	0.133

	1,2,4-trimethylbenzene
	C9H12
	13.54
	992
	0.06
	0.114

	ethenyl (2E,4E)-hexa-2,4-dienoate
	C8H10O2
	13.62
	995
	0.29
	0.576

	(Z)-oct-5-en-1-ol
	C8H16O
	13.96
	1004
	0.05
	0.102

	(2E,4E)-hepta-2,4-dienal
	C7H10O
	14.31
	1012
	0.09
	0.189

	2-phenylacetaldehyde
	C8H8O
	15.74
	1046
	0.19
	0.386

	(E)-oct-2-enal
	C8H14O
	16.42
	1062
	0.12
	0.229

	2-methyldecane
	C11H24
	16.58
	1066
	0.03
	0.064

	1-phenylethanone
	C8H8O
	16.77
	1070
	0.39
	0.777

	undec-1-yne
	C11H20
	18.11
	1104
	0.13
	0.257

	(3E)-6-methylhepta-3,5-dien-2-one
	C8H12O
	18.21
	1108
	0.03
	0.069

	2-ethylhexanoic acid
	C8H16O2
	18.62
	1124
	0.12
	0.236

	5-methyl-2-propan-2-yl-6-oxabicyclo[3.1.0]hexane-1-carbaldehyde
	C10H16O2
	18.94
	1136
	0.04
	0.085

	(Z)-non-6-enal
	C9H16O
	19.66
	1164
	0.13
	0.264

	dodec-1-yne
	C11H20
	20.7
	1206
	0.12
	0.247

	3,3,5,6-tetramethyl-1,2-dihydroindene
	C13H18
	20.87
	1215
	0.05
	0.106

	2,6,6-trimethylcyclohexene-1-carbaldehyde
	C10H16O
	21.08
	1226
	0.10
	0.199

	2-(2,6,6-trimethylcyclohexen-1-yl)acetaldehyde
	
	21.8
	1264
	0.04
	0.077

	nonanoicacid
	C9H18O2
	21.92
	1270
	0.20
	0.391

	(2Z)-2-(2-methylcyclohex-2-en-1-ylidene)acetaldehyde
	C9H12O
	22.17
	1284
	0.04
	0.089

	(2S,4aR,8aS)-2,5,5,8a-tetramethyl-3,4,4a,6-tetrahydro-2H-chromene; [dihydroedulan II]
	C13H22O
	22.47
	1299
	0.14
	0.271

	tridec-1-yne
	C13H24
	22.59
	1306
	0.03
	0.063

	4-ethenyl-2-methoxyphenol
	C9H10O2
	22.78
	1317
	0.38
	0.762

	2,6,6-trimethyl-10-methylidene-1-oxaspiro[4.5]dec-8-ene (vitispirane)
	C13H20O
	23.15
	1339
	0.30
	0.593

	1,1,6-trimethyl-2H-naphthalene
	C13H16
	23.41
	1354
	0.15
	0.293

	1,6,8-trimethyl-1,2,3,4-tetrahydronaphthalene
	C13H18
	23.5
	1359
	0.06
	0.125

	Decanoic acid (CAS)
	C10H20O2
	23.56
	1363
	0.17
	0.332

	unidentified m/z 190 [M+], 175 (100)
	
	23.67
	1369
	0.02
	0.049

	(1S,2S,3aS,4R,5R,7aS,8R)-5-isopropyl-1,7a-dimethyloctahydro-1H-1,2,4-(epimethanetriyl)indene; [cyclosativen]
	C15H24
	23.78
	1376
	0.18
	0.366

	4,4-dimethyltricyclo[5.4.0.01,8]undec-5-en-9-one
	C13H18O
	24.03
	1390
	0.04
	0.080

	4,4,7-trimethyl-2,3-dihydro-1H-naphthalene; [α-ionene]
	C13H18
	24.1
	1394
	0.12
	0.241

	tetradecane
	C14H30
	24.17
	1400
	0.10
	0.202

	(6E)-6-methyl-5-propan-2-ylidenenona-6,8-dien-2-one
	C13H20O
	24.23
	1401
	0.10
	0.198

