
1568 C4H4O3 2,4-Dioxabicyclo[3.1.0]hexan-3-one Cs
MW

rs Å θs deg
C(1)–C(6) 1.522(15) C(1)–C(5)–C(6)   60.5(16)
C(5)–C(6) 1.522(15) C(6)–C(1)–C(5)   60.5(16)
C(1)–C(5) 1.497(16) C(1)–C(6)–C(5)   58.9(18)
C(1)–H(1) 1.058 a) H(6)–C(6)–H(6') 116 b)
C(5)–H(5) 1.058 a)
C(3)=O(3) 1.191 a)
C(6)–H(6) 1.092 a)
C(6)–H(6') 1.092 a)
O(2)–C(3) 1.364 a)

r0 Å c) θ0 deg  c)
C(1)–O(2) 1.408(12) C(5)–C(1)–O(2) 105.80(6)

C(1)–O(2)–C(3) 108.10(9)
O(2)–C(3)–O(4) 112.18(6)
β   68.53(12)

Atom as [Å] bs [Å] cs [Å]
C(6) 1.7645   0.0   0.7590
C(1) 1.0893 ±0.7487 00.3815

C(1)–H(1), C(5)–H(5) make an angle of 58° to
the bisector C(6)–C(1)–C(5) = C(6)–C(5)–C(1)
and in a plane orthogonal to C(6)–C(1)–C(5).

a) Assumed.
b) Bisected by C(1)–C(6)–C(5) plane.
c) Uncertainties are about three times those of the original data.
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