
checkCIF/PLATON report

No syntax errors found.        CIF dictionary        Interpreting this report

Datablock: i14396 

Bond precision: C-C = 0.0040 A Wavelength=0.71073

Cell: a=11.8775•2‚ b=15.6372•2‚ c=15.6353•2‚
alpha=90 beta=107.414•1‚ gamma=90

Temperature: 100 K

Calculated Reported
Volume 2770.86•7‚ 2770.86•7‚
Space group P 21/c P 1 21/c 1 
Hall group -P 2ybc -P 2ybc 
Moiety formula C29 H25 N4, C F3 O3 S C F3 O3 S, C29 H25 N4
Sum formula C30 H25 F3 N4 O3 S C30 H25 F3 N4 O3 S
Mr 578.61 578.62
Dx,g cm-3 1.387 1.387
Z 4 4
Mu •mm-1‚ 0.177 0.177
F000 1200.0 1201.2
F000' 1201.12
h,k,lmax 15,20,20 15,20,20
Nref 6101 6099 
Tmin,Tmax 0.935,0.952 0.929,0.970
Tmin' 0.935

Correction method= MULTI-SCAN

Data completeness= 1.000 Theta•max‚= 27.100

R•reflections‚= 0.0671• 4959‚ wR2•reflections‚= 0.1935• 6099‚

S = 1.047 Npar= 371

The following ALERTS were generated. Each ALERT has the format
       test-name_ALERT_alert-type_alert-level .
Click on the hyperlinks for more details of the test.

 Alert level B
DIFMX01_ALERT_2_B  The maximum difference density is > 0.1*ZMAX*1.00
            _refine_diff_density_max given =      2.006
            Test value =      1.600
            Crystal system given = monoclinic
PLAT097_ALERT_2_B Large Reported Max.  •Positive‚ Residual Density       2.01 eA-3 
PLAT250_ALERT_2_B Large U3/U1 Ratio for Average U•i,j‚ Tensor ....        4.1      

http://www.iucr.org/iucr-top/cif/cif_core/definitions/index.html
http://journals.iucr.org/services/cif/checking/checkcifreport.html
http://journals.iucr.org/services/cif/checking/DIFMX_01.html
http://journals.iucr.org/services/cif/checking/PLAT097.html
http://journals.iucr.org/services/cif/checking/PLAT250.html


PLATON version of 24/04/2013; check.def file version of 23/04/2013 

Datablock i14396 - ellipsoid plot


