Ce:CBN



Table 4

Amplitudes of the displacive modulation waves and atomic positional parameters of Cag.70Ba720Nb,Os and Ceo.023Ca02490Bao.720Nb.06

Cag279Bao720Nb206 Ceo.023Ca0249Bag 120Nb206
Atom Harmonic  x y z X y z
Me2 0.171994(15) 0.671994(15)  0.24577' 0.171995(16)  0.671995(16) 0.25'
sin, 1,0 0.000648(13) 0.000648(13)  -0.00014(5) 0.000666(17)  0.000666(17) -0.00008(8)
cos,1,0 0.000050(13) 0.000050(13)  0.00043(5) 0.000060(16)  0.000060(16)  0.00028(8)
sin,0,1 -0.005766(17) 0.005766(17) 0 -0.00610(2) 0.00610(2) 0
cos,0,1 -0.001741(13) -0.001741(13)  -0.00004(6) -0.001783(19)  -0.001783(19)  0.00005(9)
Mel 0 0 0.2541(5) 0 0 0.2545(4)
sin, 1,0 -0.00031(8) 0.00081(8) 0 -0.00022(8) 0.00071(8) 0
cos,1,0 0 0 0.0004(2) 0 0 0.0007(3)
sin,0,1 -0.00081(8) -0.00031(8) 0 -0.00071(8) -0.00022(8) 0
cos,0,1 0 0 0.0004(2) 0 0 0.0007(3)
Nbl 0 0.5 0.00597(15) 0 0.5 0.01146(15)
sin, 1,0 -0.00012(4) -0.00012(4) 0 -0.00027(7) -0.00027(7) 0
cos,1,0 0 0 0.00003(6) 0 0 -0.00003(8)
sin,0,1 -0.00029(4) 0.00029(4) 0 -0.00044(6) 0.00044(6) 0
cos,0,1 0 0 -0.00071(6) 0 0 -0.00062(9)
Nb2 0.073295(19) 0.209981(18)  0.00107(10)  0.07328(2) 0.21022(2) 0.00463(10)
sin, 1,0 -0.00061(3) 0.00076(3) 0.00035(3) -0.00045(5) 0.00068(5) 0.00044(4)
cos,1,0 -0.00130(3) 0.00020(3) -0.00024(3) -0.00117(5) 0.00015(5) -0.00017(4)
sin,0,1 0.00087(3) -0.00081(3) 0.00047(3) 0.00066(5) -0.00066(5) 0.00056(4)
cos,0,1 0.00118(3) -0.00075(3) 0.00065(3) 0.00114(5) -0.00071(5) 0.00068(4)
0] 0.21533(17) 0.28467(17) -0.0166(7) 0.21542(18) 0.28458(18)  -0.0094(9)
sin, 1,0 -0.0005(2) -0.0005(2) 0 -0.0001(4) -0.0001(4) 0
cos,1,0 0.0006(2) -0.0006(2) 0.0143(3) 0.0004(3) -0.0004(3) 0.0151(4)
sin,0,1 -0.0004(2) 0.0004(2) -0.0055(3) -0.0008(4) 0.0008(4) -0.0049(4)
cos,0,1 -0.0015(2) 0.0015(2) -0.0088(3) -0.0015(4) 0.0015(4) -0.0088(4)
02 0.1387(2) 0.06880(18) -0.0257(5) 0.1384(2) 0.0687(2) -0.0208(5)
sin, 1,0 -0.0025(3) -0.0014(3) 0.0154(3) -0.0019(4) -0.0013(4) 0.0150(4)
cos,1,0 -0.0031(3) -0.0014(3) 0.0142(3) -0.0025(4) -0.0014(4) 0.0146(4)
sin,0,1 -0.0000(3) -0.0002(2) -0.0143(3) 0.0005(4) 0.0002(3) -0.0147(3)
cos,0,1 0.0048(3) 0.0018(3) -0.0247(3) 0.0048(4) 0.0017(4) -0.0252(4)
03 -0.00611(17) 0.34347(16) -0.0211(5) -0.00618(18) 0.34370(17)  -0.0148(5)
sin, 1,0 0.0011(2) 0.0013(2) -0.0139(3) 0.0003(4) 0.0007(4) -0.0140(3)
cos,1,0 0.0003(2) 0.0004(2) -0.0053(2) -0.0001(4) -0.0001(4) -0.0052(3)
sin,0,1 -0.0011(2) -0.0010(2) 0.0217(3) -0.0013(3) -0.0006(4) 0.0229(3)
cos,0,1 -0.0002(2) -0.0002(2) 0.0057(2) 0.0002(4) -0.0002(4) 0.0059(3)
04 0 0.5 0.2336(9) 0 0.5 0.2417(9)
sin, 1,0 -0.0079(2) -0.0079(2) 0 -0.0085(3) -0.0085(3) 0
cos,1,0 0 0 -0.0005(9) 0 0 -0.0003(13)



sin,0,1 -0.0145(3) 0.0145(3) 0 -0.0150(3) 0.0150(3) 0
c0s,0,1 0 0 0.0011(8) 0 0 0.0022(12)
05 0.07369(16) 0.20290(17)  0.2304(4) 0.07375(18)  0.2030(2) 0.2374(5)
sin, 1,0 -0.00303(18) 0.00972(18)  -0.0005(4)  -0.0028(2) 0.0101(2) -0.0002(7)
c0s,1,0 -0.0163(2) 0.00091(17)  -0.0010(4)  -0.0172(2) 0.0005(2) -0.0023(6)
sin,0,1 0.01305(19) -0.00919(17)  0.0007(4) 0.0138(2) -0.0100(2) 0.0019(6)
c0s,0,1 0.0132(2) -0.00638(17)  0.0007(4) 0.0140(2) -0.0068(2) 0.0015(6)

