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Abstract
C25H20O2, triclininc, P1 (no. 2), a = 9.821(2) Å, b = 10.141(2) Å,
c = 10.679(2) Å, α = 61.688(4)°, β = 86.002(4)°, γ = 84.220(4)°,
V = 931.3(3) Å3, Z = 2, Rgt(F ) = 0.0522, wRref(F 2) = 0.1437,
T = 293 K.

CCDC no.: 2295930

The molecular structure is shown in the figure. Table 1
contains crystallographic data and Table 2 contains the list of
the atoms including atomic coordinates and displacement
parameters.

1 Source of material

In a Schlenk tube 3-phenyl-1-(p-tolyl)prop-2-yn-1-one
(66.1 mg, 0.30 mmol), 1,3-dihydro-2H-inden-2-one (79.3 mg,
0.60 mmol), Cs2CO3 (195.5 mg, 0.60 mmol) and toluene
(3.0 mL) were stirred at 100 °C under N2 for 3 h. The reaction
mixture was then quenched by water, and the water layers
were extracted with ethyl acetate (10 mL × 3). The combined
organic layers were washed with brine, dried over anhy-
drous Na2SO4, filtered, and concentrated under reduced
pressure. Purification by chromatography on silica gel
(petroleum ether/ethyl acetate = 5:1) afforded desired
compound (yellow solid, 91.8 mg, 87 %). Single crystals were
obtained by crystallization of the title compound from a
mixture of dichloromethane (10 mL) and petroleum ether
(2 mL). Melting point: 177–178 °C. 1HNMR (400 MHz, CDCl3) δ
2.39 (s, 3H), 3.52 (s, 2H), 4.80 (s, 2H), 6.38–6.35 (m, 1H),
6.92–6.87 (m, 1H), 7.46–7.13 (m, 9H), 7.91–7.88 (m, 2H);
13C NMR (100 MHz, CDCl3) δ 206.0, 196.3, 145.3, 144.0, 142.5,
139.5, 137.7, 135.0, 133.7, 129.5, 129.4, 128.5, 128.5, 128.4, 127.1,
126.9, 125.1, 124.4, 46.0, 42.3, 21.3.

2 Experimental details

Using Olex2 [2], the structurewas solvedwith the SHELXT [3]
structure solution program and refined with the SHELXL [4]
refinement package.

Table : Data collection and handling.

Crystal: Colourless prismatic
Size: . × . × .mm
Wavelength: Mo Kα radiation (. Å)
μ: .mm−

Diffractometer, scan mode: φ and ω
θmax, completeness: .°, %
N(hkl)measured, N(hkl)unique, Rint: , , .
Criterion for Iobs, N(hkl)gt: Iobs > σ(Iobs), 
N(param)refined: 

Programs: Bruker [], Olex [], SHELX [, ]
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3 Comment

α,β-Unsaturated carbonyls that contain an electron-deficient
carbon–carbon double bond are not only versatile synthetic

intermediates but also a structural motif in biologically
activemolecules [5–8]. In this paperwe report the synthesis
and crystal structure of a novel α,β-unsaturated carbonyl
compound. In the crystal structure, there are two carbonyl
groups and a carbon–carbon double bond. The two
carbonyl groups are linked by carbon–carbon double bond.
The carbon–carbon double bond length of C(7)–C(10) is
1.350(3) Å and this is typical for carbon–carbon double bond
[9]. The bond lengths of the two carbonyl groups are almost
the same (1.205 Å and 1.211 Å), which is similar to that
reported [10].

The complete set of X-ray diffraction data for the title
compound was deposited to the Cambridge Crystallographic
Data Centre (CCDC entry no. 2295930).
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

O . () . () . () . ()
O . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
HA . . . .*
HB . . . .*
C . () . () . () . ()
C . () . () . () . ()
HA . . . .*
HB . . . .*
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
H . . −. .*
C . () . () . () . ()
H . . −. .*
C . () −. () . () . ()
C . () −. () . () . ()
H . −. . .*
C . () −. () . () . ()
H . −. . .*
C . () −. () . () . ()
HA . −. . .*
HB . −. . .*
HC . −. −. .*
C . () . () . () . ()
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
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