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2.2 SUMMARY - Model Menu

WinGX v1.80

This program displays the current state of refinement of the crystallographic
model. The information is obtained from three files :

e the name.INS file.

» the STRUCT.CIF file

o the name.CIF file written by SHELXL using the ACTA command

If these files are not found, then default information is displayed.

-

Model Summary for RUCO12

.\

Unit Cell Infarmation

Cell axas(h) 8.1028(0)
Cell angles (deg) 90.000( 0y
Cell volurme(A3) 1723.62( 0)
Crystal systerm Manaclinic
Space group F21fn
Fiooo 1133.9
Atormnic species Fu 0
MNa. in unit cell 12 48
Current refinement

Mo, refln. 303

Mo, param. 245
Shiftfesd max 0.002
Shifyesd mean 0.00o0

14.8436( )
100 B53( 0)

Density (g cm-1)
Faormula weight
MNa. farm. units Z
Abs. coeff. (mm-1)

C

48
Ext. coef. n.oo4y
GOOF 1.203

Deltarho (eA-3) meax
Delta-tho (24-3) min

14.5820( 0
90,000 0)

246
28573
1
2.657

F_all
E_obs
0.530
-0.389

Reflection data
MNa. meas.
Ma. unig.
Mo obs.

R rmerge
A fsiglh
H rnin, meax
K mmin,prigx
L min.mex
Theta min
Theta max

whR2_all
whRZ_ohs

3881
3031
2840
0.014
65.79
£ g
-2 17
-2 17
27
25.0

0.080
0.059

This window is also displayed when moving from one structure directory to a new

one.
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