
4-(4-Bromophenyl)-1,7,7-trimethyl-1,2,3,4,5,6,7,8-octa-
hydroquinazoline-2,5-dione was obtained from Biginelli-type
cyclocondensation1 of 5,5-dimethylcyclohexane-1,3-dione with
urea and 4-bromobenzaldehyde: yield 1.16 g (62.19%), m.p.
174 – 175˚C.  A summary of the key crystallographic
information is given in Table 1.  The atomic coordinates and
equivalent isotropic displacement parameters with estimated
standard deviations for atoms except H are listed in Table 2, and
selected bond lengths and bond angles in Table 3.  A
perspective view of the title molecule showing the atom-
numbering scheme is presented in Fig. 2.

The phenyl ring at C4 is nearly perpendicular to the

quinazoline ring system, with the dihedral angle of 84.4(1)˚.
The observed bond lengths of both C–O in these structures are
normal.  The differences between the lenghts of C2–N1 and C2–
N3 are 0.065 Å, similar to the value of 0.065 Å found in 1,7,7-
trimethyl-4-(4-methylphenyl)-1,2,3,4,5,6,7,8-octahydro-
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Formula: C17H19BrN2O2

Formula weight = 363.25
Crystal system: monoclinic
Space group: P21/c    Z = 4
a = 11.233(1)Å
b = 8.043(1)Å     = 95.62(1)˚
c = 17.594(2)Å
V = 1581.9(3)Å3

Dc = 1.525 g/cm3

 (Cu Kα) = 3.614 mm–1

T = 295 K
Yellow
F(0 0 0) = 744
Crystal size: 0.40 × 0.40 × 0.12 mm
2 max = 148.5˚
R = 0.051
Rw = 0.136
No. of reflection used = 2745    (I > 2 (I))
No. of parameters = 203
Goodness-of-fit = 1.13
( / )max = 0.003
(∆ )max = 0.76 eÅ–3

(∆ )min = –0.44 eÅ–3

Measurements: Enraf-Nonius CAD-4 diffractometer
Refinement: full matrix least-squares (SHELXL-97)
Program system: CAD-4 EXPRESS software
Structure determination: SHELXS-97
Treatment of hydrogen atoms: geometric calculation
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Table 2 Final atomic coordinates and equivalent isotropic 
thermal parameters (Ueq) for non-hydrogen atoms

Atom x y z Ueq/Å2

Ueq = (1/3)ΣiΣjUijai*aj*(ai·aj).

Table 3 Selected geometric parameters (Å, ˚)



quinazoline-2,5-dione.2 This situation can be attributed to the
difference in the hybridization of the adjacent carbon atoms C8a
and C4.

An intermolecular hydrogen bond is found between N and O;
geometric details are given in Table 4.
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Fig. 1 Chemical structure.

Fig. 2 The ORTEP drawing of the title compound with atom
labeling.Table 4 Selected geometric parameters (Å, ˚)
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