
1794 C4H9NO2 2-Methyl-2-nitropropane Cs
 a)

MW O2N−C(CH3)3

r0 Å a)
C−N 1.53(2)

a) Effective symmetry is higher.
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ED
rg Å a) θg deg a)

N=O 1.240(2) O=N=O 122.2(6)
C−N, C−C (mean) b) 1.533(15) C−C−C 110.9(11)
C−H 1.102(5) H−C−H 107.9(9)

The NO2, CH3 and C(CH3)3 groups were assumed to have C2v, C3v and C3v symmetry,
respectively. The experimental data do not contradict the model of free internal rotation
of the NO2 group about the C−N bond.
The nozzle temperature was 30(5) °C.

a) Three times the estimated standard errors without explicit statement of the systematic error.
b) It was impossible to separate the C−N and C−C bond lengths in the least-squares analysis.
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