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Sample 45
Direct cell parameters and orientation (UB) matrices for the reciprocal
cells of the four components:

a b c Alpha Beta Gamma Vol
hil:
CELL 8.6116 13.0176 7.2535 90.571 115.945 87.718 730.58
CELLSD 0.0031 0.0050 0.0025 0.017 0.010 0.015 0.74

Orientation ("UB") matrix (Component 1):
-0.0087794 0.0768505 -0.0038036
-0.1220484 -0.0019648 -0.0189215

0.0415909 0.0010341 0.1521024

h2:
CELL2 8.1682 12.8579 7.1950 94.173 116.561 87.699 674.10
CELLSD2 0.0033 0.0055 0.0026 0.019 0.013 0.014 0.73

Orientation ("UB") matrix (Component 2):
-0.0060304 0.0779331 0.0065951
-0.1294433 -0.0025366 -0.0212152

0.0440821 0.0011468  0.1540837

h3:
CELL3 8.6079 13.0332 7.2610 90.644 115.954 87.907 731.94
CELLSD3 0.0034 0.0058 0.0028 0.023 0.014 0.020 0.79

Orientation ("UB") matrix (Component 3):
-0.0004328 0.0767402 0.0018523
0.1223766 -0.0022165 0.0190416
-0.0416865 0.0010661 -0.1519730

h4:
CELL4 8.1636 12.8325 7.1814 94 .298 116.613 87.732 670.71
CELLSD4  0.0033 0.0054 0.0026 0.020 0.014 0.014 0.73

Orientation ("UB") matrix (Component 4):
0.0040596 0.0780967 0.0128793
0.1295712 -0.0026238 0.0205193

-0.0443571 0.0011085 -0.1541776

1530.17 25.22
304.85 11.44

Twin Laws:
Transforms hl -> h2 Transforms hl -> h3 Transforms hl -> h4
0.94361 -0.00423 -0.01380 -0.99943 0.00214 0.00071 -0.94342 0.00493 0.01297
-0.03966 0.98573 -0.13383 -0.12003 1.00146 -0.02539 -0.06358 0.98396 0.11380
0.00026 0.00059 0.99208 -0.00037 -0.00037 -1.00122 0.00121 -0.00105 -0.98945
Transforms h2 -> h3 Transforms h2 -> h4 Transforms h3 -> h4
-1.05926 -0.00237 -0.01434 -0.99977 0.00071 -0.00074 0.94361 0.00290 -0.01235
-0.08455 1.01553 0.11022 -0.02550 0.99794 0.24897 -0.05435 0.98259 -0.13862
-0.00010 0.00023 -1.00918 0.00153 -0.00047 -0.99739 -0.00149 -0.00068 0.98826
h k | | sigmal component (in the format of SHELX HKL5)
-2 0 0 229.35 5.64 1
-4 0 0 2069.82 24 .58 1
-4 0 0 2043.72 24 .94 1
4 0 0 2108.09 24 .01 1
6 0 0 1508.09 27.09 -4
-6 0 0 1508.09 27.09 2
-6 0 0 1627.29 25.17 -4
6 0 0 1627.29 25.17 2
6 0 0 1530.17 25.22 -4
0 0 2
0 0 3
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