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Key indicators: single-crystal X-ray study; T = 296 K; mean �(C–C) = 0.005 Å;

disorder in solvent or counterion; R factor = 0.034; wR factor = 0.100; data-to-

parameter ratio = 14.9.

In the title hemihydrated salt, C15H13BrN
+�NCS��0.5H2O, the

two benzene rings are aligned at a dihedral angle of 46.9 (1)�.
The six-membered heterocycle of the dihydroisoquinoline unit

adopts a half-chair conformation. The water molecule and

thiocyanate ion are linked by O—H� � �N hydrogen bonds,

generating a four-membered ring motif. In addition, C—

H� � �O and C—H� � �S interactions link the components into a

chain along the c axis. �–� interactions [centroid–centroid

distance = 3.974 (2) Å] link the chains into sheets and further

�—� [centroid–centroid distance = 3.746 (2) Å] and C—

H� � �� interactions give rise to a three-dimensional nework.

Related literature

For the synthesis of the title compound, see: Ishii et al. (1985).

For the biological activity of tetrahydroisoquinoline deriva-

tives, see: Abe et al. (2005); Kamal et al. (2011); Lane et al.

(2006); Liu et al. (2009); Storch et al. (2002); Jang et al. (2009).

Experimental

Crystal data

C15H13BrN
+�NCS��0.5H2O

Mr = 354.26
Triclinic, P1
a = 9.0211 (12) Å
b = 9.2685 (12) Å
c = 10.7284 (14) Å

� = 81.174 (2)�

� = 66.699 (1)�

� = 68.368 (1)�

V = 765.81 (17) Å3

Z = 2
Mo K� radiation

� = 2.82 mm�1

T = 296 K
0.50 � 0.41 � 0.37 mm

Data collection

Bruker SMART APEXII CCD
area-detector diffractometer

Absorption correction: multi-scan
(SADABS; Sheldrick, 1996)
Tmin = 0.333, Tmax = 0.422

5705 measured reflections
2824 independent reflections
2262 reflections with I > 2�(I)
Rint = 0.015

Refinement

R[F 2 > 2�(F 2)] = 0.034
wR(F 2) = 0.100
S = 1.04
2824 reflections

190 parameters
H-atom parameters constrained
��max = 0.54 e Å�3

��min = �0.53 e Å�3

Table 1
Hydrogen-bond geometry (Å, �).

Cg2 is the centroid of the C1–C6 ring.

D—H� � �A D—H H� � �A D� � �A D—H� � �A

O1—H1W� � �N2 0.85 1.83 2.642 (8) 159
O1—H2W� � �N2i 0.85 2.04 2.879 (9) 171
C5—H5� � �O1ii 0.93 2.60 3.133 (8) 117
C9—H9� � �S1 0.93 2.81 3.709 (3) 162
C12—H12� � �O1i 0.93 2.57 3.438 (8) 156
C14—H14� � �Cg2iii 0.93 2.87 3.447 (4) 121

Symmetry codes: (i) �x þ 2;�y;�z þ 1; (ii) �x þ 1;�y þ 1;�z þ 1; (iii) x þ 1; y; z.

Data collection: APEX2 (Bruker, 2004); cell refinement: SAINT

(Bruker, 2004); data reduction: SAINT; program(s) used to solve

structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine

structure: SHELXL97 (Sheldrick, 2008); molecular graphics:

SHELXTL (Sheldrick, 2008); software used to prepare material for

publication: SHELXTL.
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