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Theequilibriumgeometryof thegroundelectronicstateof C�	��
 hasbeendeterminedto beT-shapedat thelevel of CCSD(T)/cc-pVQZ:��
��������
=1.298̊A, � ��������� =173.75� , ��
�� � � ��
 � =3.85Å, � � � � ��
 =90� . Its bindingenergy is about130 ������� andthevdW

stretchis 30 ��� ��� . Theinternalrotationof thecomplex is stronglycoupledwith thevdW stretch.Otherconformers(two in-planeand
oneout-of-plane)havebeenidentifiedastheC� moietyof thecomplex bendsaway from theequlibriumangle.Thecomputationresults
will beusedto qualitatively interpretour experimentalobservations.


