Supplementary Materials

Table S1. Chemical composition of Smyrnium olusatrum essential oil (EO).

No* Compound RI* RILitc Average+SD %{ Ide
1 a-Thujene 925 924 0.17 £ 0.01 RI, MS
2 a-Pinene 931 932 6.55 +0.02 Std, RI, MS
3 Sabinene 971 969 0.16 +0.02 Std, RI, MS
4 B-Pinene 974 974 2.01 +0.07 Std, RI, MS
5 Myrcene 991 988 0.78 +0.04 Std, RI, MS
6 a-Phellandrene 1003 1002 0.33£0.01 Std, RI, MS
7 0-3-Carene 1009 1008 1.31+0.01 RI, MS
8 a-Terpinene 1015 1014 0.03 +0.00 Std, RI, MS
9 p-Cymene 1023 1020 0.04 +0.01 Std, RI, MS
10 B-Phellandrene 1027 1025 9.43 +0.44 RI, MS
11 (E)-B-Ocimene 1048 1044 0.01 +0.00 Std, RI, MS
12 y-Terpinene 1058 1054 0.04 £0.00 Std, RI, MS
14 Terpinolene 1087 1086 0.24 +0.01 Std, RI, MS
15 0-Elemene 1337 1335 0.06 £ 0.01 Std, RI, MS
16 a-Copaene 1374 1374 0.05 +0.01 RI, MS
17 B-Elemene 1391 1389 1.92 +0.12 Std, RI, MS
18 (E)-Caryophyllene 1417 1417 0.07+0.03 Std, RI, MS
19 a-Humulene 1452 1452 0.13+0.03 Std, RI, MS
20 Germacrene D 1480 1484 9.63 +0.03 Std, RI, MS
21 Curzerene 1496 1499 17.04 +0.62 Std, RI, MS
22 y-Cadinene 1513 1513 0.04 +0.02 Std, RI, MS
23 0-Cadinene 1523 1522 0.70 +0.06 RI, MS
24 Germacrene B 1555 1559 291 +0.11 RI, MS
25 Isofuranodiene 1691 1679f 11.17 +0.38» Std, MS
26 Germacrone 1694 1693 0.08 £0.02 RI, MS
27 Furanoeudesm-4(15)-en-1-one 1835 1833s 0.74+0.17 RI, MS
28 Furanoeremophil-1-one 1900 18798 0.11+£0.05 RI, MS
29 Glechomafuran 1925 19258 1.61 +0.16 RI, MS
30 1-B-Acetoxyfuranoeudesm-4(15)-ene 1988 1988  28.40 +0.44 RI, MS
31 1-B-Acetoxyfuranoeudesm-3-ene 1998 1998  1.00+0.13 RI, MS
RI, MS

Total identified (%) 96.72 +0.77

Monoterpene hydrocarbons 21.14

Sesquiterpene hydrocarbons 15.44

Oxygenated sesquiterpenes 0.08

Furanosesquiterpenes 60.06

aComponents are ordered according to their elution from the HP-5MS column. *Linear retention
index calculated according to the Van den Dool and Kratz formula [29]. “Retention index taken
from Adams. 9Relative percentage values are mean of three independent analyses; SD, standard
deviation. <Identification methods: Std, comparison with available analytical standard; RIL
coherence of the calculated RI with those stored in the ADAMS (2007) [30] and NIST 17 (2017) [31]
libraries; MS, mass spectrum matching with respect to ADAMS, and NIST 17 MS libraries. RI
reported by Papaioannou et al. [32]. 8RI reported by Maggi et al. [33]. "'The relative abundances of

isofuranodiene and curzerene does not take into account the Cope rearrangement process, which



leads to the conversion

analysis [33].

of isofuranodiene into curzerene

at high temperatures during GC-MS
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Figure S1. '"H NMR spectrum of isofuranodiene.
E Iz %@ .
¥ 23 #s O
[ TV T
0,
Y
]
[ !
il I
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10
f1 (ppm)

Figure S2. ®*C NMR spectrum of isofuranodiene.



721

1,00 == S—
L3 ——
L

I [P S T
T s T 1y ¥
= an 5 =§ =
- ~ - - o m -
25 120 115 110 105 10.0 95 90 85 80 75 70 6.5f (6.0 ) 55 50 45 40 35 30 25 20 15 1.0 05 00 -0
1 (ppm
Figure S3. '"H NMR spectrum of curzerene.
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Figure S4. 3C NMR spectrum of curzerene.
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Figure S5. '"H NMR spectrum of atractylon.
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Figure S6. 3C NMR spectrum of atractylon.
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Figure S7. '"H NMR spectrum of 1-B-acetoxyfuranoeudesm-4(15)-ene.
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Figure S8. 3C NMR spectrum of 1-p-acetoxyfuranoeudesm-4(15)-ene.
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