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2-Aminoquinolin-8-yl 3,5-difluorobenzenesulfonate

The molecular packing of the title compound, C;sH;oF>N,OsS,
is stabilized by a hydrogen-bonded network. Both H atoms of
the amino group form intermolecular hydrogen bonds of types
N—H---N [226 (5) A] and N—H---O [2.30(5) A]. The
nearly planar quinoline system and the aromatic ring of the
toluenesulfonate group form a dihedral angle of 31.1 (6)°; the
torsion angle about the central C—O—S—C bridge is
—120.4 (2)°.

Comment

As part of our ongoing search for new lead compounds based
on the quinoline system as a potential fluorophore for
Alzheimer’s disease (da Silva, Joussef et al., 2007a,b; da Silva et
al., 2007), we have performed an investigation of the crystal
structure of the title compound, (I).
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The C1—03—S1—C10 torsion angle of —120.4 (2)° illus-
trates the non-planarity of the molecule formed by the
quinoline system with the benzene ring. The quinoline ring
system, with the amino group, is nearly planar with maximum
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Figure 1
Molecular structure of (I), showing the atom labeling and displacement
ellipsoids drawn at the 50% probability level.
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deviations from the mean plane of —0.033 (3) A for atom N1
and 0.043 (3) A for atom C7; the plane of the aromatic ring of
the toluenesulfonate group forms a dihedral angle of 31.1 (6)°
with the aminoquinoline plane. The molecular packing of (I) is
stabilized by hydrogen bonds (Table 1).

Experimental

The title compound was prepared according to the literature proce-
dure of da Silva, Joussef et al. (2007a). Single crystals of (I) suitable
for X-ray data collection were obtained by recrystallization of the
crude product from a methanol-dichloromethane (1:1) solution of (I)

(m.p. 440-441 K).

Crystal data

Ci5sH1oF2N,O5S
M, =336.31
Triclinic, P1 .
a=177926(7) A
b=9253 (1) A

c=9.795 (1) A
o = 90233 (9)°
B = 96.787 (8)°

y = 92.516 (8)°

Data collection

Nonius CAD-4 diffractometer
/26 scans
Absorption correction: ¥ scan
(North et al., 1968)
Tonin = 0.403, Tonay = 0.711
(expected range = 0.466-0.822)
2699 measured reflections

Refinement

Refinement on F?

R[F? > 20(F?)] = 0.062

WR(F?) = 0.187

§=1.08

2491 reflections

215 parameters

H atoms treated by a mixture of
independent and constrained
refinement

V =700.61 (12) A’
Z=2

D, =159 Mgm™

Cu Ko radiation
=245 mm™"
T=299 (2) K

Plate, light brown

0.40 x 0.25 x 0.08 mm

2491 independent reflections

2028 reflections with I > 20(1)

Ry = 0.104

Omax = 66.9°

3 standard reflections
frequency: 120 min
intensity decay: 1.5%

w = 1/[o*(F,%) + (0.1277P)*
+ 0.1408P]

where P = (F,” + 2F2)/3
(A/0)max < 0.001
Apmax =0.65¢ A7°
ApPmin = —0.65¢ A7
Extinction correction: SHELXL97
Extinction coefficient: 0.0070 (19)

Table 1 .

Hydrogen-bond geometry (A, °).

D—H---A D—H H--A DA D—H --A
N2—H2IN-- N1 0.92 (5) 226 (5) 3.144 (4) 162 (4)
N2—H2N. ..O1" 0.82 (5) 230 (5) 3.062 (4) 156 (4)

Symmetry codes: (i) —x, —y + 1, —z; (i) x,y, z — 1.

The carbon-bound H atoms were positioned with idealized
geometry using a riding model (C—H = 0.93 A) The amino H atoms
were located in a difference map and refined freely. All H atoms were
refined with isotropic displacement parameters set to 1.2U.q of the
parent atom.
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Figure 2
Molecular packing of (I) with hydrogen bonding shown as dashed lines.

Data collection: CAD-4-PC Software (Nonius, 1996); cell refine-
ment: CAD-4-PC Software; data reduction: REDU4 (Stoe & Cie,
1987); program(s) used to solve structure: SHELXS97 (Sheldrick,
1997); program(s) used to refine structure: SHELXL97 (Sheldrick,
1997); molecular graphics: PLATON (Spek, 2003); software used to
prepare material for publication: SHELXLY97.

The authors thank Professor Dr Hartmut Fuess, Technische
Universitdt Darmstadt, for diffractometer time.
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