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Figure S1 - GC-FID chromatogram of the essential oil of dry leaves from Vernonanthura tweediana,
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Figure S2 — GC-MS chromatogram of the essential oil of dry leaves from Vernonanthura tweediana,
POmMETOde, SC-BIrazil .........oouiiiuiiiiieiieeeeeeeee ettt ettt e s st saa s et s e eaaeeaeeeteesatesnbeesneeenaeesaeeenes 3

Figure S3 — A. Expanded GC-MS chromatogram of the essential oil from dried leaves from
Vernonanthura tweediana (4.65 — 18.80 min). Identified peaks are assigned with the entries 1-14; B.
Expanded GC-MS chromatogram of the essential oil of dry leaves from Vernonanthura tweediana
(19.59 — 25.95 min). Identified peaks are assigned with the entries 15-27; C. Expanded GC-MS
chromatogram of the essential oil of dry leaves from Vernonanthura tweediana (27.20 — 47.88 min).
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Figure S1 - GC-FID chromatogram of the essential oil of dry leaves from Vernonanthura tweediana,
Pomerode, SC-Brazil.
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Figure S2 — GC-MS chromatogram of the essential oil of dry leaves from Vernonanthura tweediana,
Pomerode, SC-Brazil.
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Figure S3 — A. Expanded GC-MS chromatogram of the essential oil from dried leaves from
Vernonanthura tweediana (4.65 — 18.80 min). Identified peaks are assigned with the entries 1-14; B.
Expanded GC-MS chromatogram of the essential oil of dry leaves from Vernonanthura tweediana
(19.59 — 25.95 min). Identified peaks are assigned with the entries 15-27; C. Expanded GC-MS
chromatogram of the essential oil of dry leaves from Vernonanthura tweediana (27.20 — 47.88 min).
Identified peaks are assigned with the entries 28 — 36.



MS Data - Spectra of the constituents and the MS spectra of the identified compound from the

NIST library. For each spectrum, the two main hits are given.
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Entry 3: B-pinene.
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Entry 5: a-phellandrene.
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Entry 6: ortho or para-cymene.
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Entry 7: limonene.
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Entry 9: E-B-ocimene (Al 1044).
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Entry 11: terpinen-4-ol.
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Entry 13: safrole.
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Entry 15: a-copaene.
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Entry 17: B-elemene.
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Entry 19: a-caryophyllene.
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Entry 21: germacrene D.
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Entry 23: bicyclogermacrene. The identification was based on Al and literature [16].
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Entry 25: E,E-o-farnesene.
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%1 | g o o8
39 91 1
27 143 55 65|70 gk LI 161 204
0 || .|( ||| \‘ I'II . 14.. l 18:9
T T T T T T T T T T T T T T T T T ] T T T T T | T T




Entry 27: 8-cadinene.

Ponto01 3231 (25.953)

100- 161 1.91e8
19 134
o 105 0
162
Hyy 55 117 133 189|205
S N P20 .ﬁ W||/ |.I/ o Dl 7 s 2P o s 27 w0
R.966 Nist 119969: NAPHTHALENE, 1,2,3,5,6,8A-HEXAHYDRO-4,7-DIMETHYL-1-(1-METHYLETHYL}., (1S-CIS)-
100- 161 Hit 1
%- » 105 119 204
162
7 3|43 555569 77 106 | 133/135 147 ( 189|205
0 T \ ( l 'Il “l ‘Il/ .{ Illll lléh'(l “(l . |17sl l; T '(l T T T T T T T T T T T T T T T T T T T
R:965 Nist 212733 NAPHTHALENE, 1.2,4A5,8 8A-HEXAHYDRO-4,7-DIMETHYL-1-(1-METHYLETHYL)-, [1S-(1ALPHA 4A BETA 8AALP
100- 161 Hit 2
%- 105 119 134 204
81 162
133 189
5565 7 205
27 69 147 (
0 T II| lll l[ \ ' Il( Il ll]l "D'I I‘ lll - T T L ( T T T T T T T T T T T T T T
Entry 28: E-nerolidol.
Ponto01 3499 (27.741)
100- 69 o 1.25e7
] 44
% 4 55 67|71 81
Hsa\,ﬂ | 119123 13637 .
0 Il.,\.(, Gl WI 129m|/ ol AT 189 204 22 260 303
R974 Nist 30168: 1,6,10-DODECATRIEN-3-OL, 3,7,11-TRIMETHYL-, (E)-
100- 69 Hit 1
41 93
% & | 2
55 81
572939 || 5357 |77, « 119123 1 161
o bbbl | - 12 R retreretererpeermrereeprmeepree
R:960 Nist 199011: 1,6,10-DODECATRIEN-3-OL, 3,7,11-TRIMETHYL-
69 Hit 2
100-
41
%] i 7 =
55 1
272939 ( 53|5767 780 o1 |95 1(|)7 1913 136 161
oldl 2 AL IR Y Y A I 189 204
T T T T T T T T T T T T T T T T T




Entry 29: spathulenol.

