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BeO {E 7 Wi & He T 2 /S T7 [ EHBE 45 1) (Wurt-
site, 45 A W), 20 HF Poyme, Z =2, BiiaBA1T— K
YLK BAAH. 33k DA A ' 1) v s AH & IR 454 (Zine-
blende, 45 4 ZB) M1 NaCl %5 #J (Rocksalt, 4i 5 N
RS). M BeO 7E s FIAT A, PR T RE . AHAR
BEAT T2 MBS TS A se g g

Hazen % 1 BeO-A1,05-810,-H,0 #. i 1 X it
LT, 5 5GPa s [l N 75 2 BeO 14K 5 i K, =
212GPa. Jephcoat 25 ] Raman %4> M T LA Ar,
WAL H Ay BT BeO it Ky 2 42GPa MR IR A
JRHIH R AR T 3 55GPaty K K W AHAS & 4=, Con-
tinenza 2 FH 45— M J5UBE oF B0 T 4R 4 98 AR O S 4
(7.8—10.7eV) () BeO £ 7 R A C, BN FE 1 ZIK
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tin orbital, FPLMTO) J5 % il 2k ¥4 41 & = 7 i
(Linear combination of Gaussian type orbitals-fitting
function, LCGTO-FF) J7 %43 55 T BeO PR 7
FERIBANH (W, ZB, RS) A& Ik, T — 8
A AR B 1%2: W—ZB—RS, A2 1435 76GPa
F95GPa. Navayana 2575 4 NI A7 %} Tt (Diamond
Anvil cell, DAC) H#ET T X ZAT4 42 66GPa, BeO
TRFFETRR S50, RRAMAS; fEmE T, V/ Vo=
0.830; [l & K = 413 | & ¥ & K, = 244GPa.
Chen-Jeong Park 251 [ GGA FI LDA P fil J5 V5 i 54
T BeO MAHAR I Iy, #f€ T ABATTIA & B B Wurt-
site F] Zinc-blende FF Bl NaCl 45 &) (1) 41 45 & 77 43 31 4
91 F1147GPa; GGA F1 LDA 73 15 H i) Wurtsite 45
PP A AR 12 203 AT 224G Pa.
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RETTHE, I3 T RPR R Ky = 276GPa, 1A K
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Vo =27.462A3%, {3l K, = 276GPa.

%1 BeO#ETFa(A), c/a, Ko(GPa) X%

a c/a Ko

present 2.691 1.623 276
exp? 2.698 1.622 212
expP 2.697 1.621 244
cal® 2.703 1.620 203
cald 2.668 1.624 239
cal® 2.639 1.629 228

a) Reference[4], b) Reference[8], c)Reference[9](GGA),
d) Reference[9](LDA), ¢) Reference[7].
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Energy Dispersive X-Ray Diffraction Investigation of Beryllium
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Abstract High pressure Energy dispersive X-ray diffraction of BeO has been studied in Beijing Synchrotron Radiation

Facility (BSRF) . BeO remain hexagonal Wurtzite structure as ambient pressure phase when pressure from ambient

pressure up to 42GPa, no phase transition occur, the cell volume decrease as pressure increase. The data of the Wurtzite

phase ranging from 0.6 to 42GPa were fitted to the Murnaghan P-V equation of state. Assume K to be 4 and obtained

bulk modulus Ky =276GPa.
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