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Abstract 
C 9 H 9 B r 2 C 1 0 T e , orthorhombic, Pbca ( N o . 61) , a = 11 .460(2) Ä, 
b = 8 . 4 3 9 6 ( 5 ) Ä , c = 2 6 . 2 9 6 ( 2 ) Ä, V = 2 5 4 3 . 2 Ä 3 , Ζ = 8, 
R e ( F ) = 0 . 0 4 7 , w R T e l ( F 2 ) = 0 . 1 3 3 , Τ = 2 9 3 Κ. 

Source of material 
The title c o m p o u n d is f o r m e d w h e n bromine (1 m m o l ) in ben-
z e n e (1 m L ) w a s m i x e d for 1.5 h at room temperature with 
B r C H = ( T e P h ) C H 2 0 H (0 .5 mmol ) , m a d e by the in situ reaction of 
H C C - C H 2 O H (1 m m o l ) , P h T e B r ( 0 . 5 m m o l ) and Z n C l 2 

(10 mo l ) in T H F (3 m L ) at 3 3 3 Κ in 15 h. T h e product o f the last 
reaction i s not stable and is ana logous to previous ly synthesized 
sulfur and se lenium c o m p o u n d s [1-3]. S l o w evaporation o f a 
dichlorometane/petroleum ether solution at room temperature 
y ie lded crystals suitable for X-ray diffraction. 

Discussion 
T h e s ingle crystal X-ray experiment w a s carried out to determine 
the stereochemistry of the compound . T h e t w o halogen atoms, the 
C I and C 1 3 atoms and electron lone pair on the tellurium atom 
create an approximately trigonal geometry about the chalcogen 
center. It w a s not possible to dist inguish b e t w e e n the chlorine and 
bromine atoms bonded to tellurium atom due to apparent disor-
der. They were mode l l ed at 50% o c c u p a n c y each. B o n d distances 
and angles fit wel l in the ranges o f corresponding compounds . 

Table 1. Data collection and handling. 

Crystal: yellow block, size 0.18 χ 0.25 χ 0.32 mm 
Wavelength: Mo Ka radiation (0.71073 A) 
μ: 88.01 cm"1 

Diffractometer, scan mode: Enraf-Nonius CAD4, ω 
20max: 53.94° 
MMiJmeasured, N(hkI)Umqae'· 3134, 2767 
Cri te r ion f o r /0bs, N(hkl)gC /obs > 2 σ(Ichs), 2000 
N(param)rcr,md· 131 
Programs: PLATON [4], SHELXS-97 [5], 

SHELXSL-97 [6] 

Table 2. Atomic coordinates and displacement parameters (in A2). 

Atom Site X >• ζ C/iso 

H(2) 8c 0.4706 0.3807 0.3242 0.064 
H(3) 8c 0.4755 0.4230 0.2382 0.077 
H(4) 8c 0.6116 0.2937 0.1884 0.085 
H(5) 8c 0.7561 0.1482 0.2258 0.072 
H(6) 8c 0.7528 0.1009 0.3123 0.053 
H ( l l ) 8c 0.5570 0.2668 0.5027 0.093 
H(12A) 8c 0.383(2) 0.312(6) 0.4816(4) 0.064 
H(12B) 8c 0.354(4) 0.131(4) 0.4911(9) 0.064 
H(14) 8c 0.396(3) 0.103(2) 0.353(3) 0.053 

Table 3. Atomic coordinates and displacement parameters (in A2). 

