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Abstract

C10H¢BrCl,N5, monoclinic, P2,/c (no. 14), a = 9.2229(13) A,
b = 14.709Q2) A, ¢ = 8.6472(13) A, B = 104.851(3)°,
V=1133.93) A%, Z = 4, Ry(F) = 0.0312, WR,;(F?) = 0.0839,
T=173K.

CCDC no.: 1974803

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 displace-
ment parameters.

Source of material

A mixture of 3-((4-bromo-2,6-dichlorophenyl) amino)
pyrazine-2-carbonitrile (344 mg) and concentrated sulfu-
ric acid (5 mL) was stirred in ethanol (50 mL) at 80 °C for
24 h (monitored by TLC). After the reaction was
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Table 1: Data collection and handling.

Crystal: Colorless block

Size: 0.19x0.12x 0.10 mm
Wavelength: Mo Ka radiation (0.71073 A)
u: 4.07 mm™

Diffractometer, scan mode:
Bmax, cOMpleteness:
N(hkDmeasureds N(hkl)unique: Rint:
Criterion for lops, N(hkl)g:

¢ and w

27.5°, >99%

10,023, 2604, 0.038
Iobs >2 0(chs)' 2049

N(param)reﬁned: 145
Programs: Bruker [1], Olex2 [2],
SHELX [3, 4]

completed, the crude reaction mixture was diluted with
water and extracted with dichloromethane. The organic
layer was dried and then concentrated to dryness under
reduced pressure. The title compound was separated by
silica-gel column chromatography with ethyl acetate-
petroleum ether (10%) gradient solvent system. Suitable
crystals of the title molecule were attained by crystalli-
zation in the petroleum ether and ethyl acetate (10:1, v/v)
system and dried at room temperature.

Experimental details

All the H atoms of carbon were included using a riding-
model, with C-H=0.95A and C-N=0.88 A, respectively, and
their Uss, = 1.2 Ugq (parent atom).

Comment

2-Benzylpyrazine derivatives were designed as a novel
structure and core architecture for human carbonic
anhydrase-II (hCA-II) inhibitors, which were important in
developing antiglaucoma drugs [5]. Factually, many potent
and effective hCA-II inhibitors were designed by introducing
different substituents in sulphonamides [5-10]. However,
sulphonamide compounds non-selectively target on car-
bonic anhydrase, and in this way increase many undesired
adverse effects, like gastrointestinal irritations, numbness,
depression, fatigue, renal calculi, depression [5, 11-14].
Therefore, it is still a hot research topic on developing potent
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Table 2: Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (A?).

Atom X y z Uiso*/Ueq
Brl 0.99403 (3) 0.63793 (2) 0.44560 (4) 0.04282(13)
C1 0.8329 (3) 0.6744 (2) 0.5307 (3) 0.0279 (6)
C2 0.8049 (2) 0.76616 (18) 0.5405 (3) 0.0275 (6)
H2 0.866507 0.810214 0.508149 0.033*
c3 0.6848 (2) 0.79229 (17) 0.5988 (3) 0.0240 (5)
C4 0.5904 (2) 0.72944(17) 0.6448 (3) 0.0209 (5)
Cc5 0.6239(3) 0.63829(17) 0.6328 (3) 0.0250 (5)
cé 0.7456 (3) 0.60910 (18) 0.5784 (3) 0.0281 (6)
H6 0.768056 0.546255 0.574163 0.034*
c7 0.3534(2) 0.81010 (16) 0.6170 (3) 0.0220 (5)
Cc8 0.2536 (3) 0.85180 (18) 0.6940 (3) 0.0322 (6)
H8 0.267999 0.842969 0.805796 0.039*
c9 0.1253(3) 0.91259(19) 0.4594 (4) 0.0366 (7)
H9 0.044873 0.948235 0.398584 0.044*
Cc10 0.2225(3) 0.87269 (18) 0.3837 (3) 0.0312 (6)
H10 0.207684 0.882206 0.272064 0.037*
Cl1 0.51121 (8) 0.55647 (5) 0.68725(9) 0.04195 (19)
Cl2 0.65617 (7) 0.90748 (5) 0.61843(9) 0.03730(18)
N1 0.4693 (2) 0.75760 (14) 0.7049 (2) 0.0258 (5)
H1 0.467541 0.741014 0.802171 0.031*
N2 0.3383(2) 0.82052 (15) 0.4615 (2) 0.0255 (4)
N3 0.1404 (2) 0.90283 (16) 0.6159 (3) 0.0381 (6)

and specific hCA-II inhibitors based on novel scaffolds like
2-benzylpyrazine.

The asymmetric unit of the title structure consists of one
molecule. As displayed in the Figure, the 4-bromo-
2,6-dichlorophenyl moiety is strictly planar. A chain motif
was created by a weak hydrogen bond (N-H:--N, 2.232 A
formed by the N1 atom and N2 atom of the adjacent molecule,
which is the same as in similar crystal structures like N-
(pyrazin-2-yl) aniline [15], 4-chloro-N-(pyrazin-2-yl) aniline
[16]. Compared to these similar crystal structures, the dihe-
dral angle between the aromatic rings is increased to 75.5(4)°,
and the bridging C4-N1-C7 angle is decreased to 122.5(2)°,
due to the introduction of chlorine and bromine substituents.
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