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Abstract
C42H42N2O4, triclinic, P1 (no. 2), a = 9.309(3) Å,
b = 14.191(5) Å, c = 14.918(5) Å, α = 69.221(4)°, β = 82.384(5)°,
γ = 72.805(4)°, V = 1759.3(10) Å3, Z = 2, Rgt(F ) = 0.0699,
wRref(F

2) = 0.1806, T = 296 K.

CCDC no.: 2142413

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

Thepreparationof 1,4-diaryl-1,4-dihydropyridine-3-carboxylic
acid photoreactive raw materials was performed by a
literature method [4]. Starting from aniline (0.5 mmol),
ethyl propiolate (0.5 mmol) and 4-methylcinnamaldehyde
(0.5 mmol); piperazine (0.25 mmol) and p-toluenesulfonic
acid (0.02 mmol) were used as catalysts, 1,2-dichloroethane
(20 mL) was used as solvent. The mixture was heated to
reflux for 12 h to obtain 1-phenyl-4-(4-methyl-phenyl)-
1,4-dihydroethylpyridine-3-carboxylate. The 1-phenyl-4-
(4-methyl-phenyl)-1,4-dihydroethylpyridine-3-carboxylate
(0.5 mmol) obtained in the first step of the reaction was
placed on a blue LED (410nm) for a photoreaction for 3 h [5].
The product was obtained by column chromatography
eluting with petroleum ether and n-hexane 10:1. The
resulting solution was evaporated to dryness to get some
crystals.

Experimental details

All hydrogen atoms were placed in the calculated positions
andall thenon-hydrogenatomswere refined anisotropically.

Table : Data collection and handling.

Crystal: Colorless 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 [], SHELX [, ]
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Comment

Cage dimers based on 4-aryl-1,4-dihydropyridines have a
wide range of biological activities, such as anti-HIV drug
and as an antimultidrug resistance modulator [6–8]. The
caged dimeric compounds similar to the title compound
has also been obtained by a dimerization by photoreaction.
However, the two pyridine rings in the title compound
present a special angle, which is of interest for the study of
new functional caged compounds. The bond lengths and
angles are in the expected ranges.

Author contributions:All the authors have accepted respon-
sibility for the entire content of this submitted manuscript
and approved submission.

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

Atom x y z Uiso*/Ueq

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

Table : (continued)

Atom x y z Uiso*/Ueq

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