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Abstract
C15H22O3, orthorhombic, P212121 (no. 19), a = 7.4754(10) Å,
b = 11.1287(2) Å, c = 16.1412(3) Å, V = 1,342.81(4) Å3, Z = 4,
Rgt(F ) = 0.0344, wRref(F 2) = 0.0921, T = 99.98(11) K.

CCDC no.: 2371435

Table 1 contains crystallographic data andTable 2 contains the
list of the atoms including atomic coordinates and displace-
ment parameters.

1 Source of material

The branches and leaves of Cinnamomummigao (21 kg) were
extracted with 95% aqueous EtOH (4 × 30 L) under reflux to
obtain a crude extract. The crude extract (1.0 kg) was sus-
pended in H2O (10 L) and partitioned with petroleum ether
and ethyl acetate to yield PE (200 g) and EAC (300 g) extracts,
respectively. The PE extract (200 g) was chromatographed
over a silica gel column using PE – EAC gradient solvent sys-
tem (1:0 to 0:1, v/v) to yield fractions A1–A6. The colourless
block crystals were isolated from fraction A6 and recrystal-
lizedwith ethyl acetate/methanol (1:2, v/v). The title compound
(14mg) was obtained after 3 days.

2 Experimental details

The carbon-bound hydrogen atoms were placed in their
geometrically idealized positions and constrained to ride on
their parent atoms with d(C–H) = 0.95–1.00 Å, Uiso(H) = 1.5
times Ueq(C) and 1.2 times Ueq(O).

3 Comment

Sesquiterpenes are specialized metabolites of the genus
Cinnamomum,4 these Cinnamomum secondary metabolites
possess multifarious bioactive properties, including anti-

Table : Data collection and handling.

Crystal: Colourless block
Size: . × . × .mm
Wavelength: Cu Kα radiation (. Å)
μ: .mm−

Diffractometer, scan mode: XtaLAB Pro, ω
θmax, completeness: .°, >%
N(hkl)measured, N(hkl)unique, Rint: ,, ,, .
Criterion for Iobs, N(hkl)gt: Iobs >  σ(Iobs), ,
N(param)refined: 

Programs: Olex, SHELX,
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inflammatory,5 antimicrobial,6 neuroprotective7 effects. The
title compound is a guaiane-type sesquiterpene possessing a
5/5/6 carbon ring system. This structure contains one double
bond, one hydroxyl group, one keto, an oxygen bridge and
four methyl groups. The olefinic bonds were identified by the
distance d(C7–C8) = 1.344(3) Å, the hydroxyl was confirmed by
the distance d(C6–O1) = 1.388(2) Å, the keto was confirmed by

the distance d(C9–O3) = 1.224(2) Å, the oxygen bridge was
confirmed by the distance d(C6–O2) = 1.458(2) Å and d(C10–
O2) = 1.448(2) Å, respectively. And the structural characteris-
tics of the title compound are similar to those of cycle-
epoxypuliglene8 and that reported elsewhere.9,10

Author contribution: All the authors have accepted re-
sponsibility for the entire content of this submitted manu-
script and approved submission.
Research funding: This study was financially supported by
the National Natural Science Foundation of China (No.
U1812403) and the construction of innovation capacity of
Scientific Research Institutions in Guizhou province [No.
QJHFQ [2024] 005].
Conflict of interest statement: The authors declare no
conflicts of interest regarding this article.

References

1. Dolomanov, O. V.; Bourhis, L. J.; Gildea, R. J.; Howard, J. A. K.;
Puschmann, H. OLEX2: A Complete Structure Solution, Refinement and
Analysis Program. J. Appl. Crystallogr. 2009, 42, 339–341.

2. Sheldrick, G. M. SHELXTL – Integrated Space-Group and Crystal-
Structure Determination. Acta Crystallogr. 2015, A71, 3–8.

3. Sheldrick, G. M. Crystal Structure Refinement with SHELXL. Acta
Crystallogr. 2015, C71, 3–8.

4. Wu, M. T.; Ni, L.; Lu, H. X.; Xu, H. Y.; Zou, S. Q.; Zou, X. X. Terpenoids and
Their Biological Activities from Cinnamomum: A Review. J. Chem. 2020,
2020, 1–14.

5. Muhammad, I.; Luo,W.; Shoaib, R. M.; Li, G. L.; Hassan, S. S.; Yang, Z. H.;
Xiao, X.; Tu, G. I.; Ya, S. K.; Ma, X. P.; Jin, H. Z. Guaiane-Type
Sesquiterpenoids from Cinnamomum migao H. W. Li: And Their Anti-
Inflammatory Activities. Phytochemistry 2021, 190, 112850.

6. Yin, D. Z.; Guo, R. L.; Zhou, H. F.; Zhou, J. F; Zhao, H. Q.; Aisa, H. A.; Yao,
G. M. Isolation and Characterization of Sesquiterpenoids from
Cassia Buds and Their Antimicrobial Activities. J. Agric. Food Chem.
2017, 65, 5614–5619.

7. Zhou, L.; Yang, L. S.; Wang, L.; Liu, H. D.; Gao, M.; Chen, F. J.; Yang, J.; Li,
Q. J.; Yang, X. S. Cinnamigones A–C, Three Highly Oxidized Guaiane-
Type Sesquiterpenes with Neuroprotective Activity from Cinnamomum
migao. Phytochemistry 2023, 212, 113728.

8. Mossa, J. S.; Muhammad, I.; El-Feraly, F. S.; Huffor, C. D.; McPhail, D. R.;
McPhail, A. T. Bisabolene and Guaiane Sesquiterpenes from Pulicaria
glutinosa. Phytochemistry 1992, 31, 575–578.

9. Itokawa, H.; Watanabe, K.; Morita, H.; Mihashi, S.; Iitaka, Y. A Novel
Sesquiterpene Peroxide from Alpinia japonica (THUNB.) MIQ. Chem.
Pharm. Bull. 1985, 33, 2023–2027.

10. Xu, X. L.; Hua, P.; Xu, Y. R.; He, B. Q.; Zhao, J. F.; Li, L.; Chen, W.; Zhang,
H. B. Prins Cyclization of 1,3-Dioxinone: Synthesis of 11-epi-Badkhysin.
Org. Chem. Front. 2024, 11, 2332–2338.

Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

C . () . () . () . ()
HA . . . .*

C . () . () . () . ()
HA . . . .*

HB . . . .*

C . () . () . () . ()
HA . . . .*

HB . . . .*

C . () . () . () . ()
H . . . .*

C . () . () . () . ()
H . . . .*

C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
H . . . .*

C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
H . . . .*

C . () . () . () . ()
HA . . . .*

HB . . . .*

HC . . . .*

C . () . () . () . ()
HA . . . .*

HB . . . .*

HC . . . .*

C . () . () . () . ()
HA . . . .*

HB . . . .*

HC . . . .*

C . () . () . () . ()
HA . . . .*

HB . . . .*

HC . . . .*

O . () . () . () . ()
H . . . .*

O . () . () . () . ()
O . () . () . () . ()
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