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The DFT-converged geometry of 1
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The DFT-converged geometry of 2
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check CIF/PLATON report

You have not supplied any structure factors. As a result the full set of tests cannot be run.

THIS REPORT IS FOR GUIDANCE ONLY. IF USED AS PART OF A REVIEW PROCEDURE
FOR PUBLICATION, IT SHOULD NOT REPLACE THE EXPERTISE OF AN EXPERIENCED
CRYSTALLOGRAPHIC REFEREE.

No syntax errors found. | __CIF dictionary [ Interpreting this feport
Datablock: A

Bond precision: C-C =0.0031 A Wavelength=0.71073
Cell: a=5.993(2) b=10.446(4) c=10.731(4)

alpha=97.765(8) beta=102.860(8) gamma=98.925(8)
Temperature: 296 K

Calculated Reported
Volume 636.9(4) 637.0(4)
Space group P-1 P-1
Hall group -P1 -P1
Moiety formula C14 H15 F N2 O2 C1l4 H1I5 F N2 O2
Sum formula C14 H15F N2 O2 C14 H1I5F N2 O2
Mr 262.28 262.28
Dx,g cm-3 1.368 1.368
Z 2 2
Mu (mm-1) 0.102 0.102
FO00 276.0 276.0
FO00’ 276.14
h,k,Imax 7,12,13 7,12,13
Nref 2506 2454
Tmin, Tmax 0.969,0.978 0.424,0.747
Tmin’ 0.967

Correction method= # Reported T Limits: Tmin=0.424 Tmax=0.747
AbsCorr = MULTI-SCAN

Data completeness= 0.979 Theta(max)= 25.997
R(reflections)= 0.0774( 2121) wR2(reflections)= 0.2627( 2454)
S=1.041 Npar= 174

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


http://www.iucr.org/iucr-top/cif/cif_core/definitions/index.html
http://journals.iucr.org/services/cif/checking/checkreport.html

“ Alert level C

PLAT084 ALERT 3 { High wR2 Value (i.e. > 0.25) ........ccuuee.. 0.26 Report
[PCATIIZ2_ALERT 2 _(J ADDSYM Detects New (Pseudo) Symm. Elem. B 84 %Fit

“ Alert level G

Number of Unrefined Donor-H Atoms .............. 1 Report
SHELXL First Parameter in WGHT Unusually Large  0.18 Report
The s.u.’s on the Cell Angles are Equal ..(Note)  0.008 Degree

[PCAT933_ALERT 2_Qd Number of OMIT records in Embedded RES ......... 9 Note
0 ALERT | evel A= Mostlikely a serious problem - resolve or explain
0 ALERT | evel B= A potentially serious problem, consider carefully
2 ALERT | evel C=Check.Ensure itis not caused by an omission or oversight
4  ALERT | evel G= General information/check it is not something unexpected

1 ALERT type 1 CIF construction/syntax error, inconsistent or missing data
3 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

0 ALERT type 4 Improvement, methodology, query or suggestion

1 ALERT type 5 Informative message, check

Publication of your CIF
A full structural check has been run on your CIF. This includes checks on:

CIF syntax and construction

Cell and geometry details
Space-group symmetry

Anisotropic displacement parameters

Structure-factor checking is currently being tested on articles submitéetbtCrystallographica
Section C andActa Crystallographica Section E. These tests may be carried out with a local
version of PLATON or the trial servife here.

These full checks give an indication of potential problems with your CIF. Please note that if you
intend to submit your CIF for publication in Acta Crystallographica Section C or E or IUCrData,
you must make sure that full publication chgcks are run on the final version of the CIF prior to
submission.

If you intend to submit to another section of Acta Crystallographica, Journal of Applied
Crystallography or Journal of Synchrotron Radiation, you should make sure that[at Iepst basic
[structural checks are run on the final version of your CIF prior to submission.

To submit your CIF for publication in an IUCr journal click Here.

PLATON version of 11/08/2016; check.def file ver sion of 04/08/2016


http://journals.iucr.org/services/cif/checking/PLAT084.html
http://journals.iucr.org/services/cif/checking/PLAT112.html
http://journals.iucr.org/services/cif/checking/PLAT007.html
http://journals.iucr.org/services/cif/checking/PLAT072.html
http://journals.iucr.org/services/cif/checking/PLAT154.html
http://journals.iucr.org/services/cif/checking/PLAT933.html
http://journals.iucr.org/services/cif/checking/checkcifhkl.html
http://journals.iucr.org/services/cif/checking/checkfull.html
http://journals.iucr.org/services/cif/checking/checkbasic.html
http://journals.iucr.org/services/cif/checking/checkbasic.html
http://journals.iucr.org/services/submit.html
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check CIF/PLATON report

You have not supplied any structure factors. As a result the full set of tests cannot be run.

