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NEREERETOTSLDEVA EEE vs. ERFE
SIR-2014 SHELXS DIRDIF2008

¥system32¥cmd.exe &) DIRDIF-2008 for Windows 9 Paul T. Beurskens & Louis J. Farrugia 2008
File Run Options Utilities Help
Conver nal R-factor = 0.133
cvcle 6 atoms 38 ==> R2= 0.022
R — = Program AT2X

Our tot f le for use in SHELX : file PBPRU.res
End of DIRDIF for PBPRU - byve-bye

The final t oordinates are saved in
SHELX fo t f \ : pbpru. res
PLATON format file : pbpru.spf

When solving structures with DIRDIF-2008, please quote the fol low reference
DIRDIF-2008 - & Computer Program for Crystal Stru e Determination by

Patterson Methods and Direct Methods appl ied to D ffe rence St ructure Factors. ]

P.T. B rsken G Beu P de Gelder, J. M. M.
S. Gar G d &R. U G

Crysta Ho raphy Labo ratory, RadboLd Uni

Toernooiveld 1, 6526 ED Nijmegen, The Nether \ands 2008.

GCODE : pbpru WORK FOLDER ) 2%
STATUS: DIRDIF-2008 is ready - please select a new job
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CIF (crystallographic information framework) file
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JoA~1F  space _group_crystal system  monoclinic _refine_Is_goodness_of fit_ref 1.059
ZEfEjE% _space_group_name_H-M_alt 'p_21/a'

_geom_bond_atom_site label 1

~ cell_length_a 10.165(6) _geom_bond_atom_site_label 2
_cell_length_b 7.482(4) _geom_bond_distance
o _cell_length_c 10.278(6) _geom_bond_site_symmetry 2
B+ _cell_angle_alpha 90 _ _geom_bond_publ_flag
/N A—% | “cell_angle_beta 110.446(9) fHE R B1011.510(5) . ?
_cell_angle_ gamma 90 B1021.515(5) .7
o |__cell_volume 732.5(7)
i%ﬁ;gg _cell_formula_units_Z 2 #HEA 01B10295.6(3). .7
01B1C12117.3(3) .. ?
i . _exptl_crystal_description 'Block'’
DB _exptl_crystal_colour 'Colorless' hlthfm O1B1C1C2-556(5)....°
_ | _exptl_crystal_size_max 0.200 02B1C1C255.5(5)....7
TR N I:_exptl_crystal_size_mid 0.180
- exptl_crystal_size_min 0.080 RN R Fus fE SR D -1 - B S DOF EEDEN
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0.1~1.0: #RERHIRIRFH IEZITD
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EE#R®: checkCIF:

F—ANGECIFI7ALILDER

checkCIF website: http://checkcif.iucr.org/

(B RFESICLHEER)

checkCIF is
sponsored by

checkCIF

Crystallography

Journals
Online

CC )X

A service of the
International Union of Crystallography

checkCIF reports on the consistency and integrity of crystal structure
determinations reported in CIF format.
i 2]
Please upload your CIF using the form below.
File name:

EBR... | 77 IUSRRZATVEE A,

Sglect form of checkCIF report
(®)HTML PDF

Select validation type
_ Full validation of CIF and structure factors
(#)Validation of CIF only (no structure factors)

WILEY

f(’

Output Validation Response Form
Level A alerts only
Level A and B alerts

(*) None

Send CIF for checking

Information about this version of checkCIF ...

Useful links

Prepublication check for submissions to IUCr journals
Details of checkCIF/PLATON tests

CIF dictionary

Download CIF editor (publICIF) from the IUCr

Download CIF editor (enCIFer) from the CCDC

CIFZ7A4ILERA5-6D7')—J) T Mercury”

http://www.ccdc.cam.ac.uk/Solutions/CSDSystem/Pages/ Mechry.as pX
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2Alert level C
PLAT041_ALERT_1_C Calc. and Reported SumFormula
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