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Abstract
C28H41NO2, monoclinic, C2 (no. 5), a = 4.8622(5) Å,
b = 6.7853(7) Å, c = 14.3349(17) Å, β = 96.556(3)°,
V = 469.84(9) Å3, Z = 2, Rgt(F ) = 0.0482, wRref(F 2) = 0.1257,
T = 284(2) K.

CCDC no.: 2220755

Themolecular structure is shown in thefigure. Table 1 contains
crystallographic data and Table 2 contains the list of the atoms
including atomic coordinates and displacement parameters.

1 Source of material

An amount of 1.6mmol of 5α-pregnane-3,20-dione was weighed
and placed in a 25ml round-bottom flask. 1.3mmol of
2-methoxyaniline, a drop of acetic acid, and 10ml of methanol
were added. The mixture was stirred for 24 h at room temper-
ature, then 3.9mmol of NaBH4 was slowly added, which was

further allowed to stir for 3 h. At the end of the reaction, the
reaction mixture was extracted by ethyl acetate and washed
with brine. In addition, the combined organic layers were dried
with anhydrous magnesium sulfate. After filtration, the color-
less bulk crystal of the title compound was obtained by crys-
tallization of the crude product inmethanolwith a yield of 56%.
Elemental analysis calcd. (%) for C28H41NO2: C, 79.39; H, 9.76; N,
3.31; O, 7.55 Found: C, 79.39; H, 9.76; N, 7.55.

2 Comment

Plants of the species Sarcococca ruscifolia of Buxaceae are
widely used as ethno medicine in many parts of China. With
the effect of cooling blood and removing stasis, detoxifying
sores, and so on, it is mainly used to treat common ailments
such as stomach pain, bruises, rheumatic pain, sore throat,

Table : Data collection and handling.

Crystal: Colorless block
Size: . × . × .mm
Wavelength: Mo Kα radiation (. Å)
μ: .mm−

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

Programs: Olex [], Bruker [], SHELX [],
Diamond []
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etc. [5]. For example, in the Miao region of Guizhou, the
unilateral prescription of this species is often used to treat
Alzheimer’s disease [6]. Modern studies have revealed that
S. ruscifolia plants are rich in pregnane-type alkaloids,
which have a variety of pharmacological activities [7–11]. In
order to find high-efficiency, low-toxicity, and safe alkaloid
derivatives, we used 5α-pregnane-3,20-dione as the substrate
for derivatization. As a result, we introduced o-methylani-
line at the C-3 position to obtain the title compound. This
study has explored new ideas for the subsequent research of
this type of alkaloid.

The compound consists of one keto, two methyls, one o-
methoxyaniline, and four rings of A, B, C, and D of the steroid
parent nucleus. The A/B and C/D rings in the mother nucleus
are all cis-fused. The B/C rings are trans-fused, and the
substituents on positions C-10, C-13, and C-17 are all in β
configurations. The o-methoxyaniline system at position C-3
is in a α configuration. The bond length and bond angle of the
compound are within the normal range [11]. The
o-methoxyaniline system is planar, and the carbonyl is
confirmed by the distance d (C20–O1) = 1.204(4) Å. The five
membered ring and three six membered rings show inter-
molecular interactions by van der Waals forces only.
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

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

Table : (continued)

Atom x y z Uiso*/Ueq

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