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Abstract
C10H14N2O2, monoclinic, C2/c (no. 15), a = 15.7853(7) Å,
b = 8.5036(4) Å, c = 31.4964(17) Å, β = 90.371(2)°, V = 4,227.7(4)
Å3, Z = 8, Rgt(F ) = 0.0451, wRref (F2) = 0.1611, T = 655 K.

CCDC no.: 2419865

The two independent molecules constructing the asym-
metric unit are 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 materials

To a 100 ml round-bottom flask, add 2,5-dimethylpyrazine
(500 mg; 4.627 mmol), which was fully dissolved with
ethylene glycol dimethyl ether (20 mL), followed by the
addition of acetic anhydride (945 mg; 9.254 mmol) and zinc
powder (908mg; 13.881 mmol). In an nitrogen atmosphere,

the reflux reactionwas heated at 90 °C for about 1 h. After the
reaction was completed and cooled to room temperature,
150 mL of water was added to the reaction system, the
aqueous layer was extracted with ethyl acetate (50 mL × 3),
the anhydrous sodium sulfate dried the organic layer for
about 2 h, and the organic layer was concentrated by filtra-
tion and decompression. Methanol was used to recrystallize
the desired compound (white solid, 629 mg, 70 %). Single
crystals were obtained by crystallization of the title com-
pound from a mixture of dichloromethane (1 mL) and
n-hexane (2 mL).

2 Experimental details

Using Olex2,2 the structure was solved with the SHELXT3

structure solution program and refined with the SHELXL4

refinement package. All hydrogen atoms were placed in the
calculated positions.

3 Comment

Some 1,4-dihydropyrazines are important building blocks that
make up natural products5 and have important biological ac-
tivities that can be used in biological reagents.6–8 Based on the
original compound, 2,5-dimethylpyrazine, we synthesized the
structure of the new compound described in this paper with
moderate yields. The introduction of the N-position acetyl
group has caused some significant changes in the properties of
2,5-dimethylpyrazine itself. The reaction route adopted in this

Table : Data collection and handling.

Crystal: Colourless, block
Size: . × . × .mm
Wavelength:
μ:

MoKα radiation (. Å)
.mm−

Diffractometer, scan mode:
θmax, completeness:

Bruker APEX-II, φ and ω scans
.°, %

N(hkl)measured, N(hkl)unique, Rint: , , .
Criterion for Iobs, N(hkl)gt: Iobs > σ(Iobs), 
N(param)refined: 

Programs: Bruker, Olex, SHELX,
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paper has good substrate applicability and functional group
compatibility, It provides a convenient and efficient reaction
route for the introduction of different substituents at the N
position of 2,5-dimethylpyrazine.

Both molecules in the title compound adopt a non-planar
conformation, with two acetyl groups located in different
planes, separated by a dihedral angle of 56.2°. In the crystal
structure, the bond lengths of C–O and C–N are in the range of
1.2199(19) Å–1.227(2) Å and 1.371(2) Å–1.4341(19) Å, respectively.
Geometric parameters are all in the expected regions.9,10
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

x y z Uiso*/Ueq

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

Table : (continued)

x y z Uiso*/Ueq

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