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The title compound, C14H12O2S, was prepared by the

oxidation of 2-methyl-3-(methylsulfanyl)naphtho[1,2-b]furan

using m-chloroperbenzoic acid. The crystal structure contains

aromatic �–� stacking, C—H� � �O and C—H� � �� interactions.

Comment

This work follows on from our previous report on 2-methyl-1-

(methylsulfinyl)naphtho[2,1-b]furan (Choi et al., 2006). In the

isomeric title compound, (I), the naphtho[1,2-b]furan unit is

again nearly planar, with a mean deviation of 0.028 Å from the

least-squares plane defined by the 13 constituent atoms.

Similar to the 2-methyl-1-(methylsulfinyl) isomer, the

crystal structure of (I) exhibits aromatic �–� stacking of the

naphtho units along the a axis (Fig. 2), with alternate inter-

plane separations of 3.34 (1) and 3.37 (1) Å. In the former

case, the shortest separation between ring centroids is

Cg2� � �Cg1i = 3.61 Å, where Cg1 is the centroid of the C5–C10

Figure 1
The molecular structure of (I), showing 30% probability displacement
ellipsoids.



ring and Cg2 is the centroid of the C2–C5/C10/C11 ring

(symmetry code as in Fig. 2). In the latter, the shortest

separation between ring centroids is Cg3� � �Cg3ii = 3.86 Å,

where Cg3 is the centroid of the O1/C1/C2/C11/C12 ring. C—

H� � �� interactions also exist between these two molecules,

with H14C� � �Cg1ii = 3.08 Å (symmetry code as in Fig. 2).

As observed for the 2-methyl-1-(methylsulfinyl) isomer,

C—H� � �O interactions are formed to atom O2, with

H4� � �O2iii = 2.65 Å and H7� � �O2iv = 2.50 Å [symmetry codes:

(iii) 1
2 + x, 1

2� y,�1
2 + z; (iv) 1

2� x, 1
2 + y,�1

2� z]. Atom O1 does

not make any such contacts.

Experimental

Compound (I) was prepared according to the method described for

the previously reported isomer (Choi et al., 2006), using 2-methyl-3-

(methylsulfanyl)naphtho[1,2-b]furan (Choi et al., 1999) instead of 2-

methyl-1-(methylsulfanyl)naphtho[2,1-b]furan. Crystals of (I)

suitable for X-ray analysis were obtained by slow evaporation of an

acetone solution [yield 86%, m.p. 406–407 K; Rf = 0.53 (EtOAc)].

Crystal data

C14H12O2S
Mr = 244.30
Monoclinic, P21=n
a = 8.1443 (4) Å
b = 15.8684 (8) Å
c = 9.5313 (5) Å
� = 105.684 (1)�

V = 1185.93 (10) Å3

Z = 4
Dx = 1.368 Mg m�3

Mo K� radiation
� = 0.26 mm�1

T = 120 (2) K
Block, colourless
0.45 � 0.40 � 0.38 mm

Data collection

Bruker SMART CCD area-detector
diffractometer

’ and ! scans
Absorption correction: none
10083 measured reflections

2592 independent reflections
2119 reflections with I > 2�(I)
Rint = 0.083
�max = 27.0�

Refinement

Refinement on F 2

R[F 2 > 2�(F 2)] = 0.069
wR(F 2) = 0.146
S = 1.20
2592 reflections
156 parameters
H-atom parameters constrained

w = 1/[�2(Fo
2) + (0.0384P)2

+ 1.5124P]
where P = (Fo

2 + 2Fc
2)/3

(�/�)max < 0.001
��max = 0.44 e Å�3

��min = �0.41 e Å�3

All H atoms were placed in idealised positions and refined using a

riding model, with C—H = 0.93 Å and Uiso(H) = 1.2Ueq(C) for

aromatic H, and C—H = 0.96 Å and Uiso(H) = 1.5Ueq(C) for methyl

H. Both methyl groups were allowed to rotate about their local

threefold axes.

Data collection: SMART (Bruker, 1997); cell refinement: SAINT

(Bruker, 1997); data reduction: SAINT; program(s) used to solve

structure: SHELXS97 (Sheldrick, 1997); program(s) used to refine

structure: SHELXL97 (Sheldrick, 1997); molecular graphics:

ORTEP-3 (Farrugia, 1997) and DIAMOND (Brandenburg, 1998);

software used to prepare material for publication: SHELXL97.
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Figure 2
The �–� and C—H� � �� interactions in (I). Cg denotes the centroid of
each ring. [Symmetry codes: (i) 1 � x, �y, �z; (ii) �x, �y, �z].


