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It has been already reported that 8,8-dIoyanoheptafulvene (I) haa a planar 

6truoture (1). Beoently many halogen derivatives of (I) have been prepared 

and the positions of substltuenta have been determined by meana of the dipole 

moment measurements (2). HoweVer, Ia the 1,6_dImbstItuted derlvatirea (II 

a-o) the observed moments were always lower than the oaloulated ones by 1.2. 

i.SD. Thle suggests some conformatlonal 0-8 of the aoleoulee owing to 

the strong lntremolecular lnteraetlon between the dloyanomethylene group and 

the substltuenta (3). The present work was undertaken In order to raveal 

the oonforniatlon of (II a) 

the non-benzenold aromatlo 

and from our general Interest8 to the aromatlolty of 

NC 

NC 

II a, Ei=RpT 

b, Bi=Rr, R2=CR3 

c, R1=Br, R2-Ph 
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Crjrtal8 of thi8 808poum.l (II a) are manoollnlo, with four moleoule8 la an 

unit 0011 of the direnrionr a=8.84, b-13.33. o-9.21; and B-103.9*, the rpaoe 

group Ia P21/0. 

nation Wel88enberg 

againet a 8tandard 

The inten8itie8 war0 reoord8d On mUltipl8-fil8 OqUi-inOli- 

photo~aphr U81B@ CUKCr l%diatiOn uad 8Oa8Ur8d V18tul1r 

roale. The ol-yltal 8trucNxre war determined by the 

rymbolio addition prooedure and refined by the leart-8quaree method. After 

three o~olelr of refinement the Ii faotor wa8 reduoed to 0.14. 

The moleoule projeoted down the a ax18 18 8houn In Fig.: the Beven- 

ranbered ring take8 a boat form a8 tho8e in oyoloheptatrlene (4.5) and 

dlbeneo[b,f]tropone (6). The anomallerr of the dipole moments mentioned 

above oau be rea8onablJ interpreted on the ba818 of the pre8ent roleoular 

geometry, @id the feature of W 8peotra 18 al80 oomp8tlble rlth it. Therefore, 

it m87 be oonoluded that the sterlo form of the roleoule In the orf8tal 18 

8lallar to that In 8OlUttiOn. There are no abnormal short oontaots between 

the moleoule8 In the orjrtal. ~ 
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Further 

reflnemntrr are 

in prO@F888, and 

a detailed aooouut 

of thie work ulll 

be pre8Onted in 

the near future. 
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