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Abstract
C14H8Cl2O, monoclinic, P21/c (no. 14), a = 7.4510(4) Å, 
b = 15.0430(7) Å, c = 10.5973(4) Å, b = 104.829(3)°, 
V = 1148.2 Å3, Z = 4, Rgt(F) = 0.0470, wRref(F

2) = 0.1494, 
T = 296 K.

Source of material 
The syn the sis of 4,5-dichloro-9(10H)-anthracenone was car ried
out ac cord ing to the mod i fied pro ce dure [1]. To a sus pen sion of
the 1,8-dichloroanthracene-9,10(8aH,10aH)-dione (5 g,
18 mmol) in DMF (125 mL) and wa ter (125 mL) was added
Na2S2O4 (35 g, 201.15 mmol), and the so lu tion was slowly heated
to 90 °C within 2h un der N2. The mix ture was cooled to room
tem per a ture and then poured into wa ter (1 L) and ex tracted with
CH2Cl2 (4´50 mL). The com bined or ganic phase was washed
with wa ter (4´100 mL), dried over Na2SO4, evap o rated, and pu ri -
fied by col umn chro ma tog ra phy us ing CH2Cl2 as eluent to pro -
vide the 4,5-dichloro-9(10H)-anthracenone. The crys tals of this
com pound were grown by slow evap o ra tion of CH2Cl2.

Ex per i men tal de tails
Only a dataset with a low res o lu tion has been col lected which
causes a low data-to-pa ram e ter ra tio.

Discussion 
Anthraquinones are group of func tion ally di verse ar o matic
chem i cals, struc tur ally re lated to anthracene [2]. Many
anthraquinones ex hibit bi o log i cal ac tiv i ties such as antifungal,
an ti ox i dant, an ti bac te rial, antiparasitic, in sec ti cidal, antivirus
and anti-tu mor [3, 4]. Anthraqumone de riv a tives have also been
widely used in an a lyt i cal chem is try, mainly as strong che lat ing
agents and chromo phores [5]. In the tex tile in dus try,
anthraquinones de riv a tives are used as dyes for nat u ral and syn -
thetic fi bers [6]. In mi cro elec tron ics, they were found to have ap -
pli ca tion as semi con duc tors [7]. There is one com plete mol e cule
in the asym met ric unit. The ti tle mol e cule is pla nar within the
experimental stan dard un cer tain ties, which is in ac cord to re lated
struc tures [8, 9]. The mol e cules are stacked par al lel with the cen -
troids of the outer rings to be only 3.73 Å apart. 
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Crystal: yellow needles, size 0.09´0.18´0.88 mm
Wavelength: Cu Ka radiation (1.54178 Å)
m: 48.94 cm-1

Diffractometer, scan mode: Bruker APEX-II CCD, j and w
2qmax: 139.68°
N(hkl)measured, N(hkl)unique:  8175, 2119
Criterion for Iobs, N(hkl)gt: Iobs > 2 s(Iobs), 1540
N(param)refined: 155
Programs: SHELX [10]

Table 1. Data collection and handling.

_____________
      *  Cor re spon dence au thor (e-mail: warad@najah.edu)

H(2A) 4e 0.5776 0.2083 0.7997 0.079
H(3A) 4e 0.6223 0.0729 0.9081 0.083
H(4A) 4e 0.4890 -0.0539 0.8023 0.076
H(8A) 4e 0.1106 -0.2056 0.4143 0.081
H(9A) 4e -0.0713 -0.2031 0.2038 0.091
H(10A) 4e -0.1290 -0.0696 0.0913 0.085
H(13A) 4e 0.2936 0.1176 0.3729 0.064
H(13B) 4e 0.1176 0.1342 0.4244 0.064

Ta ble 2. Atomic co or di nates and dis place ment pa ra m e ters (in Å2).

Atom Site x y z Uiso



2 C14H8Cl2O
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