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Abstract
C7H5NO, monoclinic, P21/n (no. 14), a = 3.7589(5) Å,
b = 19.493(2) Å, c = 8.4180(10) Å, V = 601.98(13) Å3, Z = 4,
Rgt(F ) = 0.0502, wRref (F

2) = 0.1274, T = 170 K.

CCDC no.: 2069214

The molecular structure is shown in Figure. Table 1 con-
tains crystallographic data and Table 2 contains the list of
the atoms including atomic coordinates and displacement
parameters.

Source of material

The substrate 2-furanacrylamide (1.0 mmol), (EtO)3SiH
(3.0 mmol), phenylselenophenol iron complex (2 mol%) as
catalyst and tetrahydrofuran (THF) (2 mL) were added into
a 25 mL Schlenk tube in a nitrogen atmosphere at room
temperature. The reaction mixture was stirred at 60 °C for
24 h. The reaction progress was detected by gas chroma-
tography (GC) and thin layer chromatography (TLC). After
the reaction, the product was extracted using petroleum
ether (10 ml) three times, and the organic phase were
combined together and dried with anhydrous Na2SO4. The
organic solvents were removed by vacuum distillation.

Crude products were purified by gel column chromatog-
raphy and finally recrystallized to obtain the title
compound.

Experimental details

All hydrogen atoms were placed in calculated positions
and refined as riding atoms. The Uiso values were con-
strained to be 1.2Ueq. All the H atoms were refined as riding
on their parent atom.

Comment

Furan derivatives have a unique status and important
feature in a variety of natural products [5, 6]. They arewidely

Table : Data collection and handling.

Crystal: Colourless block
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: BRUKER [], OLEX [], SHELX [,]

Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
N . () . () . () . ()
O . () . () . () . ()
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used in some important commercial products, like
dyes, essential oils, cosmetic, industrial preservative, bio-
regulators, photosensitizers, fire retardants, and flavoring
compounds [7–10]. Additionally, furan analogues show
abundant pharmacological properties, like anti-depressant,
anti-inflammatory, anti-hypertensive, anti-ageing, anti-
cancer, anti-ulcer, anti-oxidation, and anti-glaucoma ef-
fects [11–16], which engage the attention of medicinal
chemists to synthesize a series of furan-basedderivatives [5].
For example, furan-2-carboxamide and 2-furyl acetonitrile
derivatives [6, 17] have found use as key intermediates to
synthesize new candidates for anti-cancer drugs.

The asymmetric unit of the title structure contains one
molecule (see the Figure). Weak intermolecular C–H⋯O
and C–H⋯N hydrogen bonds are observed. Additionally, a
weak intramolecular hydrogen C6–H6⋯O1 bond interac-
tion is also formed between O1 and H6 atoms. The C7–N1
distance is 1.149(3) Å, which indicates a C–N triple bond.
The three N1–C7–C6 atoms with the bond angle of 178.5(3)°
are almost in a straight line. Weak hydrogen bond in-
teractions connect the molecular structures into a three-
dimensional network. For example, there is a weak C–
H⋯O interaction (2.6282(15) Å) between H6 atom and the
O1 atom of the adjacent molecule. The similar intermo-
lecular interaction (C–H⋯N, 2.5958(18) Å) was observed
in the H2 and N1 atoms. All geometric parameters are as
expected [18].
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