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Abstract
C10H11NO2, monoclinic, P21/n (no. 14), a = 3.7617(3) Å,
b = 12.9267(10) Å, c = 23.4609(17) Å, β = 92.337(3)°,
V = 1139.87(15) Å3, Z = 4, Rgt(F ) = 0.0413, wRref (F 2) = 0.1071,
T = 100 K.

CCDC no.: 2289189

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 materials

The 2-anilino-1,4-naphthoquinone was purchased from
Sigma Aldrich and then dissolved in 3 mL acetone. The so-
lution was kept to room temperature for crystallization. Red
cuboid crystals were obtained.

2 Experimental details

The aromatic H atoms were placed in geometrically idealized
positions and constrained to ride on their parent atoms, with
fixed C–H distances for aromatic C–H of 0.93 Å (C–H)
[Uiso(H) = 1.2Ueq]. The N1–H1 hydrogenwas placed according to
the Fourier electron difference densitymap. The graphicswere
obtained using the DIAMOND [4] program with 50% proba-
bility ellipsoids. The highest peak is located 0.68 Å from C6 and
the deepest hole is situated 0.61 Å from C14 respectively.

3 Comment

It is known that cancer is one of the diseases that have a great
impact on our daily lives, andmuch scientific research is being
conducted in order to limit and get rid of this incurable disease.

Epidermal growth factor receptor (EGFR) has been
recognized as a very important aim for anticancer drug
development. The 2-anilino-1,4-naphthoquinone and its de-
rivatives have been shown to be related to be potential for
their anticancer and EGFR inhibitor [5]. One of the most
important naphthalene derivatives is naphthoquinone, with
two carbonyl groups it is a privileged scaffold found inmany
classes of naturally occurring bioactive compounds and it
has been used and its derivatives for cancer treatment [6, 7].
Different molecular mechanisms with regard to anticancer
activities of the naphthoquinone-based compounds have
been described [8–10]. In our laboratory, we have many
results on the possibility of coordinating such compounds
with the platinum group metals to increase the possibility to
have an impact on cancer [11, 12].

Table : Data collection and handling.

Crystal: Red needle
Size: . × . × .mm
Wavelength: Mo Kα radiation (. Å)
μ: .mm−

Diffractometer, scan mode: Bruker D Venture K Kappa Photon III
θmax, completeness: .°, >%
N(hkl)measured, N(hkl)unique, Rint: ,, , .
Criterion for Iobs, N(hkl)gt: Iobs > σ(Iobs), 
N(param)refined: 

Programs: SHELX [], Bruker [], Olex [],
Diamond []
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There is one molecule in the asymmetric unit of the title
structure. In the title structure, the O1–C14, O2–C7, N1–C4 and
N1–C5 bond lengths were determined as 1.2219(17), 1.2312(17),
1.4176(17) and 1.3504(17) respectively. The C5–N1–C4, C3–C4–N1,
C15–C4–N1, N1–C5–C6, N1–C5–C14, O2–C7–C6, O2–C7–C8, O1–
C14–C5 and O1–C14–C13 bond angles were determined as
127.04(12), 121.45(12), 118.47(12), 127.41(12), 112.59(12), 121.66(12),
120.04(12) and 119.53(12) respectively. All parameters are in the
expected ranges [13–15].
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

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