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The title compound, C21H16N2O, has an E-conformation about

the diazene N N bond. It is reasonably planar with the

phenyl ring being inclined to the mean plane of the anthracene

moiety [planar to within 0.077 (3) Å] by 6.43 (10)�. The crystal
structure is stabilized by C—H� � �� and weak �–� interactions

[centroid–centroid distances of 3.7192 (16) and 3.8382 (15) Å],

leading to the formation of two-dimensional networks

stacking along [001] and lying parallel to (110).

Related literature

For background to sensing molecules based on tautomeric

switches, see: Nedeltcheva et al. (2009); Antonov et al. (2009,

2010). For investigations of the tautomerism of azodyes, see:

Kelemen (1981). For the synthesis of the title compound, see:

Nedeltcheva et al. (2010).

Experimental

Crystal data

C21H16N2O Mr = 312.36

Orthorhombic, P212121
a = 6.3021 (3) Å
b = 9.0481 (4) Å
c = 27.3935 (17) Å
V = 1562.03 (14) Å3

Z = 4
Mo K� radiation
� = 0.08 mm�1

T = 150 K
0.54 � 0.32 � 0.12 mm

Data collection

STOE IPDS 2T diffractometer
12181 measured reflections
2584 independent reflections

2096 reflections with I > 2�(I)
Rint = 0.072

Refinement

R[F 2 > 2�(F 2)] = 0.047
wR(F 2) = 0.086
S = 1.10
2584 reflections

218 parameters
H-atom parameters constrained
��max = 0.13 e Å�3

��min = �0.15 e Å�3

Table 1
C—H� � �� interactions (Å, �).

Cg1, Cg2 and Cg3 are the centroids of the C1–C6, C7,C8,C17–C20 and C8–
C10,C15–C17) rings, respectively.

C—H� � �Cg C—H H� � �Cg C� � �Cg C—H� � �Cg

C21—H21A� � �Cg1i 0.98 2.83 3.646 (4) 141
C12—H12� � �Cg2ii 0.95 2.80 3.681 (4) 154
C11—H11� � �Cg3ii 0.95 2.83 3.543 (3) 132

Symmetry codes: (i) x þ 1; yþ 1; z; (ii) �xþ 2; y þ 1
2;�zþ 1

2.

Data collection: X-AREA (Stoe & Cie, 2009); cell refinement: X-

AREA; data reduction: X-RED32 (Stoe & Cie, 2009); program(s)

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

used to refine structure: SHELXL97 (Sheldrick, 2008); molecular

graphics: PLATON (Spek, 2009) and Mercury (Macrae et al., 2006);

software used to prepare material for publication: SHELXL97,

PLATON and publCIF (Westrip, 2010).
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Supplementary data and figures for this paper are available from the
IUCr electronic archives (Reference: NC2221).
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