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Key indicators: single-crystal X-ray study; T = 293 K; mean o(C—C) = 0.004 A; H-
atom completeness 95%; R factor = 0.064; wR factor = 0.170; data-to-parameter
ratio = 15.3.

The formula of the title compound in the paper by Xu & Hu
[Acta Cryst. (2008), E64, 01432] is corrected.

In the paper by Xu & Hu [Acta Cryst. (2008), E64, 01432], the
chemical formula is corrected and the structure has been
rerefined to include a missing H atom. The Crystal data, Data
collection and Refinement sections are updated together with
the hydrogen-bond data.

Experimental

Crystal data

Cy7H7NsO

M, =307.36
Monoclinic, P2, /c
a=13941(6) A
b=5675Q2) A
c=120614 (8) A
B =102.055 (6)°

Data collection

Bruker SMART APEX CCD area-
detector diffractometer
Absorption correction: multi-scan
(SADABS; Sheldrick, 1996)
Tmin = 0.990, Tiax = 0.995

Refinement

R[F? > 20(F%)] = 0.064
wR(F?) = 0.170

S =091

3280 reflections

215 parameters

1 restraint

V =1594.8 (11) A®
Z=4

Mo Ko radiation

= 0.08 mm™*
T=293(2)K

0.12 x 0.10 x 0.06 mm

7095 measured reflections
3280 independent reflections
1899 reflections with 7 > 20([)
Rin = 0.087

H atoms treated by a mixture of
independent and constrained
refinement

Apmax = 054 ¢ A3

APmin = =031 e A™?

Table 1 .

Hydrogen-bond geometry (A, °).

D—H---A D—H H A DA D—H---A
C6—Hé6- - -0 0.93 3.385 (3) 148

Symmetry code: (i) x, =y +3,z — .
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