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Abstract
C5H6BrN3, orthorhombic, P212121 (no. 19), a = 3.82640(10) Å,
b = 8.7336(2) Å, c = 18.6007(3) Å, V = 621.60(2) Å3, Z = 4,
Rgt(F ) = 0.0184, wRref = 0.0473, T = 100(2) K.

CCDC no.: 2370691

Table 1 contains crystallographic data and Table 2 contains
the list of the atoms including atomic coordinates and
displacement parameters.

1 Source of material

We thank Professor Sergiy M. Kovalenko (V. N. Karazin
Kharkiv National University, Ukraine) for providing some
crystals of the title compound.

2 Experimental details

Using Olex2,3 the structure was solved by with the ShelXT4

structure solution program. Positions of the hydrogen atoms
were located from electron density difference maps and
refined by riding models with Uiso = nUeq of the carrier atom
(n = 1.2).

Table : Data collection and handling.

Crystal: Colourless needle
Size: . × . × .mm
Wavelength: .mm−

μ: Mo Kα radiation (. Å)
Diffractometer, scan mode: Rigaku Xcalibur, ω
θmax, completeness: .°, > %
N (hkl)measured, N(hkl)unique, Rint: ,, ,, .
Criterion for Iobs, N(hkl)gt: Iobs >  σ(Iobs), ,
N(param)refined: 

Programs: Mercury, CrysAlisPRO, Olex, SHELX
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3 Comment

3.1 Introduction

Halogen derivatives of diaminopyridine are of particular
interest in medicinal chemistry and organic synthesis due to
its potential biological activity and its utility as a building
block for the synthesis of more complex molecules.5

Research into these derivatives is ongoing, as scientists seek
to understand their properties and potential applications
better. These compounds are integral to the development of
new pharmaceuticals, agrochemicals, and advanced mate-
rials, offering a wide array of possibilities for innovation in
various fields of chemistry and biology.

3.2 Structural comment

The asymmetric unit of the title structure contains one
complete molecule (see the figure). The molecular structure
of the title compound shows that the molecule is nearly
planar with r.m.s deviation from the mean plane of all non-
hydrogen atoms of 0.01/Å. Bond lengths are all in the ex-
pected ranges6 and they are similar with bond lengths of
5-chloro-pyridine-2,3-diamine.7 Amore general search in the
Cambridge Structural database yielded some related struc-
tures that consists of a 5-bromo-pyridine moiety with 2 and 3
positions substituted by an amino group and a halogen
substituent, respectively.8–10

Both amino groups in the title structure have pyramidal
configuration (the sum of valence angles centered on the
nitrogen atom are for N2 346.8°, for N3 334.2°) and they can
both participate in hydrogen bonds formation as donor and
acceptor of proton (see left part of the figure). In the crystal
phase molecules of the titled compound form zig–zag col-
umns along the crystallographic c axis (see the figure right
side) due to the N2–H2A⋯N1 (H⋯N 2.32 Å, N–H⋯N 167°),
N2–H2B⋯N3 (H⋯N 2.35 Å, N–H⋯N 167°) and face-to-face
stacking interactions.
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

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