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Sample 16
Direct cell parameters and orientation (UB) matrices for the reciprocal
cells of the three components:

a b c Alpha Beta Gamma Vol
hil:
CELL 8.1321 12.8244 7.1726  94.0841 116.5773 87.7881 667.266
CELLSD 0.0018 0.0026 0.0015 0.0087 0.0068 0.0095 0.387

Orientation ("UB") matrix (Component 1):
-0.11439901 0.02183914 -0.12258046
0.03867774 -0.04258913 -0.09614687
-0.06575466 -0.06181337 0.01101122

h2:
CELL2 8.1344 12.8132 7.1703 94.1119 116.6037 87.7922 666 .480
CELLSD2 0.0018 0.0026 0.0015 0.0085 0.0071 0.0090 0.390

Orientation ("UB") matrix (Component 2):
0.11388332 0.02182666 0.12794289
-0.03767783 -0.04250034 0.08591000
0.06720182 -0.06196830 -0.02588191

h3:
CELL3 8.5979 12.9702 7.1997 90.0288 116.1371 89.4977 720.748
CELLSD3  0.0017 0.0026 0.0014 0.0074 0.0049 0.0078 0.405

Orientation ("UB") matrix (Component 3):
0.10784109 0.02115637 0.12299736
-0.03514019 -0.04166468 0.09186125
0.06262390 -0.06132978 -0.01924938

v Law$}ansforms hl -> h2 Transforms hl -> h3 Transforms h2 -> h3
-1.00006 0.00124 0.00072 -1.06456 0.00546 -0.01799 1.06440 0.00415 0.01976
-0.02343 0.99922 0.24066 -0.01682 1.01397 0.11621 -0.00696 1.01489 0.12806

0.00002 -0.00088 -0.99978 0.00618 -0.00164 -1.00083 -0.00614 -0.00075 1.00086
h k | | sigmal component (in the format of SHELX HKL5)
-2 0O 0 212.27 1.76 -3
-2 0O 0 212.27 1.76 -2
2 0O 0 212.27 1.76 1
4 0 0 5604.30 29.79 -3
4 0 0 5604.30 29.79 -2
-4 0 0 5604.30 29.79 1
-4 0 0 5577.82 31.72 -3
-4 0 0 5577.82 31.72 -2
4 0 0 5577.82 31.72 1
-6 0 0 979.44 6.89 3
-6 0 0 2586.17 16.00 -2
6 0 0 2586.17 16.00 1
-8 0 O 0.05 0.54 3
-8 0 O 6.61 0.80 -2
8 0 O 6.61 0.80 1
-10 0 0 255.52 3.54 3
-10 0 0 745.63 7.34 -2
10 O 0 745.63 7.34 1
-11 1 0 104.13 2.29 3
-9 -1 0O 34.96 1.49 -2
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