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 SrFe1–x xO3  3d-

M = Sc, Ti, …, Ni, Cu. 

 SrFe1–x xO3

 3d-  Sr2FeMO6 (

 SrFe0,5M0,5O3) c -  ( -

Fm3m), - : M (0, 0, 0), Fe 

(½, 0, 0), Sr (¼, ¼, ¼)  O (¼, 0, 0) ( . 1). 

 3d-  (Sc, Ti, , Ni, Cu). -

 3d- ,  Sr2FeMO6  1) -

; 2) ;  3) -

 ( ) .

 (FLAPW 

 WIEN2k [ 21 ])  (GGA) - -

 PBE [ 22 ]. muffin-tin ( ) : 2,00 

(Sr), 2,00 (Fe), 1,60 (O), 1,70 (M = Sc—Cr)  1,84 . . (M = Mn—Cu). Kmax

RMT Kmax = 7,0.  ( )

 10 10 10  47 k-

Sr2FeMO6.  ( )  0,0001 Ry.  

 SrFeO3.

 ( )  SrFeO3 . 2. -

 ( .  [ 23 ]) ,  SrFeO3 -
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             Sr2Fe O6
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 1  

( , B) ( tot, B/ )

Sr2Fe O6, M = Sc, Ti, …, Ni, Cu 

 *  * 

M Fe O tot ** M Fe O tot ** 

Sr2FeScO6 –0,011 2,360 0,077 3,013 Sr2FeMnO6 3,108 2,656 0,107 6,998 

Sr2FeTiO6 –0,040 1,661 0,050 2,017 Sr2FeCoO6 2,712 2,369 0,251 7,008 

Sr2FeVO6 –0,157 2,929 0,068 3,251 Sr2FeNiO6 1,527 2,400 0,237 5,716 

Sr2FeCrO6   1,518 3,128 0,064 5,473 Sr2FeCuO6 0,223 2,352 0,189 4,007 

  *  (< 0,012 B).

** .

 2 -  –7 EF ( . . 2). -

(  0,15 ). 

(  Sr  0,01 ).  Sr5s,5 - -

, . . ,  Sr2+.
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 (  Fe O).
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tot ,  2,0 B (Sr2FeTiO6), 3,0 B (Sr2FeScO6)

 4,0 B (Sr2FeCuO6).

tot  Sr2FeMO6 -
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 Sr2F O6 ,

, -

 3d- .  (  0,23—

0,25 B)  Sr2FeMO6,

, , , -

.  1,66 (Sr2FeTiO6)

3,12 B (Sr2FeCrO6),  3d-  0,01  3,11 B. ,

 Sr2Fe O6,  M — 3d-  (Sc, Ti  V)  Cu, 

 0,01, 0,04, 0,16  0,22 B ,  3d-

. ,
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 Sr2Fe O6,  M = Cr, Mn, Co  Ni,  (1,5—3,1 B)
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. 3.  Sr2Fe O6,  M:  

                               1 — Sc, 2 — Ti, 3 — V, 4 — Cr, 5 — Mn, 6 — Co, 7 — Ni, 8 — Cu 

 Sr2FeMO6 (M = Sc, Ti, , Ni, Cu). -

 Sr2Fe O6 . 3, 

 (N(EF)) — . 2. ,

 (  SrFeO3) :

1)  (Sr2FeMO6,  M = Sc, Ti, , Mn)  2) 

(Sr2FeMO6,  M = Co, Ni  Cu). ,  Sr2FeMO6
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 FLAPW-GGA Sr2FeMO6

( . . 3). ,  Sr2FeScO6 -

 ( ) 1,0 ,

. ,

Sr2FeScO6 . -

 Sr2FeTiO6,  (

A, . . 3) , -

 (  Sr2FeScO6)  ( B,

. . 3).  Sr2FeTiO6 -

 (  N (EF) > 0), 

 2  

(N , (EF), ./( ))

Sr2Fe O6, M = Sc, Ti, …, Ni, Cu 

N (EF) N (EF) N (EF) N (EF)

Sr2FeScO6 0 0,044 Sr2FeMnO6 1,024 0,137 

Sr2FeTiO6 0 4,325   Sr2FeCoO6 0,047 4,536 

Sr2FeVO6   1,480 1,836  Sr2FeNiO6 1,630 7,553 » 

Sr2FeCrO6 10,621 1,203  Sr2FeCuO6 1,518 3,653 » 
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. 4. : I — 

Sr2ScFeO6; II — Sr2TiFeO6; III — Sr2VFeO6. : 1 — (Sc, Ti, V)3d, 2 —  

                                                                     Fe3d 3 — 
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-

 Sr2Fe O6,  M = Sc, Ti, , Ni, Cu. 
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