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Al Li Li AlzLi  AlLiz AlLi
(FCC) (FCC) (BCC (L1p) (Llp) (Llp)

ni 0.2124 0.0538 0.0699 0.1535 0.1080 0.2014
n 0.0046 0.0008 0.0153 0.1829 0.0778 0.3057
n3 / / / 0.0021 0.0008 0.2252
n4 / / / 0.0014 0.0015 0.0052
ns / / / / / 0. 0068
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4E  BJkJ* A mol” ! a b c %
Al 191.5 -1.68 8.46 -0.79 /
Li 490. 5 / / / 0.618
Fz3 0pFJ WEVE
Al AL AlLi AlLi; Li Li

(FCC) (L1y) (Llp) (Lly) (FCC) (BCC)

O /K 398 415 410 405 344 344
J 2.00 1.98 1.99 2.01 2.00 2.00
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4B 5 aY AI(FCC)  ALLi(L1,)  AlLi(Llg)  AlLis(L1y) Li(FCC) Li( BCC)
Li & #/ % 0.0 25 50 75 100 100
ZeBr oal/ oL 4/ 4/ B3 4/B3 4/ A3 /A3 /A3
al A 4.0462 4.0100 3.9574 4.070 4. 4089 3.491
nt/ o( &) ! 1.88 1.87 1.90 1.52 1.40 1.40
n/ o i) ~! 10. 12 8. 12 6.10 4.48 2. 60 2.60
(1) 72.6 63.0 46. 4 31.1 11.2 11.2

B/GPa (2) 76. 8 68.9 61.6 30. 8 19.0 12.0
(3) 82.2 72.0 50. 4 28.4 13.6 15.2

(4) 75.2 66. 0 / / / 12.0

(1) - 325.4 - 291.3 - 242.9 - 190.8 - 152.8 - 158.6

E¢/kJ*mol™ ' (2) - 405.7 - 366. 1 - 318.2 - 261.8 - 207.6 - 206.8

(3) - 387.2 - 342.3 - 288.8 - 225.9 - 164.1 - 163.8

(4) - 322.4 / / / / - 161.1
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COHESIVE PROPERTY AND ELECTRONIC STRUCTURE
OF ORDERED AFLi INTERMETALLIC COMPOUNDS

Gao Yingjunﬁ, Chen Zhenghuat, Huang PeiyunT, Zhong XiapingJr
t Central South University of Technology, Changsha 410083
t Physical Department, Guangxi University, Nanning 530004

ABSTRACT Using the valence bond theory of solid, the electronic structure of FCC-base-ordered AFLi intermetallic

compounds has been analysed systematically, the results showed that the hybrid order of Al atom in these compounds is

unchanged. The calculation results showed that cohesive energy of these compounds decreases linearly with the increase-

ment of the number of covalent electrons in crystal cells, while bulk modulus linearly increases, and the above results were

compared with other results obtained by other calculating method and experiment.
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