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Abstract
C21H27NO4, triclinic, P1 (no. 2), a = 7.5904(17) Å, b = 10.394(2) Å,
c = 12.651(3) Å, α = 73.270(4)°, β = 85.888(4)°, γ = 86.078(4)°,
V = 952.2(4) Å3, Z = 2, Rgt(F ) = 0.0469, wRref(F 2) = 0.1545,
T = 296(2) K.

CCDC no.: 2336729

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

All starting materials were of analytical grade and used
without any further purification. The title compound was
synthesized as follows: in 100mL anhydrous ethanol,
2.0 mmol ethyl acetoacetate, 1.0 mmol ammonium acetate,
and 1.0 mmol 3,4-dimethylbenzaldehyde were added and
well-mixed. The mixture was heated at 333 K for 6 h, then
naturally cooled to room temperature. A yellow precipitate
was collected and recrystallized from 95 % ethanol, yield
54.6 % (based on 3-cyanobenzaldehyde). Yellow block
crystals were obtained from the filtrate by recrystallization.

2 Experimental details

The structure was solved by Direct Methods with the
SHELXS-2018 program. All H-atoms from C and the other
atoms were positioned with idealized geometry and refined
isotropically (Uiso(H) = 1.2 Ueq(C) or Ueq(N)) using a riding
model with C–H = 0.930, 0.960 and 0.980 Å andN–H = 0.859 Å.
An EXTI (0.047(7)) order was used in the refinement.

3 Comment

Since the discovery of pharmacological effects of this class of
dimethyl ordiethyl 4-phen-yl-2,6-dimethyl-1,4-dihydro-pyridine-
3,5-dicarboxylate and their derivatives [5–8], they have been of

Table : Data collection and handling.

Crystal: Yellow 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 [, ]
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interest. To the best of our knowledge, only four results of
methyl-substitution on 4-phenyl group have been reported,
including dimethyl 4-(2-methylphenyl)-2,6-dimethyl-1,4-dihydro
pyridine-3,5-dicarboxylate [9], anddimethyl 4-(3-methylphenyl)-
2,6-dimethyl-1,4-dihydropyridine-3,5-dicarboxylate [10],
dimethyl 4-(4-methylphenyl)-2,6-dimethyl-1,4-dihydropyridine-
3,5-dicarboxylate [10] and diethyl 4-(4-methylphenyl)-
2,6-dimethyl-1,4-dihydropyridine-3,5-dicarboxylate [11]. How-
ever, the crystal structure of dimethyl-substitution on 4-phenyl
group has not been reported.

As shown in the figure, the asymmetric unit consists of
one 2,6-dimethyl-3,5-diethoxycarbonyl-1,4-dihydropyridine
ring and one 3,4-dimethylphenyl group. A 1D chain is
generated by the intermolecular hydrogenbondN1–H1A⋯O2.
A 3D supramolecular structure is generated by this 1D
chain and hydrogen bond C18–H18A⋯O2, C18–H18B⋯O2,
and weak intermolecular interactions C7–H7B⋯π and
C16–H16A⋯π. All bond lengths and angles are similar to
its reported analogues [5–12].
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

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