	(9Z)-tetradeca-1,9-diene
	C14H26
	24.38
	1408
	0.02
	0.044

	4-(2,6,6-trimethylcyclohexa-1,3-dien-1-yl)butan-2-one
	C13H20O
	24.62
	1419
	0.24
	0.486

	(E)-4-(2,4,4-trimethylcyclohexa-1,5-dien-1-yl)but-3-en-2-one
	C13H18O
	25
	1437
	0.09
	0.172

	4-(2,2-dimethyl-6-methylidenecyclohexyl)butan-2-one
	C13H22O
	25.34
	1452
	0.13
	0.264

	unidentified m/z ? [M+], 163 (100)
	
	25.51
	1460
	0.04
	0.077

	2,6-ditert-butyl-4-hydroxy-4-methylcyclohexa-2,5-dien-1-one
	C15H24O2
	25.8
	1473
	0.43
	0.853

	3-(4-tert-butylphenyl)propanal (Bourgeonal)
	C13H18O
	26.2
	1491
	0.19
	0.383

	(E)-4-(2,6,6-trimethylcyclohexen-1-yl)but-3-en-2-one; [β-ionone]
	C13H20O
	26.27
	1495
	0.34
	0.667

	pentadecane
	C15H32
	26.36
	1500
	0.06
	0.120

	pentadec-1-yne
	C15H28
	26.63
	1514
	0.03
	0.065

	dibenzofuran
	C12H8O
	26.93
	1531
	0.05
	0.107

	8a-methyl-3,4,4a,5,6,7-hexahydro-2H-naphthalene-1,8-dione
	C11H16O2
	27.04
	1538
	0.22
	0.446

	dodecanoic acid
	C12H24O2
	27.55
	1567
	0.73
	1.454

	N,N-diethyl-3-methylbenzamide
	C12H17NO
	27.96
	1591
	0.08
	0.165

	hexadecane
	C16H34
	28.09
	1600
	0.14
	0.281

	hexadec-1-yne
	C16H30
	28.31
	1616
	0.15
	0.301

	4,5,8-trimethyl-3,4-dihydro-2H-naphthalen-1-one
	C13H16O
	28.43
	1626
	0.03
	0.052

	tridecanoicacid
	C13H26O2
	28.93
	1666
	0.10
	0.195

	unidentified m/z ? [M+], 91 (100)
	
	29.02
	1673
	0.01
	0.024

	tridecanedial
	C13H24O2
	29.09
	1678
	0.06
	0.124

	[2-methyl-1-(4-propan-2-ylphenyl)propyl] acetate
	C15H22O2
	29.14
	1682
	0.08
	0.161

	hexyl 2-hydroxybenzoate
	C13H18O3
	29.23
	1690
	0.07
	0.138

	heptadecane
	C17H36
	29.35
	1700
	0.46
	0.921

	2-chloro-1,4-dimethoxynaphthalene
	C12H11ClO2
	29.52
	1716
	0.06
	0.121

	heptadec-1-yne
	C17H32
	29.55
	1719
	0.23
	0.460

	unidentified m/z ? [M+], 195 (100)
	
	29.63
	1726
	0.06
	0.116

	1,1,3-trimethyl-3-phenyl-2H-indene
	C18H20
	29.75
	1738
	0.23
	0.450

	(Z)-pentadec-9-en-1-ol
	C15H30O
	29.84
	1747
	0.12
	0.234

	tetradecanoic acid
	C14H28O2
	30.06
	1769
	3.46
	6.879

	3,5-ditert-butyl-4-hydroxybenzaldehyde
	C15H22O2
	30.21
	1783
	0.06
	0.113

	octadecane
	C18H38
	30.38
	1800
	0.09
	0.172

	phenanthrene
	C14H10
	30.46
	1809
	0.26
	0.523

	1-O-heptyl 3-O-(2-methylpentan-3-yl) propanedioate
	C16H30O4
	30.54
	1818
	0.07
	0.131

	hexadecanal
	C16H32O
	30.56
	1821
	0.16
	0.320

	propan-2-yl tetradecanoate
	C17H34O2
	30.61
	1826
	0.12
	0.238

	unidentified m/z ? [M+], 185 (100)
	
