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EE PN

(W B 55 4k B v H B 5 A, AR SCAS B R L
ANG51R: 1) HJE 01 ) W B T35 3l Mg(0001) 4 [f 1)
fec 5 hepfr, Hrp fee A7 W S 4 F0; 2) H IR+ H
15 7 Mg(0001) & [ [n] 44 P 47 LIS, B 7 e e P oz o
Y HLAE 22 0 0.6784 eV; 3)FK 45 F 5% H 5 1 M Mg
RN B, KB GR Y B, Rims
PN B R, R T 45 R 2 A BRAE Mg 3R 1M
(TP 4) ST ERBE I AA A, B95R T Mg R X H
JEF A 2 B e g, SRR 2l E A H R 1 S 5
I Mg PR AT L, B B AR 1 H R
S DT AR P IR BRAE ;. 5) ARG T hep A2 T 5, HIR
T T Mg(0001)Z MM fee fiAA R, 78K A AL A
A BACHI T2 ENED, HAETOKRRER UL AT
2 10 BB PR TG 1 2 A S Mg (000 1) 3% T HL 1+
B 66 7 0 3 88 U5 DR 23 7 (A AR B8 T Mg R THIR H
T4, AR )Z Mg U1 R RE X (1) BB L 1) 2%
KBS AL A He, ITTHE T Mg R 1% k.

[ O N S

289(1-2): 197—206[doi]

oo

M S3GR, WM&, R¥}H, F. S8 F4& Ti(0001) & & R M 69 % E2 &R, WIS FIR, 2006, 22(4): 445—450

ey, AR, T8HE, F. ORRTFLEy-TIAII) R &@ERGE—EREHR. 285K, 20006, 42(9): 897—902

AR, BE A, KIGR, F. Cu(100)& & c2X2)-N R FL4H# 5 R MAT AR, % F IR, 2006, 55(11): 6001—6007

HEE, R SRR YR A 2l Ak i 09 YR, B A R, 2007, 17(8): 1105—1113.

Sakintuna B, Lamari-Darkrim F, Hirscher M. Metal hydride materials for solid hydrogen storage: A review. Int ] Hydr Energ, 2007, 32(9): 1121—1140[doi]
Zaluska A, Zaluski L, Strom-Olsen ] O. Synergy of hydrogen sorption in ball-milled hydrides of Mg and Mg,Ni. ] Alloy Compd, 1999,

Jurczyk M, Smardz L, Okonska I, et al. Nanoscale Mg-based materials for hydrogen storage. Int ] Hydr Energ, 2008, 33(1): 374—380[doi]
Zaluska A, Zaluski L, Strdm-Olsen ] O. Nanocrystalline magnesium for hydrogen storage. ] Alloy Compd, 1999, 288(1-2): 217—225[doi]

9 Huot J, Pelletier J F, Lurio L B, et al. Investigation of dehydrogenation mechanism of MgH2-Nb nanocomposites. ] Alloy Compd, 2003,

348(1-2): 319—324[doi]

10 SongY, Guo Z X, Yang R. Influence of selected alloying elements on the stability of magnesium dihydride for hydrogen storage applications:
A first-principles investigation. Phys Rev B, 2004, 69(9): 094205—094215[doi]

11 LiS, Jena P, Ahuja R. Dehydrogenation mechanism in catalyst-activated MgH2. Phys Rev B, 2006, 74(13): 132106—132109[doi]

12 Kittel C. Introduction to Solid State Physics. New York: John Wiley & Sons Inc., 1986

13 Perdew ] P, Wang Y. Accurate and simple analytic representation of the electron-gas correction energy. Phys Rev B, 1992, 45(23): 13244—13249

14 Delley B. Analytic energy derivatives in the numerical local-density-functional approach. ] Chem Phys, 1991, 94(11): 7245—7250[doi]

15  Pack ] D, Monkhorst H J. “Special points for brillouin-zone integrations” —a reply. Phys Rev B, 1977, 16(4): 1748—1749

16 Halgren T A, Lipscomb W N. The synchronous-transit method for determining reaction pathways and locating molecular transition states.

Chem Phys Lett, 1977, 49(2): 225—232[doi]

17 Fukai Y. The Metal-Hydrogen System. Berlin: Springer-Verleg, 1993

18  Hou Z F. First-principles investigation of Mg(AlH4)2 complex hydride. ] Power Source, 2006, 159(1): 111—115[doi]
19 Boettger ] C. Nonconvergence of surface energies obtained from thin-film calculation. Phys Rev B, 1994, 49(23): 16798—16800]doi]
20 HuQM, Yang R, Xu D §, et al. Enetgetics and electronic structure of grain boundaries and surfaces of B- and H-doped Ni;Al Phys Rev B,

2003, 67(22): 224203—224211[doi]

21 Jensen P, Blasé X, Ordejon P. First principles study of gold adsorption and diffusion on graphite. Surf Sci, 2004, 564(1): 173—178[doi]
22 Sprunger P T, Plummer E W. The interaction of hydrogen with simple metal surfaces. Surf Sci, 1994, 307-309(1): 118—123
23 Ealet B, Goniakowski J, Finocchi F. Water dissociation on a defective Mg (100) surface: Role of divacancies. Phys Rev B, 2004, 69(19):

195413—195421[doi]

24 Bortz M, Bertheville B, Béttger G, et al. Structure of the high pressure phase y-MgH2 by neutron powder diffraction. ] Alloy Compd, 1999,

287(1-2): L4—16

25  Jacobson N, Tegner B, Schréder E, et al. Hydrogen dynamics in magnesium and graphite. Comp Mater Sci, 2002, 24(1-2): 273—277[doi]
26 Schimmel H G, Kearley G J, Huot J, et al. Hydrogen diffusion in magnesium metal (a-phase) studied by ab-initio computer simulations. J

Alloy Compd, 2005, 404-406(1-2): 235—237

1447


http://dx.doi.org/10.1016/j.ijhydene.2006.11.022
http://dx.doi.org/10.1016/S0166-0462(99)00013-7
http://dx.doi.org/10.1016/j.ijhydene.2007.07.022
http://dx.doi.org/10.1016/S0925-8388(99)00073-0
http://dx.doi.org/10.1016/S0925-8388(02)00839-3
http://dx.doi.org/10.1103/PhysRevB.69.094205
http://dx.doi.org/10.1103/PhysRevB.74.132106
http://dx.doi.org/10.1063/1.460208
http://dx.doi.org/10.1016/0009-2614(77)80574-5
http://dx.doi.org/10.1016/j.jpowsour.2006.04.015
http://dx.doi.org/10.1103/PhysRevB.49.16798
http://dx.doi.org/10.1103/PhysRevB.67.224203
http://dx.doi.org/10.1016/j.susc.2004.06.188
http://dx.doi.org/10.1103/PhysRevB.69.195413
http://dx.doi.org/10.1016/S0927-0256(02)00175-1

	H原子在Mg(0001)表面的吸附与扩散性能研究 
	张健①②, 周惦武①*, 刘金水② 
	 



