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Abstract
C27H25Cl2NO4, monoclinic, P21/n (no. 14), a = 18.9834(7) Å,
b = 8.5683(3) Å, c = 30.4308(12) Å, β = 93.832(1)°, V = 4938.7(3) Å3,
Z = 8, Rgt(F ) = 0.0655, wRref(F 2) = 0.2089, T = 296(2) K.

CCDC no.: 2306965

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 1-(4-chloro-1-methyl-1H-indol-2-yl)-3-phenyl
prop-2-yn-1-one (0.20mmol, 58.8 mg), ethyl 2-oxocyclohexane-

Table : Data collection and handling.

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

Diffractometer, scan mode: Bruker APEX-II, 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: Olex [], SHELX [, ]
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

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

Table : (continued)

Atom x y z Uiso*/Ueq

H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
C . () . () . () . ()
HA . . . .*
HB . . . .*
C . () . () . () . ()
HA . . . .*
HB . . . .*
HC . . . .*
C . () . () . () . ()
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
C . () . () . () . ()
HA . . . .*
HB . . . .*
HC . . . .*
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
HA . . . .*
HB . . . .*
C . () . () . () . ()
HA . . . .*
HB . . . .*
C . () . () . () . ()
HA . . . .*
HB . . . .*
C . () . () . () . ()
HA . . . .*
HB . . . .*
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
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1-carboxylate (0.40mmol, 68.1 mg, 63 μL), Cs2CO3 (0.4mmol,
130.3mg) and DMSO (2.0mL) were stirred at 60 °C under N2.
After 2 h, CuCl2 (26.9 mg, 0.2mmol) and K2S2O8 (162.2mg,
0.6 mmol) were added. After the completion of the addition,
the reaction mixture was allowed to react at 100 °C for 2 h in
air. The reaction mixture was cooled to room temperature
and was treated with H2O, then extracted with EA and dried
over anhydrous Na2SO4. After removal of the EA, the residue
was purified by chromatography on basic silica gel
(PE:EA = 5:1) to afford desired compound (yellow solid,
66.5mg, 67%). Single crystalswere obtained by crystallization
of the title compound from a mixture of dichloromethane
(10mL) and petroleum ether (2mL).

2 Experimental details

Using Olex2 [1], the structure was solved with the SHELXT [2]
structure solution program and refined with the SHELXL [3]
refinement package.

3 Comment

Cyclooctanone and indole scaffold are widely present in
many natural products and drug molecules [4–7]. In this
crystal structure, there is an indole ring, a cyclooctanone
ring and a benzene ring. The indole ring in the structure is

substituted with a chlorine atom at the 4-position. The bond
length of Cl(1)–C(5) is 1.732 Å, which is similar to that re-
ported [8]. There is also a Cl bond on the ring of cyclo-
octanone, and the bond length of Cl(2)–C(17) is 1.811, which is
a typical. There are two ketone carbonyls and one ester
carbonyl in this structure. The bond lengths of the three
carbonyl groups are almost the same (1.219 Å, 1.203 Å and
1.191 Å) [9, 10].

The complete set of X-ray diffraction data for the title
compound was deposited to the Cambridge Crystallographic
Data Centre (CCDC entry no. 2306965).
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Table : (continued)

Atom x y z Uiso*/Ueq

Ca . () . () . () . ()
HAa . . . .*
HBa

. . . .*
Ca . () . () . () . ()
HAa . . . .*
HBa

. . . .*
HCa . . . .*
C′b . () . () . () . ()
HCb . . . .*
HDb

. . . .*
C′b . () . () . () . ()
HDb

. . . .*
HEb . . . .*
HFb . . . .*

aOccupancy: ., bOccupancy: ..
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