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1
(+1) ) (-1)
EL Ep  AMO/MH E, AMO/H EJY E, AMO/H
Ti,-10H, -50.298 5.846 0.810 -56.144 0.029 -56.741 0.597 -0.026
Tis-15H, -79.623 4934 0.051 -84.557 0.023 -85.271 0.714 -0.016
Tis-13H, -76.479 5.719 0.031 -82.198 -0.005 -83.332 1.134 -0.044
Tis-15H, -92.818 5.241 0.024 -98.059 -0.007 -99.344 1.285 -0.042
Tig-18H, -108.836 4.874 0.012 -113.710 -0.012 -114.705 0.995 -0.040
Ti;-21H, -132.356 5.637 0.025 -137.892 -0.002 -139.800 1.908 -0.029
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Notes on Geometric and Electronic Structure of Small
[Ti,-mH,]"(x= -1, 0, +1)

SHANG Ming-hui*, WEI Shi-hao?, ZHU Yue-jin*"

( 1.Faculty of Science, Ningbo University, Ningbo 315211, Ching;
2.Department of Physics, Fudan University, Shanghai 200433, China )

Abstract: Structures of [Ti,-mH,] (n=2~7; m=0~22; x=—1, 0, +1) are optimized using the DMOI® cluster method
based on the density functional theory (DFT) under the generalized gradient approximation. By analyzing the
Atomic Mulliken Occupation (AMO) of these clusters, it is found that the charge of the clusters would be
redistributed when the clusters were charged with one negative or positive charge. As a result, most of the bond
length between Ti atoms and between H atoms were elongated obviously. Then the geometric structures of the
negative or positive clusters were changed even distorted. The natural structures are found to stay very stable due
to the large ionization potential and electron affinity.
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