
1735 C4H8O 2-Butanone Cs (anti)
ED Ethyl methyl ketone C1 (gauche)

H3C–CH2–C(O)–CH3

rα Å a) θα deg a)
C(2)=O 1.2186(12) O=C(2)–C(3) 121.3(7)
C(1)–C(2) 1.518 b) O=C(2)–C(1) 122.6(10)
C(2)–C(3) 1.518 b) C(2)–C(3)–C(4) 113.5(7)
C(3)–C(4) 1.531 b) C–C–H 113.1(9)
C–H 1.102 b) H–C(3)–H 108.8 b)

C(1)–C(2)–C(3)–C(4) (anti) 180 b)
C(1)–C(2)–C(3)–C(4) (gauche)   70 b)

The molecule exists as a mixture of anti (95(3)%) and gauche
(5(3)%) conformers.
The measurements were made at room temperature.

a) Estimated standard errors.
b) Assumed.
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