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In the title compound, C9H10N3S
+�I�, the indole ring system

and the thiouronium group are essentially perpendicular, with

a dihedral angle of 89.87 (8)�. By intermolecular hydrogen

bonding, a three-dimensional network is formed, which is

additionally supported by intermolecular C—H� � �� inter-

actions.

Related literature

For the synthesis of the title compound, see: Harris (1969); van

der Geer et al. (2007). For the crystal structures of similar

compounds, see: Lutz et al. (2007); Ng (1995). For the char-

acterization of C—H� � �� interactions, see: Malone et al.

(1997). For thermal-motion analysis, see: Schomaker & True-

blood (1998). For the Cambridge Structural Database (update

of August 2007), see: Allen (2002).

Experimental

Crystal data

C9H10N3S
+�I�

Mr = 319.16
Monoclinic, P21=c
a = 10.5098 (2) Å

b = 10.6264 (3) Å
c = 10.6951 (4) Å
� = 102.648 (2)�

V = 1165.46 (6) Å3

Z = 4

Mo K� radiation
� = 2.89 mm�1

T = 150 (2) K
0.30 � 0.30 � 0.30 mm

Data collection

Nonius KappaCCD diffractometer
Absorption correction: multi-scan

(SADABS; Sheldrick, 2002)
Tmin = 0.24, Tmax = 0.42

15531 measured reflections
2668 independent reflections
2470 reflections with I > 2�(I)
Rint = 0.033

Refinement

R[F 2 > 2�(F 2)] = 0.018
wR(F 2) = 0.045
S = 1.09
2668 reflections

167 parameters
All H-atom parameters refined
��max = 0.50 e Å�3

��min = �0.53 e Å�3

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

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

N1—H1N� � �I1i 0.76 (2) 2.91 (2) 3.6295 (17) 158 (2)
N2—H2N� � �I1 0.86 (3) 2.76 (3) 3.5736 (18) 158 (2)
N2—H3N� � �I1ii 0.80 (2) 2.97 (2) 3.6269 (17) 141 (2)
N3—H4N� � �I1iii 0.75 (3) 2.86 (3) 3.5990 (19) 165 (2)
N3—H5N� � �I1 0.88 (3) 2.95 (3) 3.7258 (19) 149 (2)
C1—H1� � �Cg1iv 0.91 (2) 2.91 (2) 3.794 (2) 162.8 (18)

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

2; (iv)
x;�y þ 1

2; z � 1
2. Cg1 is the centroid of the six-membered ring.

Data collection: COLLECT (Nonius, 1999); cell refinement:

PEAKREF (Schreurs, 2005); data reduction: EVAL14 (Duisenberg et

al., 2003) and SADABS (Sheldrick, 2002); 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: SHELXL97.
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