	30.69
	1836
	0.20
	0.389

	6,10,14-trimethylpentadecan-2-one
	C18H36O
	30.81
	1849
	0.81
	1.609

	pentadecanoic acid
	C15H30O2
	30.94
	1864
	0.89
	1.766

	nonadecane
	C19H40
	31.25
	1900
	0.70
	1.389

	2-pentoxycarbonylbenzoic acid (Monoamyl phthalate)
	C13H16O4
	31.46
	1928
	0.38
	0.762

	9-Methylphenanthrene
	C15H12
	31.56
	1941
	0.47
	0.939

	cyclohexadec-8-en-1-one
	C16H28O
	31.64
	1951
	4.75
	9.451

	(Z)-hexadec-9-enoic acid; [palmitoleic acid]
	C16H30O2
	31.7
	1959
	2.10
	4.174

	hexadecanoicacid
	C16H32O2
	31.82
	1975
	34.40
	68.376

	icosane
	C20H42
	32.02
	2000
	0.20
	0.393

	propan-2-yl 14-methylpentadecanoate
	C19H38O2
	32.21
	2026
	0.08
	0.151

	henicosane
	C21H44
	32.8
	2100
	4.52
	8.986

	(9Z,12Z)-octadeca-9,12-dienoic acid; [linoleic acid]
	C18H32O2
	33.19
	2144
	4.07
	8.080

	(9Z,12Z,15Z)-octadeca-9,12,15-trienoic acid; [α-linolenic acid]
	C18H30O2
	33.26
	2152
	3.36
	6.683

	unidentified m/z ? [M+], 155 (100)
	
	33.6
	2190
	0.09
	0.173

	1-phenylmethoxynaphthalene
	C17H14O
	33.69
	2200
	0.25
	0.506

	unidentified m/z ? [M+], 135 (100)
	
	33.9
	2219
	0.25
	0.487

	(Z)-icos-9-en-1-ol
	C20H40O
	34.02
	2231
	0.59
	1.182

	unidentified m/z ? [M+], 169 (100)
	
	34.21
	2248
	0.06
	0.114

	tricosane
	C23H48
	34.81
	2300
	1.39
	2.755

	unidentified m/z ? [M+], 81 (100)
	
	35.53
	2355
	0.10
	0.192

	methyl 1,4a-dimethyl-7-propan-2-yl-2,3,4,9,10,10a-hexahydrophenanthrene-1-carboxylate
	C21H30O2
	35.85
	2379
	0.14
	0.269

	tetracosane
	C24H50
	36.18
	2400
	0.24
	0.486

	(Z)-docos-13-en-1-ol
	C22H44O
	36.74
	2434
	1.34
	2.659

	methyl (6E,9E,12E,15E)-docosa-6,9,12,15-tetraenoate
	C23H38O2
	36.97
	2447
	0.26
	0.523

	pentacosane
	C25H52
	37.95
	2500
	11.92
	23.689

	ВСЕГО

ALL
	
	
	
	100.00
	198.755


Примечание. RT – время удерживания, мин; RI – индекс удерживания; % – процентное содержание вещества в сумме всех веществ эфирного масла; Сср – концентрация вещества в сухом растении, мкг/г сухой массы растения.
Для некоторых соединений в квадратных скобках указаны тривиальные или наиболее часто употребляемые наименования; полужирным курсивом выделены мажорные соединения, доля которых, хотя бы в одном образце, превышала 1%.
Note. RT is the retention time, min; RI is the retention index; % – is the percentage of the substance in the sum of all essential oil substances; Сaverage is the concentration of the substance in a dry plant, mcg/g of the dry mass of the plant.

For some compounds, trivial or most commonly used names are indicated in square brackets; major compounds are highlighted in bold italics, the proportion of which, at least in one sample, exceeded 1%.
