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Abstract
C10H16N6O3, monoclinic, P21/c (no. 14), a = 7.2312(1) Å,
b = 17.7721(3) Å, c = 11.0146(2) Å, β = 104.557°,
V = 1370.08(4) Å3, Z = 4, Rgt (F ) = 0.0532,wRref (F

2) = 0.1537,
T = 170.0 K.

CCDC no.: 2076114

The asymmetric unit of the title crystal structure is shown
in the figure. Table 1 contains crystallographic data and
Table 2 contains the list of the atoms including atomic
coordinates and displacement parameters.

Source of material

4-(Dimethylamino)benzaldehyde (1.49 g, 0.01 mol) was
dissolved in 15 ml ethanol at room temperature, amino-
guanidine nitrate (1.37 g, 0.01 mol) was put into the
aqueous ethanol (10 ml water and 8 ml ethanol), heated at
60° centigrade, and stirred for 8 h, then cooled down to
room temperature, finally we obtained the colorless
transparent crystal.

Experimental details

Hydrogen atoms were placed in their geometrically ideal-
ized positions and constrained to ride on their parent
atoms.

Comment

Guanidine compounds, as an organic base and nitrogen-
containing heterocyclic ligands, have been the research
focus of chemistry [5],medicine [6] andmaterials science [7].
Because of their insensitivity and low flame temperature,
highenergymaterials containing guanidine compoundscan
make significant contributions in the field of emerging
propulsion technology [8]. More than 20 years ago, Tadao
Taguchi et al. have synthesized aminoguanidine Schiff base
from guanidine and pyrrolaldehyde, which has important
biological toxicological significance [9]. In order to explore

Table : Data collection and handling.

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

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

Programs: CrysAlisPRO [], SHELX [, ],
Olex []
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the properties of guanidine Schiff base ligands or even its
complexes, we have synthesized a new ligandwhose crystal
structure has not been reported.

Bond lengths and angles in the title guanidinium salt
are within normal ranges [10, 11]. The bond length between

C9 andN2 is 1.282(2) Å, indicating that the reaction of Schiff
base has taken place, and the C=N was also formed.
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

O −. () . () . () . ()
O . () . () . () . ()
O . () . () . () . ()
N . () . () . () . ()
N . () . () . () . ()
N . () . () . () . ()
N . () . () . () . ()
H . () . () . () . ()*
N . () . () . () . ()
Ha . () . () . () . ()*
Hb . () . () . () . ()*
N . () . () . () . ()
Ha . () . () . () . ()*
Hb . () . () . () . ()*
C . () . () . () . ()
Ha . () . () . () . ()*
Hb . () . () . () . ()*
Hc . () . () . () . ()*
C . () . () . () . ()
Ha . () . () . () . ()*
Hb . () . () . () . ()*
Hc . () . () . () . ()*
C . () . () . () . ()
C . () . () . () . ()
H . () . () . () . ()*
C . () . () . () . ()
H . () . () . () . ()*
C . () . () . () . ()
C . () . () . () . ()
H . () . () . () . ()*
C . () . () . () . ()
H . () . () . () . ()*
C . () . () . () . ()
H . () . () . () . ()*
C . () . () . () . ()
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