JR YIRS 2009 26 (1): 59-63  ISSN: 1007-4627 CN: 62-1131/04

5 R

i s LR 45 K AR A2 5

X, SR, kG, ik

N R BERLE S ER B, 1095 1 225002
Wokis H 2B E Y Mg kA B sz H Y
£

B R BT T (Vanadium) 7= I N RIS ARAS . Sl i A7 5 (bee) 45 H4 FIARLEEAS [l [k i N BY
Yl RECAANITTE,  RIYEIRZAIO5 GPalt C44<0, DB 7 25 ALTE B4 R AR E 16
B BN B R B R AE T RS T BIZETH 1A (Rhombohedral) (45 #AHAS, AR #2470

GPa, X 4iRE5HFITMILELERFTE. BERRIVYERLA380 GPal, KakASFHRBIFR LT 4,
FAAHAR,  3XH R SEHG R B0 AIE

We have studied the structure phase transition of Vanadium under high pressures by density
function theory. A mechanical instability in the shear elastic constant (C44) has been found for
body centred cubic(bcc) Vanadium at about 95 GPa, which indicates the existence of the
structural transition. By calculation and analysis, we found that there was a bcc

rhombohedral structure transition at the 70 GPa, which is consistent with the experiment
data. Our calculations also firstly gave that there was a rhombohedral bcc structure
transition at about 380 GPa, which needs to be verified by the experiment.
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