Table 7. Redgillite Calculated and Observed
Structure Factors Squared

#

# h,k,1, Fc-squared, Fo-squared, sigma (Fo-
squared) and status flag

#

data_redp2lc

_shelx title ' redgillite Nov_15 in P2(1)/c'
_shelx refln list code 4

_shelx F calc_maximum 284.01

_exptl crystal F 000 644.00
_reflns d resolution _high 0.6703

loop
_symmetry equiv_pos_as_Xyz
'x, ¥y, 2!

'-x, y+1/2, -z+1/2"
'-x, -y, -z'
'x, -y-1/2, z-1/2"

_cell length_a 3.1549
_cell length b 10.4412
_cell length c 19.4359

“cell angle alpha 90.000
_cell angle_ beta 90.089
_cell angle gamma 90.000

_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
255.28 120.69 17.
2278.29 2363.40 67.
2463.01 2704.93 124.
26690.51 30455.76 724 .
97.96 221.20 47.
207.03 86.85 33.
300.59 443 .54 32.
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57235.77 48807.02 1287.

37638.63 34662.57 654 .
451.34 622.08 51.
1885.33 2029.87 66.
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