#

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

data mend

_shelx title ' m3 in Pm-3'

_shelx refln list code 4
_shelx F calc maximum 1458.25
_exptl crystal F 000 8087.00

_reflns d resolution high 0.9294

loop

_symmetry equiv_pos as_ xyz
IX’ v, 7!

'-x, ~Yr z'

'-x, y, —z'

'x, -y, —z'

'z, %, y'

‘Zr Xy _y'

'_Z/ Xy Y'

‘_Zr Xy _y'

'y, z, x'

A} |l

-Yr 2, =X
'YI ~Zy -x'
'_YI -z, x'
'—X, -y, T2
X, Y, —2'
Xy 7Yy z'

A}

'_Xr Y z'
‘_Zr Xy _y'
'_Zr Xy y'

A} ]

Z, Xy 7Y
'ZI -X, Y
'-y, -z, -X
'YI ~Zy x'
'_YI Zy x'
‘YI Zy -x'

~cell length a 21.9148
~cell length b 21.9148
_cell length c 21.9148

_cell angle alpha 90.000
_cell angle beta 90.000
_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
0 0 1 496745.56 -61.11 40.74 o
0 1 1 217608.03 155060.97 2044.62 o
1 1 1 236536.69 264469.41 4067.09 o
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.25
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48094.
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24063.
18350.
1401932.

58522.
456196.

22608.

1129.

62351.
450356.

10520.

41712.

94047.
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.59
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162495.
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.52
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9144.
2920.
71707.
7776.
154189.
339709.
142151.
3491.
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91981.
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297188.
89925.
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.54
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3424
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