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Abstract: This study aimed to investigate the chemical composition of the leaf essential oil from
Ivoirian Isolona dewevrei. Combination of chromatographic and spectroscopic techniques [GC(RI), GC-
MS and BC-NMR] was used to analyze two oil samples (51 and S2). Detailed analysis by repetitive
column chromatography (CC) of essential oil sample S2 was performed, leading to the isolation of four
compounds. Their structures were elucidated by QTOF-MS, 1D and 2D-NMR as (10BH)-18,8B3-oxido-
cadin-4-ene (38), 4-methylene-(7atH)-germacra-1(10),5-dien-8f3-ol (cis-germacrene D-8-ol) (52), 4-
methylene-(7oH)-germacra-1(10),5-dien-8a-ol (trans-germacrene D-8-ol) (53) and cadina-1(10),4-dien-
8B-ol (56). Compounds 38, 52 and 53 are new, whereas NMR data of 56 are reported for the first time.
Lastly, 57 constituents accounting for 95.5% (S1) and 97.1%( S2) of the whole compositions were
identified. Samples S1 and S2 were dominated by germacrene D (23.6 and 20.5%, respectively),
followed by germacrene D-8-one (8.9 and 8.7%), (10BH)-1B,8B3-oxido-cadin-4-ene (7.3 and 8.7), 4-
methylene-(7oH)-germacra-1(10),5-dien-83-ol (7.8 and 7.4%) and cadina-1(10),4-dien-8f3-ol (7.6 and
7.2%). Leaves from I. dewevrei produced sesquiterpene-rich essential oil with original chemical
composition, involving various compounds reported for the first time among the main components.
Integrated analysis by GC(RI), GC-MS and C-NMR appeared fruitful for the knowledge of such
complex essential oil.
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trans-germacrene D-8-ol; cadina-1(10),4-dien-8f-ol.



Figure S1: 'H NMR spectrum of 38 in CDCls (400 MHz).
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Figure S1: 'H NMR spectrum of 38 in CDCls (400 MHz).
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Figure S2: 13C NMR spectrum of 38 in CDCls (100 MHz).
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Figure S3: DEPT 135 NMR spectrum of 38 in CDCls (100 MHz).
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Figure S4: DEPT 90 NMR spectrum of 38 in CDCIs (100 MHz).
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Figure S5: HSQC spectrum of 38 in CDCls.
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Figure S6: COSY spectrum of 38 in CDCls.

3.0 2
f2 (ppm)

—
=
<

5.8 56 54 52 50 48 46 44 42 40 3.8 3.6 34 3.2 3.0 28 2.6 24 22 20 18 16 14 1.2 10 0.8

f2 (ppm)

+1.0

fL (ppm)

f1 (ppm)



Figure S7: HMBC spectrum of 38 in CDCls.
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Figure S8: NOESY spectrum of 38 in CDCls.
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Figure S9: 'TH NMR spectrum of 52 and 53 in CDCls (400 MHz).
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Figure S510: 3C NMR spectrum of 52 and 53 in CDCls (100 MHz).
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Figure S11: DEPT 135 NMR spectrum of 52 and 53 in CDCls (100 MHz).
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Figure S12: DEPT 90 NMR spectrum of 52 and 53 in CDCls (100 MHz).
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Figure S13: HSQC spectrum of 52 and 53 in CDCls.
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Figure S14: COSY spectrum of 52 and 53 in CDCls.
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Figure S15: HMBC spectrum of 52 and 53 in CDCla.
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Figure S16: NOESY spectrum of 52 and 53 in CDCls.
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Figure S17: EI-MS spectra of 52 and 53.
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Figure S18: 'H NMR spectrum of 56 in CDCls (400 MHz)
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Figure S19: 3C NMR spectrum of 56 in CDCls (100 MHz).
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Figure S20: DEPT 135 NMR spectrum of 56 in CDCls (100 MHz).
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Figure S21: DEPT 90 NMR spectrum of 56 in CDCls (100 MHz).
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Figure 522: HSQC spectrum of 56 in CDCls.
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Figure S523: COSY spectrum of 56 in CDCls.
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Figure 524: HMBC spectrum of 56 in CDCls.
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Figure 525: NOESY spectrum of 56 in CDCls.
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Figure 526: EI-MS spectrum of 56.
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