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Abstract
C26H21N1S1O5, monoclinic, P21/c (no. 14), a = 7.623(3) Å,
b = 25.617(12) Å, c = 11.775(5) Å, β = 100.073(8)°,
V = 2264.2(17) Å3, Z = 4, Rgt(F ) = 0.0470, wRref (F

2) = 0.1365,
T = 298(2) K.

CCDC no.: 2212038

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.

Source of material

The title compound was be synthesized using trans-
2-hydroxy-1-tosylindoline-3-ammonium bromide [4–6]
and commercial available 2-naphthoic acid stirred at
373 K for 8 h in ethyl acetate solution. The solution was
cooled to room temperature, whichwas purified by column
chromatography on silica gel (petroleum ether/ethyl ace-
tate = 10/1) to afford the product as a white solid. The crude
product was recrystallized from ethyl acetate.

Experimental details

All H atoms were positioned geometrically and treated as
riding, with C–H bond lengths constrained to 0.96° for
methyl H atoms, 0.93° for phenyl H atoms, 0.82° for hy-
droxyl H atoms, with Uiso(H) = 1.2 Ueq(C) for CH groups,
and hydroxyl atoms, and phenyl H atoms, and 1.5Ueq(C)
for methyl H atoms.

Comment

Indoles are structural scaffolds frequently found in
important pharmaceuticals and biologically active
natural compounds. For example, 1H-indol-3-yl acetates
are important materials for the preparation of biochem-
ical reagents for the identification of campylobacte [7].
There is one molecule in the asymmetric unit of the title
structure (see the figure). Bond lengths and angles are all

Table : Data collection and handling.

Crystal: Colorless block
Size: . × . × . mm
Wavelength: Mo Kα radiation (. Å)
μ: . mm−

Diffractometer, scan mode: Bruker APEX, 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: SHELX [], OLEX [], CRYSALIS
PRO []
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in the expected ranges. In the crystal structure, the
crystal packing is stabilized in layers and held together
by van der Waals interactions.
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

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

Table : (continued)

Atom x y z Uiso*/Ueq

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