TABLE OF FC~SQUARED, FO—SQUARED, SGMA (FO—SQUARED) IN MOSANDRITE

# H,K,L, FC-SQUARED, FO—SQUARED, SIGMA (FO—SQUARED) AND STATUS FLAG
#

DATA M—FINALE

__SHELX_TITLE ' MOSANDRITE FROM LANGESUNDSFJORD'
_ SHELX_REFLN_LIST_CODE 4
_SHELX_F_CALC_MAXIMUM 348.26
_EXPTL_CRysSTAL_F 000 758.24

_REFLNS_D_RESOLUTION_HIGH 0.7102

LOOP
__SYMMETRY EQUIV_POS_AS_XYZ
X, Y, 2'
T-x, y+1/2, -z+1/2'
'-x, -Y, -z'
'x, -y-1/2, z-1/2°'

_CELL LENGTH A 7.3980
_CELL LENGTH B 5.5950
_CELL LENGTH_ C 18.6620
_CELL_ANGLE_ALPHA 90.000
_CELL_ANGLE_BETA 101.370
_CELL_ANGLE_GAMMA 90.000

_SHELX F_SQUARED_MULTIPLIER 1.000

LOOP__

_REFLN_INDEX H
_REFLN_INDEX_ K
_REFLN_INDEX_L
_REFLN_F_SQUARED_CALC
_REFLN_F_SQUARED_MEAS
_REFLN_F_SQUARED_ SIGMA
_ REFLN_OBSERVED STATUS

1 0 0 1158.10 1624.46 56.06 o
2 0 0 638.76 785.79 25.13 o
3 0 0 0.61 -24.16 24.16 o
4 0 0 6045.76 5955.73 65.72 o
5 0 0 1427.00 1347.34 48.33 o
6 0 0 1398.40 1270.98 54.13 o
7 0 0 644.45 661.10 53.16 o
8 0 0 649.76 848.61 63.79 o
9 0 0 1226.75 1071.88 74.42 o
10 0 0 1403.73 1069.94 75.39 o
1 1 0 446.94 487.82 17.02 o
2 1 0 45807.82 49677.00 346.98 o
3 1 0 176.717 241.31 18.81 o
4 1 0 2295.01 2003.61 32.41 o
5 1 0 1666.95 1397.63 35.46 o
6 1 0 1303.99 1390.01 41.24 o
7 1 0 6.79 5.78 32.89 o
8 1 0 2601.14 2661.84 80.70 o
9 1 0 245.25 161.11 47.00 o
10 1 0 20.39 42.76 41.67 o
0 2 0 3811.56 4459.55 57.99 o
1 2 0 298.05 288.46 28.95 o
2 2 0 1080.71 1292.24 41.56 o
3 2 0 492.34 427.20 38.66 o
4 2 0 4242.75 4086.47 71.52 o
5 2 0 10.92 86.02 49.29 o
6 2 0 2612.75 2956.60 80.22 o
7 2 0 935.09 924.00 66.69 o
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716.01

6200.28
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