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Table | Optimized Equilibrium Geometrics of BX,;NH

complex basit sets Ry (A) | Rax (A) | Ry (A) | £XBX® | ZHNH®
BSI 1.804 1.251 1071 | 11451 109.93
BH,NH, - BST 1.694 1.201 0.995 112.08 nLn
6-31G " ab initio 1.690 1.208 1.004 114.10 108.00

exp. 1.60 . - - - -
BSI 1.844 119 1.072 115.10 110.16
BENH, BST 1.616 1.396 0.983 113.64 111.82
6-31G * ad initlo 1.695 1.354 1.005 114.70 108.50

exp. 1.60 1.38 - 1o -
BCLNH _BSI 1771 2044 1.074 114.39 109.83
¥ BSH 1.601 1.887 0.984 113.51 11133
_ BBy, BS1 1.762 2210 1.071 114,30 109.95
BST *1.600 2032 0.994 113.43 110.75
m,;m, | BSI 1.762 2.431 1075 a4 | 10941
BST 1.602 2.242 0.986 113.32 110.61
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Fig.1 Orbital corrclation diagram of BX;NH, with BX; and NH,(BSII)
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RELATIVISTIC PSEUDOPOTENTIAL
ab INITIO STUDY OF BX,NH, (X=H,F,CLBr,]) 1I.
Li Xiping

(Depariment of Basic Science and Technology, Kunming Instituie . f Technology, Kunming 650093)
Ma Zhongxin 13us Shushan
(Departmeﬁl of Chemistry, Yunnan {niversity, Kunming 650091)

The relativistic pscudopotential agb initio has been used to study the scrics of
BX,NH, (X=H,F,Cl,Br,I). The optimized gcometries have been obtaincd, and the clectronic
structurc and naturc of bonding have been discusscd.'. It is found that somc of clectron has been -
transfcrred from atom N to atom B, and the o—coordinative bond has been formed which is cs-
scntially localized on atom N. From BF,NH,, BCI;NH,, BBr,NH, to BI,NH, the strength of
coordinate bond (B—N) increasc gradually. On the contrary, the stability order of the
coordination compounds arc BF;NH, > BCI,NH, > BBr,NH; = BI,NH,.

Keyworda: relativistic pseudopotential coordination conphund amine—boron trihi;ide



