JRFAZY RS 2002 19 (Suppl): 1-3  1SSN: 1007-4627 CN: 62-1131/04

B4 T 1 e A 2R L T 5 R AR

Waftis, 5KAGLL, fRom, 8Lt TR
MBI ER LRI S

Wokis H 2B E Y Mg kA B sz H Y
£

fEQCISD/6 3 1 1G /K- LMfk5E 7B+ 4 7p FHISFRE M i G Mo T RERIRE R Y 1153
Ao BN AR R TS T A T R PR B T LRI R T Jahin Tellerow, i i BRI Sk 55045 21
BRI T BRI IS R B0 IF A LE SR T RO A RSB PR T ORIROE T AR C2v g L.

An ab initio study is made of the Jahn Teller distortion of the B + 4 molecule using quadratic
configuration interaction with all single and double substitutions (QCISD) and 6 311G * basis
set. For this cation, the D 2h (rectangle and rhombus), D 4h , C 2v (planar and non planar), D
ooh structure are full optimized and analyzed using energies, bond lengths and angles,
harmonic frequencies and group theory. The present results predict a new stationary point
structure of...
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