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Abstract
C26H22BrN3O3, monoclinic, P21/c (no. 14), a = 17.7467(15) Å,
b = 10.7974(8) Å, c = 11.9136(8) Å, β = 96.084°, V = 2270.0(3) Å3,
Z = 4, Rgt(F ) = 0.0375, wRref(F 2) = 0.1205, T = 293 K.

CCDC no.: 2350232

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

1 Source of material

Pterostilbene (256mg, 1mmol) and 1,4-dioxane (20mL) were
added in a solution of sodium hydroxide (40mg, 1mmol) in
water (10mL) and the mixture was maintained at ice-bath
temperature. To this was added, dropwise, a solution of
2,4-dichloroprymidine (149mg, 1mmol) in 1,4-dioxane (20mL).
The reaction was monitored by thin layer chromatography
(TLC, petroleum ether:ethyl acetate = 4:1, v/v). When the reac-
tion was completed, the mixture was concentrated under
vacuum and recrystallized from ethyl acetate. The intermedi-
ate (E)-2-chloro-4-(4-(3,5-dimethoxystyryl)phenoxy)pyrimidine
was obtained as a white soild. The intermediate (368mg,
1mmol) and 2-bromoaniline (172mg, 1mmol)weredissolved in
isopropyl alcohol (10mL), and concentrated hydrochloric acid
(2–3 drops) was added. The reaction mixture was reacted at
reflux temperature for 4 h. After the reaction was finished, the
mixture was concentrated under reduced pressure and
extracted with ethyl acetate (30mL). The organic layer was
washedwithbrine (25mL× 3), dried,filtered and concentrated.
The residue was purified by recrystallization (ethyl acetate).
The crystals of the title compound were grown by slow evap-
oration of its dichloromethane:n-hexane (1:2, v/v) solution at
room temperature.

2 Experimental details

All hydrogen atoms were placed in the calculated positions
and all the non-hydrogen atoms were refined anisotropically.

Table : Data collection and handling.

Crystal: Colourless 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: Bruker, SHELX,
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3 Comment

Pterostilbene, chemically related to resveratrol, is not only an
active phytonutrient but also a potential drug with multiple
biomedical applications.4–8 In this paper, we report the syn-
thesis and crystal structure of a novel pterostilbene com-
pound with a pyrimidine fragment. Single-crystal structure
analysis reveals that there is one molecule in the asymmetric
unit (cf. figure). Its molecular structure contains a pyrimidine
ring, three benzene rings, a carbon–carbon double bond and
two methoxy groups. The pyrimidine ring and two benzene
rings are linked by N(1) atom and O(1) atom. The two benzene
rings are linked by the carbon–carbon double bond. The
carbon-carbon double bond and the attached benzene rings
are also approximately coplanar, while the dihedral angle
of the two benzene rings is 37.93°. The two methoxy groups
(C21–O2–C25 and C23–O3–C26) are in the same plane as
their attached benzene ring and their dihedral angles to the
attached benzene ring are 3.09 and 1.21°, respectively. The
torsion angles of C6–N1–C7 and C10–O1–C11 are 129.56 and
117.45°. All bond angles and lengths are within the normal
range.9 And the structural characteristics of the title com-
pound are similar to those of N-phenyl-4-(4-(2-(2-pyridinyl)
ethenyl)phenoxy)picolinamide10 and (E )-4-(6-(4-(2-(pyridin-
4-yl)vinyl)phenoxy)pyrimidin-4-yl)morpholine.11

The complete set of X-ray diffraction data for the title
compound was deposited to the Cambridge Crystallographic
Data Centre (CCDC entry no. 2350232).
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

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