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Key indicators: single-crystal X-ray study; T = 93 K; mean o(C—C) = 0.004 A; R factor =
0.035; wR factor = 0.066; data-to-parameter ratio = 7.5.

The title compound, C;H;N;;0;;-C3Hg¢O, consisting of one
molecule of 10-formyl-2.,4,6,8,12-pentanitro-2.,4,6,8,10,12-hexa-
azatetracyclo[5.5.0.0°7.0*"" |dodecane (pentanitromonoformyl-
hexaazaisowurtzitane, PNMFIW) and one acetone solvent
molecule, is a member of the caged hexaazaisowurtzitane
family. PNMFIW has a cage structure which is constructed
from one six-membered and two five-membered rings which
are linked by a C—C bond, thus creating two seven-membered
rings. In the PNMFIW molecule, one formyl group is bonded
to the N heteroatom of the six-membered cycle, and five nitro
groups are appended to other five N heteroatom of the caged
structure. The acetone solvent molecule is arranged beside a
five-membered plane of PNMFIW with an O atom and an H
atom close (with respect to the sum of the van der Waals radii)
to the neighbouring nitro O atom [O---O = 2.957 (3) and
2.852 (3) A; O--- H = 2.692 (2), 2.526 (3) and 2.432 (3) A].

Related literature

For the synthesis see: Golfier et al. (1998); Liu et al. (2006); Ou
et al. (2000). For structures with similar properties, see: Chen et
al. (2010); Jin et al. (2009); Lu et al. (2004).

Experimental
Crystal data

C,H;N,,0,,-C3H,O V =924.1 (4) A®

M, = 479.31 Z=2
Monoclinic, P2 Mo Ka radiation
a=10432(3) A u=0.16 mm "
b =7.9230 (19) A T=93K

c=12191 (3) A 0.60 x 027 x 0.17 mm

B = 113.493 (2)°

Data collection

Rigaku Saturn724+ diffractometer
7388 measured reflections
2257 independent reflections

2056 reflections with I > 20(1)
Rin = 0.033

Refinement

R[F? > 20(F?)] = 0.035
wR(F?) = 0.066

S =1.00

2257 reflections

301 parameters

1 restraint

H-atom parameters constrained
Appax =037 e A3

Apmin = =025 e A™?

Data collection: CrystalClear (Rigaku, 2008); cell refinement:
CrystalClear; data reduction: CrystalClear; program(s) used to solve
structure: CrystalClear; program(s) used to refine structure:
SHELXL97 (Sheldrick, 2008); molecular graphics: SHELXTL
(Sheldrick, 2008); software used to prepare material for publication:
SHELXL97.

Supplementary data and figures for this paper are available from the
IUCr electronic archives (Reference: BG2324).
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