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Key indicators: single-crystal X-ray study; T = 296 K; mean �(C–C) = 0.002 Å;

R factor = 0.038; wR factor = 0.098; data-to-parameter ratio = 16.1.

In the title compound, C16H13N5O3S�CH4O, the dihedral angle

between the isatin unit and the 2-methylphenyl group is

41.81 (2)� and intramolecular N—H� � �O and N—H� � �N
hydrogen bonds occur, generating S(6) and S(5) rings,

respectively. In the crystal, polymeric chains arise as a result

of N—H� � �O, O—H� � �S and C—H� � �O interactions.

Related literature

For related structures, see: Revenko et al. (1994); Pervez et al.

(2009). For graph-set theory, see: Bernstein et al. (1995).

Experimental

Crystal data

C16H13N5O3S�CH4O
Mr = 387.42

Monoclinic, P21=c
a = 14.2485 (5) Å

b = 7.6986 (3) Å
c = 18.5937 (6) Å
� = 119.847 (2)�

V = 1769.07 (11) Å3

Z = 4

Mo K� radiation
� = 0.22 mm�1

T = 296 K
0.30 � 0.16 � 0.12 mm

Data collection

Bruker Kappa APEXII CCD
diffractometer

Absorption correction: multi-scan
(SADABS; Bruker, 2005)
Tmin = 0.963, Tmax = 0.974

18543 measured reflections
4005 independent reflections
2975 reflections with I > 2�(I)
Rint = 0.031

Refinement

R[F 2 > 2�(F 2)] = 0.038
wR(F 2) = 0.098
S = 1.03
4005 reflections

249 parameters
H-atom parameters constrained
��max = 0.24 e Å�3

��min = �0.22 e Å�3

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

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

N3—H3� � �O1 0.86 2.04 2.7074 (17) 134
N4—H4A� � �N2 0.86 2.20 2.6254 (18) 110
N1—H1� � �O4i 0.86 2.02 2.8394 (19) 160
O4—H4B� � �S1ii 0.82 2.55 3.3485 (14) 164
C16—H16C� � �O3iii 0.96 2.45 3.342 (3) 154

Symmetry codes: (i) x;�y þ 1
2; z þ 1

2; (ii) �x þ 1;�y;�z þ 1; (iii) x;�y þ 3
2; z � 1

2.

Data collection: APEX2 (Bruker, 2007); cell refinement: SAINT

(Bruker, 2007); data reduction: SAINT; program(s) used to solve

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

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

ORTEP-3 for Windows (Farrugia, 1997) and PLATON (Spek, 2009);

software used to prepare material for publication: WinGX (Farrugia,

1999) and PLATON.
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