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The structure of the title compound, C30H24Cl12N12S6, (I),

comprises six symmetry unique molecules that vary only

slightly in their NÐCÐSÐC torsion angle. All the molecules

are planar to within less than 3.1�.

Experimental

Crystals of (I) were obtained from Spa Contract Synthesis.

Crystal data

C5H4Cl2N2S
Mr = 195.07
Triclinic, P1
a = 13.6482 (2) AÊ

b = 14.1294 (2) AÊ

c = 14.1343 (2) AÊ

� = 119.9578 (7)�

� = 95.9391 (6)�

 = 92.8349 (7)�

V = 2332.60 (6) AÊ 3

Z = 12
Dx = 1.666 Mg mÿ3

Mo K� radiation
Cell parameters from 15842

re¯ections
� = 2.91±27.48�

� = 1.022 mmÿ1

T = 150 (2) K
Block, yellow
0.30 � 0.13 � 0.13 mm

Data collection

Enraf±Nonius KappaCCD area-
detector diffractometer

' and ! scans
Absorption correction: multi-scan

(SORTAV; Blessing, 1995)
Tmin = 0.749, Tmax = 0.883

34 427 measured re¯ections
10 671 independent re¯ections

8028 re¯ections with I > 2�(I)
Rint = 0.035
�max = 27.48�

h = ÿ17! 17
k = ÿ18! 18
l = ÿ18! 18
Intensity decay: none

Re®nement

Re®nement on F 2

R[F 2 > 2�(F 2)] = 0.037
wR(F 2) = 0.099
S = 1.042
10 671 re¯ections
547 parameters
H-atom parameters constrained

w = 1/[�2(Fo
2) + (0.0491P)2

+ 0.2046P]
where P = (Fo

2 + 2Fc
2)/3

(�/�)max = 0.029
��max = 0.47 e AÊ ÿ3

��min = ÿ0.47 e AÊ ÿ3

Table 1
Selected geometric parameters (�).

N1AÐC2AÐS21AÐC22A ÿ2.21 (16)
N1BÐC2BÐS21BÐC22B 0.11 (16)
N1CÐC2CÐS21CÐC22C 3.07 (16)
N1DÐC2DÐS21DÐC22D ÿ1.92 (16)
N1EÐC2EÐS21EÐC22E 2.69 (16)
N1FÐC2FÐS21FÐC22F ÿ0.30 (17)

All H atoms were included in the re®nement at calculated posi-

tions as riding, with th CÐH distance set to either 0.98 (for methyl H

atoms) or 0.95 AÊ (for aryl H atoms).

Data collection: DENZO (Otwinowski & Minor, 1997) and

COLLECT (Hooft, 1998); cell re®nement: DENZO and COLLECT;

data reduction: DENZO and COLLECT; program(s) used to solve

structure: SHELXS97 (Sheldrick, 1997); program(s) used to re®ne

structure: SHELXL97 (Sheldrick, 1997); software used to prepare

material for publication: SHELXL97.

The authors thank the EPSRC National Crystallography

Service (Southampton).

References

Blessing, R. H. (1995). Acta Cryst. A51, 33±37.
Hooft, R. (1998). COLLECT. Nonius BV, Delft, The Netherlands.
Otwinowski, Z. & Minor, W. (1997). Methods Enzymol. 276, 307±326.
Sheldrick, G. M. (1997). SHELXS97 and SHELXL97. University of

GoÈ ttingen, Germany.

Acta Crystallographica Section C

Crystal Structure
Communications

ISSN 0108-2701

² Contact e-mail: 106355.1670@compuserve.com.


