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Abstract
C30H27NO5S, monoclinic, P21 (no. 4), a = 10.4329(16) Å,
b = 11.6208(18) Å, c = 11.8268(18) Å, β = 114.257(5)°,
V = 1307.3(4) Å3, Z = 2, Rgt(F ) = 0.0685, wRref (F 2) = 0.1547,
T = 273(2) K.

CCDC no.: 2301380

Themolecular structure is shown in thefigure. Table 1 contains
crystallographic data and Table 2 contains the list of the atoms
including atomic coordinates and displacement parameters.

1 Source of materials

The title compound was obtained via the following syn-
thetic procedure: N-((E )-1,3-diphenylbut-2-en-1-ylidene)-
4-methylbenzenesulfonamide (0.2 mmol, 1 eq) and (E )-3-
(furan-2-yl)acrylaldehyde (2 eq) were added into a dry
Schlenk tube, which was filled with (R)-diphenylprolinol
trimethyl silyl ether (0.2 eq), dipotassium phosphate (1 eq),
monopotassium phosphate (1 eq) and sodium chloride (1
eq). The tube was heated at 60 °C to initiate the reaction
under nitrogen atmosphere with 2 mL of MeOH/H2O (99:1)
as solvent. After 12 h, the reaction mixture was separated
over silica gel chromatography eluted with petroleum
ether/ethyl acetate (7:1) to obtain the intermediate in 55 %
yield, whichwas further transformed to the title compound
in 64 % yield using KMnO4 (2 eq) as the oxidant. The
structure of the title compound was determined by NMR
analyses before XRD analyses. The yellow needles were
obtained via recrystallization in dichloromethane/ethyl
acetate.

2 Experimental details

The structure was solved and refined using the Bruker
SHELXTL Software Package [2, 3].

Table : Data collection and handling.

Crystal: Yellow needle
Size: . × . × .mm
Wavelength: Mo Kα radiation (. Å)
μ: .mm−

Diffractometer, scan mode: Bruker APEX-II
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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3 Comment

The title compound belongs to cyclic β-amino acids charac-
terized by well-defined and controllable conformational
preferences, demonstrating its potential as building blocks
in the field of foldamer research [4, 5]. Additionally, cyclic
β-amino acids also exhibited various bioactivities such as
anti-tumor and anti-influenza [6–8]. Thus, it has attracted an
increased interest in the past two decades, and several
effective methods have been developed to access cyclic
β-amino acids [9, 10].

There is one crystallographically independent molecule
in the asymmetric unit of the title compound with all geo-
metric parameters in normal ranges [11]. The cyclohexene
skeleton was shown in its half-chair conformation with
C1–C2–C3–C6 almost in the same plane. The dihedral angle
between phenyl plane at C2 with C1–C2–C3 plane was
determined as 44.5°. Only one intramolecular hydrogen
bond was observed between N1–H1A and O1 with donor–
acceptor distance of 2.078 Å, and the molecules were packed
through the intermolecular hydrogen bond between
O2–H2A from the carboxyl group with O5 from the sulfonyl
group with donor-acceptor distance of 1.953 Å.
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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 . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
HA . . . .*
H . . . .*
HA . . . .*
H . . . .*
HA . . . .*
H . . . .*
H . . . .*
HA . . . .*
H . . . .*
H . . . .*
H . . . .*
H −. . . .*
H . . . .*
HA . . . .*
H . . . .*
H . . . .*
H . . . .*
H . . . .*
H . . . .*
H . . . .*
H . . . .*
H . . . .*
H . . . .*

Table : (continued)

Atom x y z Uiso*/Ueq

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