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Table 5. Anisotropic thermal parameters of the form

2 2 _ _ . ‘
Bjjl BIth B!3h| Bzakl)/ with their

standard deviations in parentheses. multiplied by 10000.

2
exp(—Bigh —Bzzk

By B oo B 4z Byo B3 Bo3
Mn (1) 87 (04> 87 (04) 34(03) 87(04) 0 0
Mn(2)  57(06) 57 (06) 74(07) 57(06) 0 C
St 51(02) 51(02) 83(03) 51¢02) 0 0
512> 51(03) 51(03) 35(04) 51(03) 0 0
Ce1d 145(17)  131(15)  100(08)  139(27) 61(21) 13¢20)
0(2) 348(28)  114(16) 81(08)  172(35) -180(27)  -28(20)
0(3) 4(10)  324(25) 72(07) 8(28) 69 (16) 78(27)
Fe 9010y 125(11) 87(06) 142019 2(14)  -48(14)
F(2) 88(10) 136012 51(05) 73(18) 57(14)  -16(13)
F(3) 120012)  125(12) 68(08)  181(22)  -22(14) 19(14)
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Table 6.

multiplied by 10,

H FOBS FCAL

K= 0.L= 0

3 a1 1538
2 43 43
6 888 918
9 3432 352
K= 1,L= 0

1 1694 1724
2 25 28
3 49 51
4 8516 628
5 26 31
5] 32 36
7 549 bB51
8 59 53
K= 2.L= 0

] 22 28
2 123 187
3 41 45
4 60 61
b 743 745
6 70 15
T 87 85
K= 3,L= 0

0 g8 99
] 38 51
2 49 45
3 763 THi
4 36 17
5 47 51
& 319 324
K 64 686
K= 4.L= C

1 631 628
z2 b3 61
4 448 448
5 34 40
K= b.,L= 0

2 754 T4%
3 45 51
4 38 490
5 188 186
K= 6.,L= 0

0 927 918
1 34 30

Observed and caluclated structure

H FOBS FCAL

2 T4 75
3 318 324
4 39 34
K= 7.,L= 0

1 561  b5bi
2 91 85
3 60 66
K= 8.,L= 0

1 45 83
K= 89,L= C

¢ 340 3&2
K= G.L= 1

] 163 142
4 263 267
7T 219 221
K= 1.,L= 1

1 159 174
2 141 170
3 345 338
4 222 230
5 281 270
6 56 53
8 78 83
K= Z.L= 1

0 320 325
1 325 323
2 377 384
3 638 632
4 208 207
5 86 98
& g3 100
K= 3.L= 1

1 702 686b
2 194 188
3 100 S0
4 343 348
3 34 18
7 47 50
K= 4,L= 1

i 23 25
2 309 3086
3 104 a8

and unobserved

H FOBS FCCAL

4 53 48
5 101 105
K= b.L= 1

8] 73 86
1 135 132
2 183 188
3 104 124
4 51 53
K= 6.L= 1

1 279 287
2 180 1B1
3 6S 75
4 175 172
K= 7.L= 1]

1 T3 82
2 112 113
K= &,L= 1

0 77 78
K= 0.L= 2

0 35 52
1 26 37
2 395 404
5 537 543
g 3868 370
K= 1.L= 2

0 1482 1478
1 38 32
2 83 54
3 103 148
4 189 202
5 111 P T
5 T50 762
T 31 25
K= 2.L= 2

0 55 48
1 1385 1380
2 220 299
3 237 242
4 580 DbE8Y
5 107 g6
K= 3.,L= 2

c 32 25

factors.

H FOBS FCAL

1 134 133
2 771 7170
3 236 232
4 68 64
5 5B8C 587
& 75 76
K= 4,L= 2

0 1329 133Z
i 145 140
2 140 144
3 438 441
4 118 122
5 132 1385
& 364 353
K= &.,L= 2

1 578 572
3 g4 102
4 332 340
5 145 137
K= 6.L= 2

0 39 28
2 365 37%Z2
3 113 110
4 85 g1
K= 7.,L= 2

0O 482 478
K= &.L= 2

C 45 1B
b 450 44
K= 0.,L= 3

0 37y 370
3 359 367
6 342 364
K= 1.L= 3

1 386 382
2 3b4 333
3 208 217
4 225 238
5 75 T2
8 79 88
716l 169
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reflections are omitted.
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Table 6.

H FOBS FCAL
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{continued)
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