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Abstract
C26H30N10Hg2Br4, triclinic, P1 (no. 2), a = 8.8582(4) Å,
b = 11.5968(5) Å, c = 17.4657(10) Å, α = 107.564(5)°, β = 92.283(4)°,
γ = 97.388(4)°, V = 1690.47(15) Å3, Z = 2, Rgt(F ) = 0.0423,
ωRref(F 2) = 0.1112, T = 293 K.

CCDC no.: 2391830

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

Table : Data collection and handling.

Crystal: Colourless block
Size: . × . × .mm
Wavelength: Cu Kα radiation (. Å)
μ: .mm−

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

Programs: CrysAlisPRO, Olex, SHELX
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1 Source of material

A methanol solution (4mL) of KSCN (0.05mmol) was
added dropwise into a methanol solution (2mL) of HgBr2
(0.05mmol), giving a clear solution. 1-[(benzotriazol-1-yl)
methyl]-1-H-1,3-(2-ethyl-5-methyl-imidazol) (0.05mmol) in
4mL of methanol was added dropwise to the above mixture
solution. The resulting solutionwas left at room temperature.
After four days, colorless crystals were obtained.

2 Experimental details

H atoms were generated geometrically, with C–H = 0.96, 0.97
and 0.93 Å for methyl, methylene and aromatic H, respec-
tively, and constrained to ride on their parent atoms with
Uiso(H) = x times Ueq(C), where x = 1.5 for methyl H and x = 1.2
for all other H atoms.

3 Comment

For the past few decades, the rational design coordination
compounds have received remarkable attention, owing to
their fascinating structural versatility and special function-
ality in photoluminescence, catalysis, magnetics, and so
on.4,5 Multidentate N-heterocyclic compounds are often
employed as ligands to produce coordination compounds
due to their rich coordination sites and various coordination

Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom X y z Uiso*/Ueq

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

Table : (continued)

Atom X y z Uiso*/Ueq

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

4 H.-Y. Yang et al.: Crystal structure of C26H30N10Hg2Br4



modes. A large number of appealing complexes based on
these ligands have been reported.6,7 For some time now our
group has been dedicated to the synthesis of N-heterocyclic
compounds and the coordination performance studies.8–10

We synthesized some compounds based on the imidazole
and benzotriazole, such as 1-[(benzotriazol-1-yl)methyl]-1-H-
1,3-(2-methyl-imidazol), 1-[(benzotriazol-1-yl)methyl]-1-H-1,3-
(2-ethyl-imidazol) and 1-[(benzotriazol-1-yl)methyl]-1-H-1,3-
(2-isopropyl-imdazol), and studied their coordination
behavior with transitional metal ions in different environ-
ments, obtaining a series of CPs.11–18 As a continuation of
our research, recently, we have prepared a compound
1-[(benzotriazol-1-yl)methyl]-1-H-1,3-(2-ethyl-5-methyl-imi-
dazol) (bmemi) and used it as ligand to react with HgBr2
in the presence of KSCN, generating a new coordination
compound, which is reported here.

Crystal structure analysis reveals that the title com-
pound is a dinuclear complex. As is shown in the figure, all
mercury ions are in a distorted coordination tetrahedral
environment where each of them is surrounded by one N
atom from a bmemi ligand and three (two bridge and one
terminal) Br atoms. There are slight differences in bond
lengths and bond angles around Hg1 and Hg2 ions. The
bond length of Hg1–N5 is 2.207 (7) Å, and the bond length of
Hg2–N10 is 2.197 (6) Å. Hg1–Br bond lengths are between
2.4805(11) and 3.0655(10) Å, and Hg2–Br bond lengths fall in
the range of 2.4768(11)–2.9517(9) Å. The bond angles around
theHg1 atom vary from 89.79(3)° (Br1–Hg1–Br1A) to 128.02(19)°
(N5–Hg1–Br2), and the bond angles around the Hg2 atom
are within the range of 85.32(3) (Br3–Hg2–Br3A)–128.53(17)°
(N10–Hg2–Br4). The distance of Hg1–Hg1A is 4.036 Å, and that
of Hg2–Hg2A is 4.113 Å.
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