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2 LiaMnOs ® Rietveld fi##T X

# 1 LisMnOs ® Rietveld fi#dT s 5
Atom Site g X y z B/ Az
Li(1) 2b 0.637(7) 0.0 0.5 0.0 0.5
Mn(1) 2b 0.362 (= 1 — g(Li(1))) 0.0 0.5 0.0 0.5
Li(2) 2¢ 1.0 0.0 0.0 0.5 1.0
Li(3) 4h 1.0 0.0 0.6634 0.5 1.0
Li(4) 4g 0.181 (= 0.5*g(Mn(1))) 0.0 0.1640(3) 0.0 0.5
Mn(2) 4g 0.819 (= 1 — g(Li(4))) 0.0 =yLi(4) 0.0 0.5
o 47 0.976(17) 0.2280(16) 0.0 0.2237(14) 0.8
0(2) 8j 0.984(10) 0.2494(11) 0.3234(6)  0.2189(7) 0.8

72 [E C2/m, a = 4.9293(4) A, b=8.5375(5) A, ¢=5.0250(3) A, B=109.365(5)°,
pr = 418, Rp = 306, S= RWp/Re = 0954, R = 141, Rr=0.69.
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# 2 EICHHD Rietveld fENTHE 5
Atom Site g X y z B/ Az
Li(1) 2b 0.22(2) 0.0 0.5 0.0 0.5
Mn(1) 2b 0.77 (= 1 — g(Li(1))) 0.0 0.5 0.0 0.5
Li(2) 2¢ 0.840(5) 0.0 0.0 0.5 1.0
Mn(2) 2c¢ 0.160 (= 1 — g(Li(2))) 0.0 0.0 0.5 1.0
Li(3) 4h 1.0 0.0 0.681 0.5 1.0
Li(4) 4g 0.39 (= 0.5*g(Mn(1))) 0.0 0.1777(4) 0.0 0.5
Mn(2) 4g 0.61 (=1 — g(Li(4))) 0.0 = y(Li(4)) 0.0 0.5
0(1) 4i 1.02(4) 0.209(3) 0.0 0.244(2) 0.8
0(2) 8j 0.86(3) 0.257(3)  0.3368(17)  0.2154(15) 0.8

Z2[HE 02/m, a = 4.9802(17) A, b=8.6146(19) A, ¢ = 5.0425(7) A, B=109.43(2)°,

Rwp =3.58, Ry =2.66, S= Rwp/R.=1.32, Rs = 1.58, Rr = 0.94.
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