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Fig. 1. The crystal structure of K;NiF,, the black, grey and
white spheres represent La or Sr, Mn and O atom,
respectively.
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Table 1. The cystal and magnetic structure of perovskite
mangan oxides
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Fig. 2. Total density of states and muffin-tin projected
density of states of Sr2MnQ,. Solid and dotted lines of 2nd
and third figure represent projected density of states for up
spin and down spin. respectively
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Fig. 3. Energy band structure of Si:MnC,. I, Z, T, Y, R, S
represent (00 0), (00 1/2), {0 1 1/2),{0 1 0), (L/2 1/2 1/2), {1/
2 1/2 0) k-points in Brillouin zone, respectively.

9] PDOSE &2 oz A2 o538k Z& 2§ 49
AN B4 gk 229 e g9 W Mo gAs
dup &) A7|EREE AARA =t 23 HellA FLAPW
W o2 Ak ¥l ghe 28w} 3 306 e 2 4 4l
gt e}, Al A= 0.8 ug[9) vhel] =] ekgict.
72 Mn"'E 713 LaMnOol A= 3.89 1) high spin
Al Mol gle], Mn U7}e] Az A2 el A
e A2 o] Aoz Aust Ags gk glo.

Mn-0 ZEA A Mn-0, 47} Abe| 8] # 2] F7ie] 2
o eg A=) G, 37 ph ohdm, Fome
Mn 3272} 02 2p, FAEele] Zito] efsfA o] o]
w Mo x5 O py, AE Aol 28 o= u =)
o gl AL & < sidl@ig 5). vk Fig 49
Mn PDOS9A] Fermi %] vl Qe Fa= Al ==
2 < 9129 Jahn-Teller distortionsl] 2}8} e, #|=2] &
)7} efuiet, o) o} 72 AE Helol 3] AR 357
ollv]#] W2 Y 377 A= A2 (orbital ordering)S K
o}$chFig. 6). LaMnO#l|A] ol el ef3f vl
ol 3, 3y’ AT AL e e ohe 3
Y& 52 qloh

A A LaStMnO,= 8RR -4 o)1 10],



-134-

Density of States(states/eV)

Energy(eV)
Fig. 4. Total density of states and muffin-tin projected
density of states of LaStMnQ,. Solid and dotted lines of 2nd
and third figure represent projected density of states for up
spin and down spin, respectively.
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Fig. 5. Energy band structure ot LaStMnQ,. I, Z, T. Y, R, §
represent (0 00), (00 1/2), (01 172}, (0 10), (1/2 1722 1/2), {1/
2 1/2 0) k-points in Brillouin zone. respectively.
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Fig. 6. The charge density plot of (110) plane for
LaSrMnO, near Fermi level (0=2E=—0.5 V).
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The electronic structures and properties of layered perovskite LaStMnQO, and SraMnCk have been determuned usign the
local-density full potential hnearized augmented plane wave method. The total emergy calculations show that the
antiterromagnetic state has lower energy than the ferromagnetic state in LaStMnQ;. The Jahn-Teller distorhon of Mn-O
octahedron produces the energy gap and the 33,2—r1 arbital ordering, which stablizes 2 dimensional antiterromagnetis state.



