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R factor = 0.041; wR factor = 0.132; data-to-parameter ratio = 17.3.

The title compound (systematic name: pyrido[4,3-e]thieno-

[2,3-c]pyridazine), C9H5N3S, consists of three fused hetero-

cyclic rings. The molecule is planar and the N N bond length

of 1.302 (2) Å is in good agreement with values observed in

similar compounds. The molecules show �–� stacking inter-

actions, forming molecular stacks along the b axis with

interplanar distances of 3.39 (2) and 3.49 (2) Å. The C—H

groups of the thiophene ring are involved in C—H� � �N
interactions, joining molecules into two-dimensional sheets

parallel to (011).

Related literature

For related literature, see: Barton et al. (1985); Hansen et al.

(2007); Holt & Fiksdahl (2006); Hökelek et al. (1990, 1991a,b);

Stockmann & Fiksdahl (2007); van der Meer et al. (1972).

Experimental

Crystal data

C9H5N3S
Mr = 187.22
Triclinic, P1
a = 6.8340 (18) Å
b = 7.656 (2) Å
c = 8.847 (2) Å
� = 104.172 (3)�

� = 101.376 (4)�

� = 107.042 (5)�

V = 410.63 (18) Å3

Z = 2
Mo K� radiation
� = 0.34 mm�1

T = 293 (2) K
0.40 � 0.30 � 0.20 mm

Data collection

Enraf–Nonius CAD-4
diffractometer

Absorption correction:  scan
[ABSCALC in OSCAIL
(McArdle & Daly, 1999; North et
al., 1968)]
Tmin = 0.882, Tmax = 0.935

2646 measured reflections
2387 independent reflections
1805 reflections with I > 2�(I)
Rint = 0.008
3 standard reflections

frequency: 120 min
intensity decay: 1%

Refinement

R[F 2 > 2�(F 2)] = 0.041
wR(F 2) = 0.132
S = 1.09
2387 reflections

138 parameters
All H-atom parameters refined
��max = 0.37 e Å�3

��min = �0.28 e Å�3

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

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

C1—H1� � �N3i 0.943 (19) 2.441 (18) 3.352 (3) 159.1 (18)
C2—H2� � �N1ii 0.89 (2) 2.52 (2) 3.360 (2) 158 (2)

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

Data collection: CAD-4-PC Software (Enraf–Nonius, 1992); cell

refinement: CELDIM in CAD-4-PC Software; data reduction: XCAD

(McArdle & Higgins, 1995); program(s) used to solve structure:

SHELXS97 (Sheldrick, 1997); program(s) used to refine structure:

SHELXL97 (Sheldrick, 1997); molecular graphics: ORTEX

(McArdle, 1995) and ORTEPIII (Burnett & Johnson, 1996); software

used to prepare material for publication: OSCAIL (McArdle, 1993).

Supplementary data and figures for this paper are available from the
IUCr electronic archives (Reference: GK2090).
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