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R factor = 0.035; wR factor = 0.098; data-to-parameter ratio = 14.5.

The title molecule, C17H13N5O4S, has a trans configuration

with respect to the diazenyl (azo) group. The pyrimidine ring

and the terminal benzene ring are inclined at angles of

89.38 (4) and 1.6 (6)�, respectively, with respect to the central

benzene ring. The conformation of the molecule is in part

stabilized by an intramolecular O—H� � �O hydrogen bond. In

the crystal structure, molecules related through inversion

centers form hydrogen-bonded dimers involving the sulfon-

amide N—H group and the N atom of the pyrimidine ring.

Related literature

For related literature, see: Gaber et al. (2008 and references

therein); Kakoti et al. (1993); La Roche & Co (1967a,b); Misra

et al. (1998); Mubarak et al. (2007); Nagaraja et al. (2002);

Santra & Lahiri (1997); Vaichulis (1977). For bond-length

data, see: Allen et al. (1987).

Experimental

Crystal data

C17H13N5O4S
Mr = 383.39
Monoclinic, P21=c
a = 18.579 (2) Å
b = 5.7731 (7) Å
c = 17.372 (2) Å
� = 115.99 (1)�

V = 1674.73 Å3

Z = 4
Mo K� radiation
� = 0.23 mm�1

T = 100 (2) K
0.30 � 0.20 � 0.10 mm

Data collection

Bruker SMART APEXII CCD
diffractometer

Absorption correction: multi-scan
(SADABS; Sheldrick, 1996)
Tmin = 0.934, Tmax = 0.977

17304 measured reflections
3560 independent reflections
3277 reflections with I > 2�(I)
Rint = 0.017

Refinement

R[F 2 > 2�(F 2)] = 0.034
wR(F 2) = 0.097
S = 1.05
3560 reflections

245 parameters
H-atom parameters constrained
��max = 0.42 e Å�3

��min = �0.37 e Å�3

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

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

O2—H1� � �O1 0.84 1.90 2.6269 (17) 145
N3—H10� � �N5i 0.88 1.98 2.8574 (17) 179

Symmetry code: (i) �x þ 1;�y þ 2;�z þ 1.

Data collection: APEX2 (Bruker, 2006); 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: KENX

(Sakai, 2004); software used to prepare material for publication:

SHELXL97, TEXSAN (Molecular Structure Corporation, 2001),

KENX and ORTEPII (Johnson, 1976).
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