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Abstract
C19H21NO5S, triclinic, P1̄ (no. 2), a = 8.428(2) Å, b = 10.638(3) Å,
c = 11.177(3) Å, α = 63.125(4)∘, β = 77.819(4)∘, γ = 79.845(4)∘,
V = 869.9(4) Å3, Z = 2, Rgt(F) = 0.0472, wRref(F2) = 0.1379,
T = 296(2) K.

CCDC no.: 2402219

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 reagents were commercial and used directly without
any purification. The targeted compound was synthesized
via a concise one-pot method. A mixture containing 1 mmol
1,3-cyclohexanedione, 1 mmol methyl 3-aminocrotonate,
and 1 mmol 4-methylsulphonyl benzaldehyde was thor-
oughly combined in a 50 mL solution of anhydrous ethanol.
The mixture was heated to a temperature of 333 K and
maintained at this level for 6 h. Upon completion of the
reaction, the mixture was allowed to cool to room tem-
perature, at which point the resulting precipitate was
collected. The precipitate was recrystallized in 95 %
ethanol, yielding 58.4 % (based on 4-methylsulphonyl
benzaldehyde). The colorless block crystals were isolated.

2 Experimental details

The structure was solved by Direct Methods with the
SHELXTL-2018 program. All H-atoms from C and atoms were
positionedwith idealized geometry and refined isotropically
(Uiso(H) = 1.2 Ueq(C) or Ueq(N)) using a riding model.

3 Comment

To date, the single-crystal structures of 4-phenyl-2-
methyl-5-oxo-1,4,5,6,7,8-hexahydroquinoline-3-carboxylate5

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, Olex, SHELX,
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and some 4-(mono- or multi-substituted-phenyl)-2-methyl-5-
oxo-1,4,5,6,7,8-hexahydroquinoline-3-carboxylate have been
reported elsewhere, such asmethyl 2-methyl-4-(4-nitrophenyl)-
5-oxo-1,4,5,6,7,8-hexahydroquinoline-3-carboxylate,6 methyl

4-(3-bromo-4-fluorophenyl)-2-methyl-5-oxo-1,4,5,6,7,8-hexahyd-
roquinoline- 3-carboxylate,7 ethyl 2-methyl-5-oxo-4-
(2,3,4-trimethoxyphenyl)-1,4,5,6,7,8-hexahydroquinoline-
3-carboxylate,8 etc.9–17

As shown in the figure, the asymmetric unit is made of a
one molecule of the title compound, methyl 4-(4-(methyl-
sulfonyl)phenyl)-2-methyl-5-oxo-1,4,5,6,7,8-hexahydroquino-
line-3-carboxylate. Notably, the phenyl group is coplanar
and the S atom is in tetrahedral configuration. Neighbouring
ketone ring adopts a flattened chair conformation. Inter-
molecularly, an infinitely supramolecular chain facilitated
by a network of hydrogen bonds involving the N1···H1A···O5
interaction is found. All bond lengths and angles within this
structure align closely with those reported for analogous
compounds.5–17
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

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