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CRYSTAL STRUCTURE OF 3-(2-CHLOROBENZOYL)-1,1-DIPHENYLTHIOUREA,
(C:HspN(CS)(NH)(CO)(CeH4Cl)
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Some thiourea derivatives are selective analytical reagents, espctially for the determination of
trasitions metals in complex interfering matrices [1]. In this study 3-(2-chlorobenzoyl)-1,1-
diphenylthiourea is synthesised [2,3] and the crystal structure is determined by X-ray diffraction
methods.

Fig 1. The molecular structure of 3-(2-Chlorobenzoyl)-1,1-Diphenylthiourea. Displacement elipsoids
are drawn at the %50 probability level.

It crystallises in the space group Pbca, with a = 9.581(3) A, b=9.992(3) A, ¢ = 26.640(8) A, a=p=y =

90° and D.,=1.410 Mgfm3 for Z=8. The bond lenghts and angles in the thiourea moiety are typical for
thiourea derivatives; S-C and C-O bonds both show typical double-bound character. However, the C-
N bond lenghts are shorter than the normal C-N single bound lenght of about 1,48 A.

Table 1. Selected bond lenghts and angles.

Bond Lenghts (A) Bond Angles (°)
S(1)-C(8) 1.650(5) N(1)-C(8)-S(1) 119.2(3)
C(7)-0(1) 1.213(5) N(2)-C(8)-N(1) 115.2(4)
N(1)-C(7) 1.350(5) O(1)-C(7)-N(1) 121.2(4)
N(1)-C(8) 1.415(5) C(7)-N(1)-C(8) 122.3(4) °
C(8)-N(2) 1.322(5) C(1)-C(6)-C(7) 124.5(4)
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