
1262 C3H6N2O4 2,2-Dinitropropane C2v (effective)
ED

rg Å a) θg deg a)

N=O 1.227(2) O=N=O 124.5(6)
C–N, N–C–N 111.6(12)
C–C (average) 1.517(15) H–C–H 109.5 b)
C–H 1.089(13) C–C–C 113.1(23)

The experimental data were consistent with free
internal rotation of the NO2 groups retaining a nearly
perpendicular conformation relative to each other
(φ1 + φ2 ≈ 90°; see figure).
The nozzle temperatures were 45(5) °C and 60(5) °C.

a) Uncertainties were unidentified, possibly estimated
    limits of error.
b) Assumed.
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