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Abstract
C14H18O, monoclinic, P121/c1 (no. 14), a = 13.7800(4) Å,
b = 7.1220(3) Å, c = 11.7670(7) Å, 0 = 98.640(1)°,
V = 1141.7 Å3, Z = 4, Rgt(F) = 0.045, wRref(F2) = 0.125,
T = 100 K.

Source of material
The title compound has been obtained by cyclopropanization re-
action of (7a*SR)-7a*-prop-2-ynyl-1*,2*,4*,6*,7*,7a*-hexahydro-
spiro[1,3-dioxolan-2,5*-indene] with diethyl zinc (1 M solution
in n-hexane) and freshly distilled diiodomethane in dry diethyl
ether in accordancewith a separate report [1]. Purification by col-
umn chromatography (cyclohexane/ethyl acetate 85:15) and sub-
sequent separation by HPLC (cyclohexane/ethyl acetate 99:1)
gave the title product as a colorless oil. Colorless needles, suitable
for X-ray structure analysis were obtained after slow evaporation
of aminimumof the solventmixture over night at 273K and crys-
tallization over a period of several days at 268 K (m.p. 333-
334 K).

Discussion
The title compound contains three asymmetric centers and crys-
tallizes in a centrosymmetric space group, that is therefore a
racemate of two enantiomericmolecules, which are oriented anti-
parallelly in the crystal packing. The shortest intramolecular bond

length is d(C12—C13) = 1.197(2) Å. The molecules are linked
into layers by a combination of &-& interactions of the butynyl
substituent (d(C13···C13) = 3.830Å) and byweak intermolecular
C–H···O hydrogen bonds. The shortest intermolecular distances
are d(O1···H2B–C2) = 2.501Å and d(O1···H10B–C10) = 2.530Å.
The cyclopropane unit is connected to the indene basic structure
in the asymmetric centers C1 and C9 and it is trans to the butynyl
substituent in the C6 position.
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Crystal: colorless needle,
size 0.02 × 0.08 × 0.30 mm

Wavelength: Mo K/ radiation (0.71073 Å)
%: 0.72 cm−1

Diffractometer, scan mode: Nonius KappaCCD, #/)
2'max: 50°
N(hkl)measured, N(hkl)unique: 7865, 2012
Criterion for Iobs, N(hkl)gt: Iobs > 2 ((Iobs), 1575
N(param)refined: 137
Programs: SHELXS-97 [2], SHELXL-97 [3],

SHELXTL-plus [4]

Table 1. Data collection and handling.

H(2A) 4e 0.4785 0.5305 0.0875 0.031
H(2B) 4e 0.4342 0.3228 0.0931 0.031
H(4A) 4e 0.3716 0.4445 0.3889 0.034
H(4B) 4e 0.3614 0.2591 0.3116 0.034
H(5A) 4e 0.2069 0.3890 0.2851 0.032
H(5B) 4e 0.2483 0.5960 0.2694 0.032
H(7A) 4e 0.1351 0.6455 0.0902 0.037
H(7B) 4e 0.0933 0.4416 0.0486 0.037
H(8A) 4e 0.1642 0.4513 −0.1168 0.044
H(8B) 4e 0.1420 0.6717 −0.1038 0.044
H(9) 4e 0.3286 0.5909 −0.1087 0.039
H(10A) 4e 0.2656 0.8068 0.0838 0.041
H(10B) 4e 0.3797 0.8108 0.0522 0.041
H(11A) 4e 0.2431 0.2074 0.0073 0.029
H(11B) 4e 0.3022 0.1618 0.1319 0.029
H(14A) 4e −0.0129 −0.0251 0.2486 0.051
H(14B) 4e 0.0009 −0.1863 0.1576 0.051
H(14C) 4e −0.0622 −0.0030 0.1172 0.051

Table 2. Atomic coordinates and displacement parameters (in Å2).

Atom Site x y z Uiso

_____________
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