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Crystal structure and physical properties of new perovskite cobalt oxide CaCoO,
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Atoms Site X v z B(A)
Ca 4c 0.494(2) 0.4628(5) 0.25 0.58(4)
Co 4b 0.5 0 0 0.33(2)

O(l) 8d 0.783(2) 0.199(2) 0.034(1) 0.90(8)
0(2) 4c 0.064(3) 0.499(1) 0.25 0.90(8)
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bond lengths (A) bonds angles()
Co-O(1) L.84(1)x2 Co-O(1)-Co 155.6(5)
1.98(1) x2 Co-0(2)-Co  159.5(9)
Co-0(2) 1.890(3) x2  O(1)-Co-O(1) 88.6(2)x2
Ca-O(1) 2.351(9) x2 91.4(2)x2
2.54(1) %2 O(1)-Co-0O(2) 88.6(5)x2
2.61(1)x2 89.5(7)x2
Ca-0(2) 2.28(2) 90.5(7) x2
2.47(1) 91.4(5)x2
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