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Key indicators: single-crystal X-ray study; T = 120 K; mean �(C–C) = 0.006 Å;

disorder in main residue; R factor = 0.062; wR factor = 0.127; data-to-parameter

ratio = 15.4.

Two independent molecules comprise the crystallographic

asymmetric unit in the title antiretroviral agent Efavirenz,

C14H9ClF3NO2, and these have noteworthy differences in

conformation. The major difference relates to the orientation

of the 2-cyclopropylethynyl residue relative to the six-

membered heterocycle: this approaches an orthogonal dispo-

sition in molecule a compared to a more flattened conforma-

tion in molecule b, the difference being reflected in the Oring—

C—C—Cethyne torsion angles of 65 (4) and 159 (5)�, respec-

tively. The independent molecules are connected via the eight-

membered {� � �HNC (O)}2 amide synthon. Disorder is noted in

the cyclopropane ring of molecule b in that two orientations of

equal weight were discerned.

Related literature

For background to the use of Efavirenz, see: Adkins & Noble

(1998); Gazzard (1999); de Clercq et al. (2009); Markowitz et

al. (2009); Young et al. (2009).

Experimental

Crystal data

C14H9ClF3NO2

Mr = 315.67
Orthorhombic, P212121

a = 8.1403 (4) Å
b = 13.5859 (11) Å
c = 24.962 (2) Å

V = 2760.6 (3) Å3

Z = 8
Mo K� radiation
� = 0.31 mm�1

T = 120 K
0.28 � 0.08 � 0.04 mm

Data collection

Bruker–Nonius 95mm CCD camera
on �-goniostat diffractometer

Absorption correction: multi-scan
(SADABS; Sheldrick, 2003)
Tmin = 0.917, Tmax = 0.988

18370 measured reflections
6099 independent reflections
3675 reflections with I > 2�(I)
Rint = 0.064

Refinement

R[F 2 > 2�(F 2)] = 0.062
wR(F 2) = 0.127
S = 1.03
6099 reflections
395 parameters
5 restraints

H atoms treated by a mixture of
independent and constrained
refinement

��max = 0.26 e Å�3

��min = �0.25 e Å�3

Absolute structure: Flack (1983),
2598 Friedel pairs

Flack parameter: 0.14 (8)

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

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

N1A—H1A� � �O2B 0.85 (4) 2.00 (4) 2.834 (4) 167 (4)
N1B—H1C� � �O2A 0.89 (4) 1.94 (4) 2.820 (4) 168 (4)

Data collection: COLLECT (Hooft, 1998); cell refinement:

DENZO (Otwinowski & Minor, 1997) and COLLECT; data reduc-

tion: DENZO and COLLECT; program(s) used to solve structure:

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

SHELXL97 (Sheldrick, 2008); molecular graphics: DIAMOND

(Brandenburg, 2006); software used to prepare material for publi-

cation: publCIF (Westrip, 2009).
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Supplementary data and figures for this paper are available from the
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