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Abstract
C17H10FNS, monoclinic, P21/n (no. 14), a = 6.1859(2) Å,
b = 10.7071(2) Å, c = 19.4475(4) Å, β = 95.794(2)°,
V = 1281.49(5) Å3, Z = 4, Rgt(F ) = 0.0476, wRref (F 2) = 0.1333,
T = 296 (2) K.

CCDC no.: 2244942

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 material

The title compound was prepared according to our previous
synthesis method [5]. Crystals were obtained by slow evapo-
ration fromadichloromethane solution at room temperature.

2 Experimental details

All H-atoms bonded to C atoms were placed geometrically
and refined using a riding model with common isotropic
displacement factors Uiso(H) = 1.2 or 1.5 Ueq (parent C-atom).

3 Comment

Benzothiazoles constitute the key moiety of many natural
products and pharmaceutical drugs, and show their good
biological activities [6, 7]. The naphthalene derivatives
are present in bioactive compounds, featuring awide range
of activities such as antihypertensive, anti-inflammatory,

Table : Data collection and handling.

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

Diffractometer, scan mode: SuperNova, ω
θmax, completeness: .°, >%
N(hkl)measured, N(hkl)unique, Rint: , , .
Criterion for Iobs, N(hkl)gt: Iobs >  σ(Iobs), 
N(param)refined: 

Programs: CrysAlisPRO [], SHELX [, ],
WinGX/ORTEP []
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antimicrobial [8]. The molecular structure of a compound
determines its properties. Therefore, the investigation on
the crystal structures of benzothiazoles has received wide
attention [5, 9–11]. However, the crystal structure of
naphthothiazole derivatives is less studied [12].

Single-crystal structure analysis reveals that the title
compound crystallizes in the monoclinic space group P21/n.
In the molecular structure (Figure), the dihedral angle be-
tween the almost planar naphtho[2,1-d]thiazole ring system
(S1/N1/C1–C11) and the benzene ring of the 2-fluorophenyl
group (C12–C17) is 2.36(1)°. Bond lengths and angles are all in
the expected ranges [5, 11, 12]. The bond lengths of C–N is
1.305(3) and 1.364(3) Å, and C–S are 1.719(2) and 1.752(2) Å.
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

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