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Abstract
C13H9FN2O, triclinic, P1 (no. 2), a = 7.4664(8) Å,
b = 8.2700(7) Å, c = 10.0709(11) Å, α = 76.991(8)°,
β = 88.403(9)°, γ = 63.619(10)° V = 540.93(10) Å3, Z = 2,
Rgt(F) = 0.0534, wRref(F

2) = 0.1644, T = 293(2) K.

CCDC no.: 2130389

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 displace-
ment parameters.

Source of material

The title compound was prepared according to the syn-
thetic method reported in the literature [5]. The crude
product was recrystallized from ethanol to afford crystals
suitable for single crystal X-ray diffraction.

Experimental details

The hydrogen atoms were assigned with common isotropic
displacement factors areUiso(H) = 1.2 timesUeq(C, aromatic

ring), Uiso(H) = 1.2 times Ueq(CH2). The final refinement
were performed using geometrical restraints, with C–
H = 0.93 Å (aromatic ring), C–H = 0.97 Å (CH2).

Comment

Both O-alkylation and N-alkylation of 2-pyridone are all an
important molecular scaffold for there biological and
pharmaceutical properties [6–8]. However, based on the
Hard–Soft Acid–Base theory, the softer nitrogen atom will
tends to bond the softer carbon atom than oxygen. And, the
N-alkylation compound ismore thermodynamic stable than
O-alkylation. Thus, there are a large amount of methods for
N-alkylation for the 2-pyridone moiety, but the absolute
selective synthesis of O-alkylation is even rarer. We have

Table : Data collection and handling.

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

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

Programs: CrysAlisPRO [], SHELX [, ],
Olex []
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reported the syntheses and the structures of some related
compounds [5, 9–11].

Single crystal structure analysis reveals that the title

compound crystallizes in the triclinic P1 space group with
one crystallographically independent molecule in the
asymmetric unit (see the figure). All bond lengths and
angles are in the expected ranges. The title compound
consists of one cyanophenyl and a pyridyl moiety, and the
dihedral angle between the two planes is 48.1°.
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

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