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Over the pwtbmyems successfulattemptshavebeenmade to prepare stablederivatives of 
*cycb&mpenyli.d~-cyc~iene (calico) systm. Thi8paper~fm~tiegrelimim.q 
results af an X-ray cry6talkgraphic sMy of 1,2,3,4-t- 5,6~ipleql~licene (I) using 
crystalskirdlysuppliedbyMr.I.~toftheDepartment ofoqjmicolenn'stry,~ 
University,Jezwalem. TWse~~,iD@heruithhem@enylcalicene heqhnyltripenia- 
fulvalene), Lrut cnly I& tetmmSb0 canpcmdp?cmd suitablefmX-myanalysis. The carpa& 
has beenfullydescribed by BergnmnandAgMnatla'b k,d andbyHra~arrl.cc4mkers . 

RI 

cKystalData:- C20%oC4: mhmbic. Needles,elmgated~. 

a = ll.588+o.C02, 2 = 21.158+0.001(, 2 = 7.02cH_0.00261. 2 = 4. CuKa radiatim A = 1.5418. 
space grcup P212121 frwnabsences. 

*ExkrnalStaff,MedicalResear&Cmncil 
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lhecelldimnsicnsardintemitiesofl836reflexicmsweremasuz%l franacry5talcbsiz.e 
0.02 x0.04 xO.lOmm.usirga Pi&m a~tamtic diffractaneter inthe 28 scanmxle. The slnmzture 

was solved by tie heavy-atan teduW=. ~c@esoffull+naMxisotropicardtwoc@escd 

anis- least-squatxs calculatimshavereducedthediscrepamy iniex R to 7.3%. The bud 

disiimeeareshaminFig.1. Ccmpmblevalues,famdbyMmamchx ’ et. al. 2 in 1,2,3,4- 
~~~5,6~i_k~l~licenearegiveninparerrtheses. 

TbeslanGrddeviatimofacarbc+carbmbmddistance is estimatedas 0.0s i.nthep%sent 

~k~le~~et.61.qucrteO.~f~thestagecbrefinementreachedat~etimech 

plblicatial. ThemsximmdeviationbeWeentietuoseCs ofbordvaluesis 0.03scr less thsn 

~eestandazddeviati~. The sgreemsntb&xeen &emically equivalentbcnds, e.g. C(l)-C(2) ard 

C(3)-C(4) isalsowellwithinthe estimated stan.Grddeviation. 

Asimilzrclose agreemntiscbtainedfa?theccmparableb&angles. Thelargeexternal 

ard smallintermlanglesf~byshimmxchiet. al. fmthethree EmberedPirgS~taniS 

CCllfil?Wd. Thecbservsdbcrdar@esarelistedinTableI. 

Table I. 

m w 
C(1) Cl(l) 

cm Cl(l) 

C(1) C(2) 

C(2) Cl(2) 

C(2) U(2) 

C(2) cm 

C(3) Cl(3) 

C(3) Cl(3) 

C(3) C(2) 

C(4) U(4) 

C(4) U(4) 

C(4) C(3) 

w 

C(2) 

C(8) 

C(8) 

cm 

C(3) 

C(3) 

C(2) 

C(4) 

C(4) 

C(3) 

C(8) 

C(8) 

AnsleO 
125.28 

123.38 

lll.22 

127.26 

125.44 

107.19 

123.02 

128.04 

108.64 

125.02 

124.89 

109.94 

C(8) C(1) 

C(8) C(1) 

C(8) C(4) 

cm C(8) 

C(7) C(8) 

C(7) C(5) 

C(5) C(7) 

C(5) C(7) 

C(5) C(6) 

C(6) C(7) 

C(6) C(7) 

C(6) C(5) 

w 

/ 

w 

C(4) 

C(7) 

C(7) 

C(5) 

C(6) 

C(6) 

C(6) 

C(15) 

C(15) 

C(5) 

C(9) 

C(9) 

Ankle0 
102.79 

127.56 

129.59 

155.55 

146.90 

56.94 

60.73 

152.67 

146.58 

62.33 

151.55 

146.10 

C-C-Caverage inbenzenering = 120.0' 

7 
BothX-raydeterminations confirmthecalmlations of Dmarard Gleicher" which pedict 

s~~bcrdfiwtianardlafk~aranatic~terinthecalicenesystem. 

FWtherref inementaf~es~ctureisin~ogress~fu~details~~eandlysisand 

discussicmof tieresultswillbe PJblished later. 
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FIQUI)E 1 

Scud distances in 1,2,3,Ic-TeWmhlmc+ 5,6-diphenyl~liceneat 

R=7.2%. CcqamblevaluesfamdbyShmcuch 
'2 

i et. al. in 

1,2,3,4-tetmchlmc-S,L-di-r+popylcalicene at R = 13% are given 

inpnrenth~es. 
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