Atom Site Occ. χ y ζ U\\ U22 f/33 f/12 U13 U23 

Te(l) 8c 0.61772(3) 0.19356(5) 0.40624(2) 0.0293(2) 0.0311(3) 0.0337(3) 0.0002(2) -0.0009(2) -0.0033(2) 
Cl(l) 8c 0.5 0.60935(9) -0.1132(1) 0.38351(5) 0.0482(6) 0.0352(6) 0.0491(7) 0.0047(4) 0.0028(5) 0.0001(5) 
Br(l) 8c 0.5 0.60935 -0.1132 0.38351 0.0482 0.0352 0.0491 0.0047 0.0028 0.0001 
Cl(2) 8c 0.5 0.58891(9) 0.4923(1) 0.42203(5) 0.0425(5) 0.0313(6) 0.0769(8) -0.0015(5) 0.0077(5) -0.0149(6) 
Br(2) 8c 0.5 0.58891 0.4923 0.42203 0.0425 0.0313 0.0769 -0.0015 0.0077 -0.0149 
C(l) 8c 0.6098(5) 0.2351(9) 0.3269(3) 0.034(3) 0.032(4) 0.043(4). -0.003(3) 0.005(3) 0.000(3) 
C(2) 8c 0.5275(7) 0.332(1) 0.3044(3) 0.055(5) 0.057(6) 0.047(5) 0.013(4) 0.002(4) 0.013(4) 
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Table 3. Continued. 

Atom Site Occ. X y ζ Un t/22 ί/33 U12 Un 1/23 

C(3) 8 c 0.5300(8) 0.356(1) 0.2533(4) 0.072(6) 0.071(6) 0.051(5) 0.019(5) -0.002(5) 0.020(5) 
C(4) 8 c 0.6132(8) 0.282(1) 0.2235(4) 0.084(7) 0.075(8) 0.054(6) 0.003(6) 0.005(5) 0.014(6) 
C(5) 8 c 0.6973(7) 0.192(1) 0.2457(3) 0.065(5) 0.057(6) 0.057(5) 0.007(4) 0.024(4) 0.001(5) 
C(6) 8c 0.6964(6) 0.1650(9) 0.2974(3) 0.049(4) 0.040(4) 0.044(4) 0.004(3) 0.003(3) -0.001(4) 
0(11) 8c 0.5178(5) 0.1860(8) 0.5055(2) 0.063(4) 0.083(5) 0.039(3) -0.002(3) -0.007(3) -0.005(3) 
C(12) 8c 0.4128(7) 0.204(1) 0.4779(3) 0.050(4) 0.058(5) 0.052(5) 0.000(4) 0.001(4) -0.007(4) 
C(13) 8c 0.4364(6) 0.1687(9) 0.4230(3) 0.029(3) 0.041(4) 0.042(4) -0.002(3) 0.004(3) -0.014(3) 
C(14) 8c 0.3649(6) 0.122(1) 0.3891(3) 0.034(4) 0.054(5) 0.044(4) -0.006(3) 0.004(3) -0.007(4) 
Br(15) 8c 0.20443(7) 0.0868(1) 0.40239(4) 0.0343(4) 0.0816(7) 0.0735(6) -0.0121(4) 0.0015(4) 0.0036(5) 

Acknowledgments. Financial assistance provided by FAPERGS and CNPq 
(Brasil), and we thank Professor Joachim Strähle, University of Tiibingen, 
Germany, for his kind hospitality and for providing facilities. 

References 

1. Braga, A. L.; Marchi, Μ. I.; Andrade, L. H.; Silveira, C. C.: Synthesis of 
Dibromo-vinyl Chalcogens. Synthetic Commun. 30 (2000) 407-416. 

2. Petragnani, Ν.: Tellurium in Organic Synthesis. Academic Press, Great 
Britain, 1994. 

3. Irgorlic, Κ. Y.: For a large literature coverage upon addition of halogens to 
organyl tellurides. In: Houben-Weyl-Methoden der Organischen Chemie, 
4th Edn, Vol. E12b, Section 5.1, p. 553. Georg Thieme Verlag, Stuttgart 
1990. 

4. Spek, A. L.: HELENA and PLATON, Programs for Calculations on X-ray 
data. University of Utrecht, The Netherlands 1995. 

5. Sheldrick, G. M.: SHELXS-97, Program forCrystal Structure Determina-
tion, University of Göttingen, Germany 1997. 

6. Sheldrick, G. M.: SHELXL-97, Program for Crystal Structure Refine-
ment, University of Göttingen, Germany 1997. 