'fixed in order to define the origin



Table 6

Atomic displacement parameters and amplitudes of the modulation of the atomic displacement parameters of the cations in Cag270Bag720Nb,Os
and Ceo.03Cap240Bao720Nb,0s

Harmonic Ui Un Uss Ui Uis Un
Cag270Bag 720Nb, 05

Me2 0.01845(15) 0.01845(15) 0.01198(19) -0.00992(10) 0.00065(18) 0.00065(18)
Me2 sin,1,0 -0.00175(11) -0.00175(11) -0.00040(15) 0.00184(10) -0.00044(12) -0.00044(12)
Me2 cos,1,0 -0.00152(11) -0.00152(11) 0.00091(14) 0.00078(11) -0.00010(12) -0.00010(12)
Me2 sin,0,1  0.00434(11) -0.00434(11) 0 0 0.0008(2) -0.0008(2)
Me2 cos,0,1  0.00564(11) 0.00564(11) -0.00066(14) -0.00545(11) 0.00041(12) 0.00041(12)
Mel 0.0101(7) 0.0101(7) 0.0139(10) 0 0 0

Mel sin, 1,0 0 0 0 0 -0.0006(6) -0.0002(6)
Mel cos,1,0 -0.0009(5) 0.0023(5) 0.0016(6) -0.0009(4) 0 0

Mel sin0,1 0 0 0 0 0.0002(6) -0.0006(6)
Mel cos,0,1  0.0023(5) -0.0009(5) 0.0016(6) 0.0009(4) 0 0

Nbl 0.00588(17) 0.00588(17) 0.0061(3) -0.00086(16) 0 0

Nbl sin,1,0 0 0 0 0 0.00004(12) 0.00004(12)
Nbl cos,1,0  0.0002(2) 0.0002(2) -0.0001(3) 0.0004(3) 0 0

Nbl sin,0,1 0 0 0 0 -0.00004(12) 0.00004(12)
Nbl cos,0,1 -0.000382) -0.0003(2) 0.0001(3) 0.0006(3) 0 0

Nb2 0.00640(16) 0.00638(16) 0.00764(19) 0.00108(8) -0.0005(2) -0.0004(2)
Nb2 sin,1,0  0.0003(2) -000036(19) -0.00013(16) 0.00029(16) 0.00006(8) -0.00011(8)
Nb2 cos,1,0  0.0007(2) 0.0002(2) 0.00003(17) 0.00015(17) 0.00054(10) 0.00013(8)
Nb2 sin,0,1 -0.00015(18) 0.00007(19) -0.00010(17) 0.00001(14) -0.00021(9) -0.00003(9)
Nb2 cos,0,1  0.00036(18) 0.00023(19) -0.00004(16) -0.00066(14) -0.00045(9) 0.00010(9)

Ce.023Cag.240Bag 720Nb2Og

Me2 0.01872(16) 0.01872(16) 0.01170(19) -0.01010(12) 0.0006(2) 0.0006(2)
Me2 sin, 1,0 -0.00140(15) -0.00140(15) -0.0004(2) 0.00151(15) -0.00039(17) -0.00039(17)
Me2 cos,1,0 -0.00156(14) -0.00156(14) 0.00105(19) 0.00087(14) -0.00016(18) -0.00016(18)
Me2 sin,0,1  0.00463(14) -0.00463(14) 0 0 0.0008(3) -0.0008(3)
Me2 cos,0,l  0.00613(15) 0.00613(15) -0.00081(18) -0.00619(15) 0.00046(18) 0.00046(18)
Mel 0.0082(6) 0.0082(6) 0.0130(9) 0 0 0
Mel sin,,0 0 0 0 0 -0.0014(8) -0.0016(8)
Mel cos,1,0  0.0005(5) 0.0026(5) 0.0018(7) -0.0009(4) 0 0
Mel sin,0,1 0 0 0 0 0.0016(8) -0.0014(8)
Mel c0s,0,1  0.0026(5) 0.0005(5) 0.0018(7) 0.0009(4) 0 0
Nb1 0.00554(18) 0.00554(18) 0.0052(3) 0 0 0
Nbl sin,1,0 0 0 0 0 0.00026(17) 0.00026(17)
Nbl cos, 1,0 0.0004(3) 0.0004(3) -0.0003(4) 0.0001(4) 0 0
Nbl sin0,1 0 0 0 0 0.00000(17) 0.00000(17)
Nbl  c0s,0,1  -0.0004(3) -0.0004(3) 0.0002(4) 0.0004(4) 0 0

Nb2 0.00604(17) 0.00642(17) 0.00884(19) 0.00133(9) -0.0007(3) -0.0014(3)



Nb2 sin,1,0  0.0009(3) -0.0005(3) -0.0002(2) 0.0002(2) -0.00012(11) 0.00007(11)
Nb2 cos,1,0  0.0009(3) 0.0003(3) 0.0002(3) 0.0012(3) 0.00018(12) 0.00019(11)
Nb2 sin,0,1  -0.0002(3) 0.0001(3) 0.0001(2) -0.0004(2) 0.00014(11) -0.00030(11)
Nb2 c0s,0,1  0.0008(3) 0.0004(3) 0.0000(2) -0.0012(2) -0.00023(12) -0.00019(11)




