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Abstract
C14H11NO2, monoclinic, P21/c (no. 14), a= 12.7731(19) Å,
b= 5.4767(9) Å, c= 17.3616(18) Å, β= 119.747(7)°,
V = 1054.5(3) Å3, Z = 4, Rgt(F)=0.0562, wRref(F2)=0.1907,
T = 298(2) K.

CCDC no.: 1903701

The molecular structure of the title crystal structure is shown
in the figure (atoms are drawn with arbitrary radii). Table 1
contains crystallographic data and Table 2 contains the list
of the atoms including atomic coordinates and displacement
parameters.

Source of material
The title compound was obtained according to the literature
method [5]. Single crystal suitable for X-ray diffraction were
grown during slow evaporation of a mixture of ethyl acetate
and petroleum ether.

Experimental details
H atoms bonded were positioned geometrically and refined
using a riding model, with C—H=0.93/0.96/0.97 Å and N—
H=0.86 Å with U iso = 1.2 times Ueq(C) and 1.2 times Ueq(N).
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Table 1: Data collection and handling.

Crystal: Prism, colorless
Size: 0.25×0.21×0.10 mm
Wavelength: Mo Kα radiation (0.71073 Å)
µ: 0.10 mm−1

Diffractometer, scan mode: Bruker APEX-II, φ and ω-scans
θmax, completeness: 25.1°, >98%
N(hkl)measured, N(hkl)unique, Rint: 7224, 1856, 0.023
Criterion for Iobs, N(hkl)gt: Iobs > 2 σ(Iobs), 1655
N(param)refined: 155
Programs: CrysAlisPRO [1], SHELX [2, 3],

DIAMOND [4]

Table 2: Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å2).

Atom x y z Uiso*/Ueq

O1 0.65335(18) 1.4052(4) 1.04173(12) 0.0309(5)
O2 0.10937(18) 0.8896(4) 0.70427(14) 0.0388(6)
N1 0.4843(2) 1.2381(4) 0.93005(14) 0.0260(5)
H1 0.442630 1.351950 0.936183 0.031*
C1 0.6166(3) 0.8733(5) 0.90424(18) 0.0268(6)
C2 0.6881(3) 0.6964(5) 0.89365(19) 0.0313(7)
H2 0.651512 0.576088 0.850592 0.038*
C3 0.8122(3) 0.6991(6) 0.9465(2) 0.0386(7)
H3 0.858171 0.580135 0.938842 0.046*
C4 0.8693(3) 0.8789(6) 1.0114(2) 0.0392(8)
H4 0.952796 0.880146 1.046757 0.047*
C5 0.8002(3) 1.0541(6) 1.0222(2) 0.0357(7)
H5 0.837667 1.174536 1.065098 0.043*
C6 0.6747(3) 1.0533(5) 0.96955(18) 0.0274(6)
C7 0.6054(2) 1.2450(5) 0.98415(17) 0.0257(6)
C8 0.4217(2) 1.0626(5) 0.86554(17) 0.0242(6)
C9 0.4851(2) 0.8749(5) 0.85166(17) 0.0247(6)
C10 0.4162(3) 0.6988(5) 0.78704(18) 0.0281(6)
H10 0.455697 0.572087 0.776251 0.034*
C11 0.2929(3) 0.7086(5) 0.73962(19) 0.0304(6)
H11 0.249726 0.589542 0.697434 0.036*
C12 0.2325(2) 0.8977(5) 0.75488(18) 0.0294(6)
C13 0.2963(2) 1.0768(5) 0.81720(18) 0.0270(6)
H13 0.255981 1.204584 0.826609 0.032*
C14 0.0437(3) 1.0860(6) 0.7145(3) 0.0467(9)
H14A 0.063324 1.096460 0.775388 0.070*
H14B −0.041188 1.057347 0.677702 0.070*
H14C 0.064933 1.236345 0.697203 0.070*

Discussion
In recent years, phenanthridinone has been found to be a key
core unit in some natural products with important biological
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activities [6–8] and drug molecules for the treatment of nerve
diseases [9–11]. Thus, the synthesis and crystal structures
of various phenanthridinone derivatives have attracted great
attention [5, 12].

There is one molecule in the asymmetric unit. In the
title compound, the two benzo rings and the pyridin-2(1H)-
one ring are in the same plane, indicating the compound
is an almost planar molecule. This planar parent structure
is also present in the previously reported phenanthridinone
derivatives [5, 13]. The molecules of the title compound in
the same layer are connected by N(1)—H(1)· · · O(1) hydrogen
bonds (donor-acceptor distance: 2.829 Å), which is in agree-
mentwith that in previously reported structure of phenanthri-
done [13]. The molecules in the next layers are stabilized by
two kinds of aromatic C—H· · · π (2.805 and 3.441 Å) and π–π
stacking interaction with a distance of 3.686 Å between the
pyridin-2(1H)-one moieties.
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