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Acylatlon of the 2-arylamino-2-thlazolinee end the enalogour thiazinez 

resulted meetly in two types of isomers; I and II [II, whioh ( e.g. meeyl- 

amidee ) ten be dieting&bed by their HMR and mass epectra 12-51. 

xml I thlazollnea 
I n=2 I thiazinez II 

In the case df benzzmide derlvativee, however, enalysie of the HMR epeatra 

suggested that only one immer (III) with structure of type I could exiet. 
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But thir oonoludon warn queried w&en the IWR data of bensamidee with an ortho- 

oubetituent (X - CH3, Cl, eta.) on the bensoyl group, were oompared with eimi- 

lar epeotra of their ealt6 C3,41. These iuveetlgatione uuggeeted etructures 

of type II for the ortho-eubetituted benlcamidee (IV). This idea was also cup- 

ported by mace rpeotra C53. 

The argaslents for artructure IV were, neverthelees, weakened by the pas- 

eibilltier that t (i) an altered eolvatation in the aase of etructure I (pre- 

emaahly oaueed by a greater eterio hlndrenoe en ortho-eubetitution) oould 

al6e lead to the enomaloua NMR apeotra obtained; (ii) the eterio effect6 die- 

oueeed in 151 might aleo acoount for the phenomena In the maes epectra of the 

rrtructure6 of type I. In order to aamumr these queetiona and to give a finu 

baair for further oomplex studlee of theee derivatives of thiasollne and 

thlazine, an X-ray etudy of the title compound hae been performed. 

The structure of C,&7OlV2SCl (a - 6.518, b - 13.547, o = 19.314 1, 

I I 4, de = 1.335, s - 1.323 g.amo3, P2,2,2,) was solved by the direct method 

161 adsg intensitiee meaeured on a two-alrcle Stotiffttlnger diffraotemeter. 

Book-diagonal lea&-oquaree refinemud t7l of the poaltlonal end ribrational 

parameter0 gave the present oonventlonal R factor of 11.2 %. 

The moleoular etruoture (fig. 1) ie ooneietent with the eappoeed model IV 

(A .eb type II) and thue conflxme the interpretation of the NMR end mace epeot8 

for the ortho-eubetituted benaamider. The benseue ring6 u end B) are almost 

perpendioular (98.2’ and 82.1’ , reapeotlvely) to the plae g fonned by the 

C(9),lO(l),lP(2) and 8 moiety. Plene p also involve8 Borne other atoms; C(1) ,C(l2) 

and oxygau dthin experimental error* In ngreenent with thie, the intermediate 

bond lengthrr; C(l)-H(l) = 1.44, (1(9)-S - 1.77, C(9)+(2) = 1.41 and 

B(2)-C(12) I 1.34 , indicate that a meeomerlo eyet6n le formed on the group P 

of atema mentioned with the participation of a rather looalired double bond, 

X(1)-C(9) = 1.28 i. The thiasollne group iteelf, however, ie not planar, the 

C!(lO) end C(l1) carbon atoms deviate (A = 0.30 and -0.23 1, respectively) from 

the plene p thum fee au envelope shape for ring p. The other bond length6 

Cexoept S-C(l1) = 1.87 11 and bond anglee agree, within experimental error, 
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Fig. 1 : Molewlar confonnatlon obeerved in the ory8tal atmcture of 

the title csompound, ahowing atomio and ring numbew wed 

and the anleotroplo vibrational elllpaold& 

with the correeponding data reported in the literature ( e.g. C81 >a The 

SC(11) bond ie consIderably longer then the enam of PaulIn@ 6 ooralent radii 

eomoted for the electronegatlvltiee (1.81 &. A similarly long S(II)-C(w)) 

bond lo fouud In l!J,K4iglyoyl-Loy8tie dlhydrate t91, however* 

Ac~owledgegneat~ Thank8 are due to Mr. Ce. PerUa! for hie Talu8bl.e help 

in the experimental work. 
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