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Abstract
C46H60N6O2Se2, triclinic, P1 (no. 2), a = 10.4701(7) Å,
b = 10.6331(7) Å, c = 20.4665(14) Å, α = 92.079(2)°,
β = 97.937(2)°, γ = 95.848(2)°, V = 2242.0(3) Å3, Z = 2,
Rgt(F ) = 0.0487, wRref (F

2) = 0.1183, T = 293(2) K.

CCDC no.: 2122344

The molecular structure is shown in the Figure (Hydrogen
atoms are omitted for clarity). Table 1 contains crystallo-
graphic data and Table 2 contains the list of the atoms
including atomic coordinates and displacement parameters.

Source of material

The title compound was prepared from the reaction of
an intermediate 8-(hexyloxy)-3,6-dimethyl-1-(piperidin-1-yl)

isoquinoline-7-carbonitrile, which was obtained according

to the published method [5], and selenium dioxide. The

mixture of the intermediate (1.0 mmol), selenium dioxide

(3.0 mmol), and xylene (15.0 mL) was stirred for 12 h at

100 °C. After the reaction solution was cooled to room

temperature, the mixture was extracted with dichloro-

methane. After removing the solvent under reduced

pressure, the crude product was purified by column chro-

matography using petroleum ether and ethyl acetate as the

eluent to obtain the target product in 62% yield as light

yellow solid. Crystals were obtained by slow evaporation

from a mixture of ethyl acetate and petroleum ether.

Table : Data collection and handling.

Crystal: Red prismatic
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 [], SHELX [, ], Diamond []
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

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

Table : (continued)

Atom x y z Uiso*/Ueq

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

. () . () . () . ()
HAa

. . . .*
HBa

. . . .*
Ca

. () . () . () . ()
HAa

. . . .*
HBa

. . . .*
Ca

. () . () . () . ()
HAa

. . . .*
HBa

. . . .*
Cb

. () . () . () . ()
HAb

. −. . .*
HBb

. . . .*
Cb

. () . () . () . ()
HAb

. . . .*
HBb

. . . .*
Cb

. () −. () . () . ()
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Experimental details

H atoms bonded to C were positioned geometrically and
refined using a riding model, with Uiso(H) = 1.5 Ueq(C) for
methyl H atoms and 1.2 Ueq(C) for all other H atoms.

Comment

Isoquinoline is an important structural motif in the con-
struction of various compounds with biological activities
in pharmaceutical chemistry [6, 7]. In recent years, some
isoquinoline derivatives have been also found to be used
as solid-state fluorescence sensors for pressure, organic
steam, and acid gas [8–10]. It should be pointed out that
intermolecular interactions and stacking arrangements in
crystalline state are found to play an important role in the
solid-state stimulus-responsive fluorescent materials [11].
Thus, the synthesis and crystal structures of novel iso-
quinoline derivatives have received increasing attention
[12, 13].

In the title compound, the pyridine ring and benzene
ring in isoquinolineunit arenot completely coplanar because
of the existence of the piperidine and hexyloxy groups,
a finding which is similar to previous reports in [8, 9].

Furthermore, two isoquinoline rings in molecule form in a
“Z” shape and thus no π-π stacking is formed. Themolecules
are stabilized by a weak C36–H36B/N5 (2.564 Å) hydrogen
bond, a C34–H34B/H41A (2.299 Å) interaction, an a weak
C37–H37B/Se2 (3.078 Å) bond. The interaction between
theNatomon the cyanounit and Se2 results in a distance of
3.346 Å. As a result, the molecules form a zigzag stacking
mode with a reverse parallel arrangement between the
upper and lower levels.
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Table : (continued)

Atom x y z Uiso*/Ueq

HAb
. −. . .*

HBb
. −. . .*

HCb
. . . .*

C′c . () . () . () . ()
HCc

. . . .*
HDc

. . . .*
C′c . () . () . () . ()
HCc

. . . .*
HDc

. . . .*
C′c . () . () . () . ()
HCc

. . . .*
HDc

. . . .*
C′d . () . () . () . ()
HCd

. −. . .*
HDd

. . . .*
C′d . () . () . () . ()
HCd

. . . .*
HDd

. . . .*
C′d . () −. () . () . ()
HDd

. −. . .*
HEd . −. . .*
HFd . −. . .*

aOccupancy: ., bOccupancy: ., cOccupancy: ., dOccupancy: .
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