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Figure 1. Schematic illustration of NH4' —BeHz2 system by (a) conventional MO (optimized
equilibrium geometry) and (b) ab initio PIMD (representative snapshot of configuration).
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Table 1. Geometrical parameters of NH,"---BeHs. The values % 0.002 - :
corresponding for monomers are included in parentheses. -
N—H’ H°...H H—Be 0ot |
<R>/0 1.0524 (1.0439) 2.1919 1.3738 (1.3509) ,
AR /O  0.0705 (0.0698) 0.6493 0.0913 (0.0948) 0 2 . 3 4
R, /0 1.0425 (1.0245) 1.5705 1.3511 (1.3291) =

Figure 2. The distribution of Run
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