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Influence of B6 Octahedral Cluster on Thermoelectric Properties of

Metal-Hexaborides
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Table 1　Crystallographic parameters of CaB��, SrB��, and BaB�

BaB�SrB�CaB�

4.26497(3)
0.20503(24)
0.9369(25)

3.07(3)
5.67(59)
1.67(34)
3.70
0.68
2.21

4.19421(1)
0.20245(15)
0.9550(16)

6.54(3)
6.77(38)
4.70(24)
3.12
1.49
1.78

4.15241(1)
0.20171(12)
0.9504(16)

12.78(8)
9.89(32)
4.58(21)
2.50
2.28
2.24

Lattice parameter a [Å]
Atomic coordinates, Boron (x,1/2,1/2)
Site occupancy, Boron
Atomic displacement parameter
 Metal U 　 10�� [Å�]
 Boron  U�� 10�� [Å�]
 　　　U��=U���10����[Å�]
Reliability factor R��  　 [%]
  R�   　　 [%]
   S
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