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We weresurprised thinking it might be a misprint, with sucha shortC-N bondlength,l.OS(S)A, of X ®A FeNCwhenthe Lie and
Dagdigianpaper(2001)on FeNCby LIF? cameout. Ziurys andSheridaraslofounda shortCN bondlengthfor the X CoCN,1.13133
A, by MW, lastyear® For X 2A; NiCN, KingstonandMeref® hasreporteda little shortCN bondlengthof 1.1591(29)4, determined
by LIF, andSheridarandZiurys” 1.1580(8),& by MW. Our ab initio calculatedr, valuesthoughsomeof themarepreliminaryatthe
moment,arel.l?Z(FeNC),l.171(CoCN),and1.166,5\ (NIiCN). Thediscrepang betweerexperimentabndtheoreticalvaluesis in the
orderFeNC> CoCN > NiCN, in parallelwith the expectedionic characteof the metal-ligandbondandaccordinglywith the floppy

characteof the bendingmotion. The obsenedtoo-shortCN bondlengthsin theseradicalsprobablycomefrom the inadequatenodel
usedfor theanalysisof obsenedspectra.

A new modelwill be proposedandcalculationsof the threedimensionabotentialenegy surfacesfor X ¢ A FeNC/FeCN, which are
necessaryor the theoreticalanalysisbasedon the nev model,arein progressat the level of MR-SDCI+Q with Roos-ANO(Fe) and

aug-cc-pVQZ(C andN) basissets.
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