Ponto01 3587 (28.327) -
100- 43 8.90e7
» 205
%] 187
202
206
o ' 192 1( 220 27 550 207 283 310 353
R:963 Nist 193210: 1H-CYCLOPROP[EJAZULEN-7-OL, DECAHYDRO-1,1,7-TRIMETHYL-4-METHYLENE-, [1AR-(1A ALPHA,4A ALPHA .7 BET
43 Hit 1
100-
41
91
% e 205
.
- 79 107 159
233|2 51 67 71,| 82 || 95 1231 145449 187 202
177
R (A IH(IM |I||||(LM [
R:957 Nist 5917: (-}-SPATHULENOL
100- 43 Hit 2
41
0/-
o N o 7o 119 205
27 ‘ | “7 18 ‘163 177 206
0,Mlllllr WS et e
Entry 30: caryophyllene oxide.
Ponto01 3604 (28.441)
100+ 43 79 93 8.22e7
°/o"
149 161 177187
3 ool 220230 261 281 338 360 388
T T T T T T T T T T T T T T T T T T T T
R:963 Nist 193197: CARYOPHYLLENE OXIDE _
1001 43 Hit 1
41
69 19 9193
%] 55 67 7
39
53
] ) ssh 138 149 461 177
\l ||| ||
T T T T | b T T T | § T T T T T T T T T T T T T T T T
R:924 Nist 5854: CARYOPHYLLENE OXIDE A
100- 43 - Hit 2
%] 7 3 55 69 ”
1
“ 1 ” 135 149 161 177 220
0 Lt L[S ot S el SUSUS USSP S U ST e e




Entry 31: humulene-1,2-epoxide.

Ponto01 3759 (29.474)
i N - o 1 4.93e7
138
93
41 55 68
% 81
° . Y o 107 110 123
44
7596 ’71 M 1 1%17 124 147150 161164 187
5 e | e L LLlIgs 22y 77 8t 177 8T 101 195205208 220 219
R:888 Nist 10120: 12- OXABICYCLO[910]DODECA37DIENE 1,55, 8-TETRAMETHYL-, [1R-(1R" 3E.7E.11R")}-
43 Hit 1
100+
%1 4 138
2729 39 hs 5355 58 5‘r 1 | 1
97 105 123 137(139 147
0 Wl W.I..r I W h“( . .ul NI '/ . . :
R:829 Nist 30974: 1-FORMYL-2,2-DIMETHYL-3-TRANS-(3-METHYL-BUT-2-ENYL)-6-METHYLIDENE-CYCLOHEXANE
69 Hit 2
100+
81
%_
6
79
? 105 121
” | | 133}37 151 177 191 205 220
0 T T T T T T I lll T “l T T Il T A T ‘l T I T T T T T T T
Entry 32: It was assigned as T-muurolol by the fact that o-cadinol is in entry 33.
Ponto01 3958 (30.802)
100- 9% 2.24e7
43
1
L 161 204
%o 105 109 164
122 152
117 133137 149 165 189 205
0 MU T A 12 o A0 -~ =
R:939 Nist 9521: ALPHA -CADINOL
100- 43 Hit 1
9%5
% 41 121
(1 105 109 . 161164 20305
110 137 152
L LS el 2 o el e [P om o
R:931 Nist 11663: TAU.-MUUROLOL
100- 43 Hit 2
161
%] a1
204
5355 6971 77981 105 109 14 o 205
122 434137 152 |1 189
0 by '45 \]F IWI 1( Wl |Ilr I.|{ . 1!.4 . 1:‘9/ _|'| - 1.79. I] ( 2%2




Entry 33: a-muurolol.

