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RAMAN IMAGES FOR RADICAL CATION SALTS. 
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CRYSTAL STRUCTURE OF (BEDT-TTF)3(SO3NH2)2(H2O)2  AT ROOM TEMPERATURE. 

Crystal data: 3C10H8S8.2SO2NH2.2H2O, Mr = 1382.14, triclinic,  a = 6.761(8), b = 11.861(14),  c = 

16.726(16)  Å, α = 90.86(4), β = 91.18(5), γ = 100.95(5)°, V = 1316(3) Å3, Z =  1, P-1, Dc =  1.743 

g cm-3, (MoK)  = 1.101 mm-1, T =  300(2) K,  Rint 0.080,  5701 unique reflections,  1505 with  F > 

4(F),  R = 0.125, wR = 0.358. 

  

 .

Figure A. Molecular structure of  (BEDT-TTF)3(SO3NH2)2(H2O)2  at 300 K with anisotropic displacement 

parameters drawn at the 50% level. 

 

 

Figure B. Molecular structure of  (BEDT-TTF)3(SO3NH2)2(H2O)2  at 300 K with anisotropic displacement 

parameters drawn at the 50% level with H atoms omitted. 

 

CRYSTAL STRUCTURE OF (BEDT-TTF).Br  AT ROOM TEMPERATURE. 
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Crystal data: C10H8S8.Br, Mr = 464.55,  monoclinic, a = 12.8238(16), b = 11.0175(10)  c =  

11.2402(11) Å, = 103.712(11)°, V = 1542.8(3) Å
3
, Z = 4, C2/c,  Dc = 2.00 g/cm

3
,  

(MoK)  = 3.73 mm
-1

, T =  294(2) K,   1770 unique reflections, 1527 with  F > 4(F),  R = 

0.060, wR = 0.104.   

 

 

Figure C. Molecular structure of  BEDT-TTF.Br  at 294 K with anisotropic displacement parameters 

drawn at the 50% level. 
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