checkCIF/PLATON report

No syntax errors found. | CIF dictionary [ Interpreting this report

Datablock: klat296

Bond precision: C-C =0.0030 A Wavelength=0.71073
Cell: a=9.5082, b=30.314-6, €=9.537+2,
alpha=90 beta=100.213-3, gamma=90
Temperature: 120 K
Calculated Reported
Volume 2705.310, 2705.3-10,
Space group P 21/n P2¢1,/n
Hall group -P 2yn ?
Moiety formula C24 H41 B Fe N6 O ?
Sum formula C24 H41BFe N6 O C24 H41 B Fe N6 O
Mr 496.29 496.29
Dx,g cm-3 1.219 1.219
Z 4 4
Mu emm-1, 0.584 0.584
FO00 1064.0 1064.0
FO00! 1065.64
h,k,Imax 12,40,12 12,39,12
Nref 6709 6146
Tmin, Tmax 0.830,0.943 0.835,0.944
Tmin' 0.830

Correction method= MULTI-SCAN

Data completeness= 0.916 Thetasmax,= 28.260
Rereflections,= 0.0437+ 4990, wR2ereflections,= 0.1163¢ 6146,
S=1.026 Npar= 313

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
[PLAT415_ALERT 2 B Short Inter D-H..H-X  HOA .. H24A ..  1.99 Ang.

Author Response: Hydroxyl proton could not be located an is at calculated position.


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/PLAT415.html

[PCAT420_ALERT 2 B D-H Without Acceptor O - HOA .. ?

Author Response: see response to PLAT415. Perhaps steric bulk of the
ligand precludes inclusion of a potential acceptor.

# Alert level C

[PLAT220 ALERT 2 (Large Non-Solvent C  Uegemax,/Uegemin, ... 3.37 Ratio
PLAT222 ALERT 3 (dLlarge Non-Solvent H  Uisoemax,/Usosmin, ... 4.39 Rati

[PCAT242_ALERT 2_(J Check Low Ueq as Compared to Neighbors for C4

“ Alert level G

[PLATI28 ALERT 4 Q Alternate Setting of Space-group P21/c ....... P21/n
[PLAT380 ALERT 4 { Check Incorrectly? Oriented Xesp2,-Methyl Moiety C16
[PLAT720_ALERT_4_Q Number of Unusual/Non-Standard Labels .......... 1

0 ALERT level A = In general: serious problem

2 ALERT level B = Potentially serious problem

3 ALERT level C = Check and explain

3 ALERT level G = General alerts; check

0 ALERT type 1 CIF construction/syntax error, inconsistent or missing data
4 ALERT type 2 Indicator that the structure model may be wrong or deficient
1 ALERT type 3 Indicator that the structure quality may be low

3 ALERT type 4 Improvement, methodology, query or suggestion

0 ALERT type 5 Informative message, check

Publication of your CIF in IUCr journals

A basic structural check has been run on your CIF. These basic checks will be run on all
CIFs submitted for publication in IUCr journals » Acta CrystallographicaJournal of Applied
Crystallography Journal of Synchrotron Radiatiofy however, if you intend to submit toActa
Crystallographica Section @r E, you should make sure that full publication checKs are run
on the final version of your CIF prior to submission.

Publication of your CIF in other journals

Please refer to theNotes for Authorsof the relevant journal for any special instructions
relating to CIF submission.

PLATON version of 31/03/2010; check.def file version of 22/03/2010


http://journals.iucr.org/services/cif/checking/PLAT420.html
http://journals.iucr.org/services/cif/checking/PLAT220.html
http://journals.iucr.org/services/cif/checking/PLAT222.html
http://journals.iucr.org/services/cif/checking/PLAT242.html
http://journals.iucr.org/services/cif/checking/PLAT128.html
http://journals.iucr.org/services/cif/checking/PLAT380.html
http://journals.iucr.org/services/cif/checking/PLAT720.html
http://journals.iucr.org/services/cif/checking/checkform.html

Datablock klat296 - ellipsoid plot



