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#
# h,k,1, Fc-squared, Fo-squared,
#

data_1I
_shelx_title ' cpb548c in P6(3)cm'
_shelx _refln_list_code 4
_shelx F_calc_maximum 452.07
_exptl_crystal_F_000 702.00
_reflns_d_resolution_high 0.5710
loop_

_symmetry_equiv_pos_as_xyz

'X/ Yr z'

"=y, X-y, z'

'-x+y, -x, z'

'-x, -y, z+1/2'
'y, —-x+y, z+1/2'
'x-y, x, z+1/2'
'y, —-x, z+1/2'
'-x+y, vy, z+1/2'
'x, x-y, z+1/2'

'Y, X, Z

'x-y, -y, z'

'-x, —-x+ty, z'
_cell_length_a 6.1121
_cell_length_b 6.1121
_cell_length_c 11.4200

_cell_angle_alpha 90.000
_cell_angle_beta 90.000
_cell_angle_gamma 120.000

_shelx_F_squared_multiplier 1.000

loop_

_refln_index_h
_refln_index_k
_refln_index_1
_refln_F_squared_calc
_refln_F_squared_meas
_refln_F_squared_sigma
_refln_observed_status

0 0 -18 16768.09 18056.
0 1 -18 2877.79 3070
-1 2 -18 4152.94 4218.
0 2 -18 2555.33 2861.
-1 3 -18 2424.95 2740.
-1 2 =17 1192.22 1381.
-1 3 =17 19.27 60.
-2 4 =17 932.28 978.
-1 4 =17 15.83 22.
0 0 -16 3861.21 4456.
0 1 -16 5069.33 5677
-1 2 -16 8003.07 8864.
0 2 -16 5061.29 5438.
-1 3 -16 4494.03 4367.
0 3 -16 3050.52 3182.
-2 4 -16 6378.22 6291
-1 4 -16 3586.79 3631.
0 4 -16 3226.22 3393
-2 5 -16 3592.26 3818.

sigma (Fo-squared)
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712
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21.
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8736.
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7299.
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.21
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3718.
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4032.
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