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Abstract
C12H9N3O2, monoclinic, P21/c (no. 14), a = 7.524(1) Å, 
b = 7.981(1) Å, c = 17.622(2) Å, b = 98.31(1)°, V = 1047.0 Å3, 
Z = 4, Rgt(F) = 0.0581, wRref(F

2) = 0.1337, T = 293 K.

Source of material 
For the prep a ra tion of the ti tle com pound, a so lu tion of 2-
carboxybenzaldehyde (1 mmol) in meth a nol (30 ml) was added to 
a solution of pyrazin-2-amine (1 mmol) in methanol (10 ml) at
room temperature. The mixture was refluxed for one hour, the
mixture was left to cool to RT. Crystals suitable for X-ray
diffraction analysis were obtained by evap o rated of meth a nol
from the mix ture after two days (yield, 88%).

Discussion 
Phar ma ceu ti cal chem is try is a very im por tant sec tor of phar ma -
ceu ti cal sci ence deal ing with de ter mi na tion of the in flu ence of
chem i cal struc tures on bi o log i cal ac tiv ity. In the prac tice of phar -
ma ceu ti cal chem is try the or ganic syn the sis of new com pounds is
based on the mod i fi ca tion of struc ture and the iden ti fi ca tion of
their bi o log i cal ac tiv i ties [1, 2]. Benzofuranones are an im por tant
class of syn thetic and nat u rally oc cur ring prod ucts ex hib it ing di -

verse bi o log i cal and phar ma co log i cal prop er ties [3]. Pyrazines
form an im por tant class of an a logues, which oc cupy a spe cial role 
in nat u ral and syn thetic com pounds [4]. Pyrazine de riv a tives are
well known for their anticancer, antinociceptive, antimycobacte-
rial, antiinflammatory ac tiv i ties [5–8]. In this work we cou pled
benzofuranone with pyrazine lig ands to pro duce the ti tle com -
pound 3-(pyrazin-2-ylamino)-2-benzofuran-1(3H)-one in good
yield. In the mol e cule of the ti tle com pound, C12H9N3O2, the es -
sen tially pla nar phthalide group is ori ented at a di hed ral an gle of
89.47° with re spect to the sub sti tuted ar o matic ring. In the crys tal
struc ture, mol e cules are pri mar ily linked by N–H×××N hy dro gen
bonds (N×××N = 3.07 Å) to form chains in the b di rec tion.
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Crystal: white chunks, size 0.1´0.2´0.3 mm
Wavelength: Mo Ka radiation (0.71073 Å)
m: 1.02 cm-1

Diffractometer, scan mode: Xcalibur, Eos, w
2qmax: 52.58°
N(hkl)measured, N(hkl)unique:  4672, 2115
Criterion for Iobs, N(hkl)gt: Iobs > 2 s(Iobs), 1275
N(param)refined: 155
Programs: SHELX [9], Crysalis PRO [10]

Table 1. Data collection and handling.

_____________
      *  Cor re spon dence au thor (e-mail: warad@najah.edu)

H(16A) 4e -0.0068 0.5630 0.2575 0.045
H(10A) 4e 0.1131 0.3358 0.3429 0.046
H(14A) 4e 0.3420 0.8755 0.1968 0.051
H(13A) 4e 0.5565 0.7635 0.2860 0.054
H(9A) 4e 0.4376 0.3725 0.4252 0.042
H(7A) 4e 0.3364 0.0242 0.3744 0.049
H(4A) 4e 0.1615 0.0541 0.6173 0.050
H(5A) 4e 0.2003 -0.2025 0.5607 0.056
H(6A) 4e 0.2826 -0.2166 0.4407 0.057

Ta ble 2. Atomic co or di nates and dis place ment pa ra m e ters (in Å2).

Atom Site x y z Uiso
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2 C12H9N3O2
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