Ponto01 3975 (30.915)

100+ 161 1.497
% - Bgg 105 119
45 535557 CH \]l 85 “ "7 {122 91135 a5 o' N |12 169 187 206 212220
(1} F— |I . n | (73 | 83 | il (I . / ||l||| | I / IK 177 . 1 |
R:874 Nist 119639: 1-NAPHTHALENOL, 1.2,3,4,4A. 7,8, 8A-OCTAHYDRO-1,6-DIMETHYL-4-(1-METHYLETHYL)-, [1S-(1 ALPHA. 4 ALPHA.
161 Hit 1
100n
43
% 41 105 119
) 29 55 58 nregt R 2 162 2
2729 39 6769 W | ( 1 ’ 107 ( 205
9% 17 | (122 138137 160 169
ol ’| : l|. j W“ | : ".\.l./. ||.|/|1“7 \f (
R:869 Nist 119638: 1-NAPHTHALENOL, 1.2,3.4,4A.7,8,8A-OCTAHYDRO-1,6-DIMETHYL-4-(1-METHYLETHYL)-, (1R-(1 ALPHA_ 4 BETA.,
161 Hit 2
1001 43
” 119
% 105
’ 67697 981 R 2 162 204
29 39 53 r f ] 1 9% [ 109 f122 134137 160 189 205
ol L | Wl L 11 P2 Pl -4 \( | (
T T T T T T T  § T T T T T T T T T T T T T T T T T T
Entry 34: a-cadinol
Ponto01 4017 (31.195)
100- 9% 4.9%7
121
2 43 161
o] 204
41 |44 5558 & . 122 o
137 148 ﬁes 189, 205
ol W U |I“ I” . ...f 11 P I N A - N -2
R:932 Nist 9521: ALPHA -CADINOL _
1001 4 Hit 1
9%
%l 4 121
17 B| 405 11%‘\( 16 204
122 137 L 165 205
149 179 169 22
0 T » ( II llll T o + {ll T "ul l/ T T T T T T T T T
R:920 Nist 119818: DIHYDRO-CIS- ALPHA -COPAENE-8-OL _
100+ 161 Hit 2
o 105
%-| 43 55 8 9

69

133 149

189 204

‘ 119

222




Entry 35: 6R,7R-bisabolone (ALit1740). Retention time 34.38 min.

1005 137 2.58e7
135
~N
110
Vet 109
N
°s
41 44 ss g
67 a2
81
o 21 220
79 108 - 138
6 e 77 . A s 105 111 151
s1 7°73| |r og 17 33 147 | 159 w 205297 221
ol 3 _I/ls'?' Lilg 2 ( Ll 2 L el N [ Y || S | z Iz s
41 51 81 71 81 o1 101 111 21 131 141 151 161 171 181 191 201 211 221

Mass spectrum of constituent with Alexp 1748/Retention time 34.38 min.

RT:38.24 AI: 1740 KI: 1742 Bisabolone <(6R,7R)->
CAS#:72441-71-5  MF:C15H24 0 FW:220  MSD LIB#: 138
CN: 2-cyclohexen-1-one, 6-(1,5-dimethyl-4-hexenyl)-3-methyl-,(R-(R* R*))-
Synonyms: a-oxobisabolene

Source: Amyris, comm. oil, Haiti ex Harold Bussenins; 0.30% Amyris balsamifera,
Phytochem 28:1909(1989)

40 60 80 100 120 140 160 180 200 2

— 137 s 0
80 NG
110
s0A1
40- =
55 5
69 8" 220
o 1 150 205 |
Lol 10 sterr 192 205 |
2

Mass spectrum of 6R,7R-bisabolone from literature [16].



Entry 36: kaur-16-ene

Ponto01 5769 (42.879)
100+ 4s 220 5.81e6
s 69 791 ' -
ol A 77 257
%
53 7 137148 159 o 175 187 228|230
201 258|273
451 ( 73 150 I 176 | 190 7(
0 pallll |.|-'.' I A A P O | - A 14 330
R:899 Nist 171884 KAUR-16-ENE, (8.BETA.,13.BETA.)-
100- 272 Hit 1
229
%1 4 5 69 T i A
7 105 133137 148 5 230 73
159 175 s 228 258 (
0 T T ¥ T T II T || T ll T I T T T T T T r T T T
R:891 Nist 192584: KAUR-16-ENE, (8.BETA.,13.BETA.)-
100 A Hit 2
55 69 g 2
67 229
o - 95 105109 123 o w7 T
4353 82 133
1 W 17 W7 459 175 187 ( 28 |273
° I T II || T I T T T T T T
Reference

[16] Adams, R.P. Identification of essential oils components by gas chromatography, mass spectroscopy.
4th ed.; Allured Publishing: Carol Stream, USA, 2017; 809 pp.




