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Key indicators: single-crystal X-ray study; T = 293 K; mean �(C–C) = 0.004 Å;

R factor = 0.043; wR factor = 0.109; data-to-parameter ratio = 13.8.

The title compound, also known as pyrido[4,3-e]thieno[3,2-c]-

pyridazine, C9H5N3S, was crystallized from ethyl acetate. The

molecule is planar and the N N bond is 1.304 (3) Å

compared with 1.306 (2) Å for the regio-isomer 7-aza-

thieno[2,3-c]cinnoline and also in good agreement with similar

compounds.

Related literature

For related literature, see: Allen et al. (1987); Barton et al.

(1985); Hökelek et al. (1990, 1991a, 1991b); Hansen et al.

(2007); Holt & Fiksdahl (2006); Stockmann & Fiksdahl (2007);

Van der Meer (1972).

Experimental

Crystal data

C9H5N3S
Mr = 187.22
Orthorhombic, Pna21

a = 13.0233 (13) Å
b = 15.969 (3) Å
c = 3.869 (1) Å

V = 804.6 (3) Å3

Z = 4
Mo K� radiation
� = 0.35 mm�1

T = 293 K
0.43 � 0.06 � 0.05 mm

Data collection

Rigaku Saturn diffractometer
Absorption correction: multi-scan

(Jacobson, 1998)
Tmin = 0.970, Tmax = 0.990

5659 measured reflections
1623 independent reflections
1368 reflections with F 2 > 2�(F 2)
Rint = 0.043

Refinement

R[F 2 > 2�(F 2)] = 0.043
wR(F 2) = 0.110
S = 0.99
1623 reflections
118 parameters
H-atom parameters constrained

��max = 0.24 e Å�3

��min = �0.20 e Å�3

Absolute structure: Flack (1983),
678 Friedel pairs

Flack parameter: 0.15 (13)

Data collection: CrystalClear (Rigaku/MSC, 2005); cell refinement:

CrystalClear; data reduction: CrystalStructure (Rigaku/MSC, 2005);

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

program(s) used to refine structure: SHELXL97 (Sheldrick, 1997);

molecular graphics: ORTEPIII (Burnett & Johnson, 1996); software

used to prepare material for publication: CrystalStructure.

Supplementary data and figures for this paper are available from the
IUCr electronic archives (Reference: SG2180).
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