THIS REPORT IS FOR GUIDANCE ONLY. IF USED AS PART OF A REVIEW PROCEDURE
FOR PUBLICATION, IT SHOULD NOT REPLACE THE EXPERTISE OF AN EXPERIENCED
CRYSTALLOGRAPHIC REFEREE.

No syntax errors found. | __CIF dictionary [ Interpreting this feport

Datablock: ma2

Bond precision: C-C =0.0020 A Wavelength=0.71073

Cell: a=15.5610(12) b=6.1069(5) c=15.6267(12)
alpha=90 beta=97.3588(13) gamma=90

Temperature: 564 K
Calculated Reported

Volume 1472.8(2) 1472.8(2)

Space group P 21/n P 21/n

Hall group -P 2yn -P 2yn

Moiety formula
Sum formula

C15 H15 F3 N2 O2
C15H15 F3 N2 O2

C15 H15 F3 N2 02
C15H15 F3 N2 O2

Mr 312.29 312.29
Dx,g cm-3 1.408 1.408

Z 4 4

Mu (mm-1) 0.120 0.120
F000 648.0 648.0
FOO00’ 648.43

h,k,Imax 20,8,20 20,8,20
Nref 3543 3528
Tmin, Tmax 0.969,0.982 0.635,0.746
Tmin’ 0.927

Correction method= # Reported T Limits: Tmin=0.635 Tmax=0.746
AbsCorr = MULTI-SCAN

Data completeness= 0.996

R(reflections)= 0.0442( 2051)

S=1.085

Npar= 233

Theta(max)= 28.000

wR2(reflections)= 0.1083( 3528)

The following ALERTS were generated. Each ALERT has the format

test-name_ALERT alert-type_alert-Ievel.
Click on the hyperlinks for more details of the test.


http://www.iucr.org/iucr-top/cif/cif_core/definitions/index.html
http://journals.iucr.org/services/cif/checking/checkreport.html

< Alert level C

[ABSTY02 ALERT 1 ¢ An _exptl_absorpt_correction_type has been given without
a literature citation. This should be contained in the
_exptl_absorpt_process_details field.
Absorption correction given as multi-scan

PLAT230 ALERT 2 ( Hirshfeld Test Difffor C2 -- C13 .. 6.3 s.u.
PLAT230 ALERT 2 ( Hirshfeld Test Diff for C10 -- C15 .. 6.1 s.u.

[PCAT242_ALERT 2 JLow 'MainMol’ Ueq as Compared to Neighbors of C10 Check

< Aert level G

[PLAT002 ALERT 2 d Number of Distance or Angle Restraints on AtSite 7 Note
Number of Uiso or Uij Restrained non-H Atoms ... 6 Report
Crystal Size Likely too Large for Beam Size ...  0.63 mm

The CIF-Embedded .res File Contains DFIX Records 1 Report
The CIF-Embedded .res File Contains ISOR Records 1 Report
Low ’'MainMol’ Ueq as Compared to Neighbors of C13 Check
Main Residue Disorder ............ Percentage = 14 Note
[PCAT860_ALERT 3_{d Number of Least-Squares Restraints ............. 42 Note

ALERT | evel A= Most likely a serious problem - resolve or explain

ALERT | evel B = A potentially serious problem, consider carefully

ALERT | evel C=Check. Ensure itis not caused by an omission or oversight
ALERT | evel G= General information/check it is not something unexpected

oo h~OO

1 ALERT type 1 CIF construction/syntax error, inconsistent or missing data
6 ALERT type 2 Indicator that the structure model may be wrong or deficient
2 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
A full structural check has been run on your CIF. This includes checks on:

® CIF syntax and construction

® Cell and geometry details

® Space-group symmetry

® Anisotropic displacement parameters

Structure-factor checking is currently being tested on articles submitéetbtCrystallographica
Section C andActa Crystallographica Section E. These tests may be carried out with a local
version of PLATON or the trial servife hfre.

These full checks give an indication of potential problems with your CIF. Please note that if you
intend to submit your CIF for publication in Acta Crystallographica Section C or E or IUCrData,
you must make sure that full publication chgcks are run on the final version of the CIF prior to
submission.

If you intend to submit to another section of Acta Crystallographica, Journal of Applied
Crystallography or Journal of Synchrotron Radiation, you should make sure that[at Tehst basic
[structural checks are run on the final version of your CIF prior to submission.



http://journals.iucr.org/services/cif/checking/ABSTY_02.html
http://journals.iucr.org/services/cif/checking/PLAT230.html
http://journals.iucr.org/services/cif/checking/PLAT230.html
http://journals.iucr.org/services/cif/checking/PLAT242.html
http://journals.iucr.org/services/cif/checking/PLAT002.html
http://journals.iucr.org/services/cif/checking/PLAT003.html
http://journals.iucr.org/services/cif/checking/PLAT063.html
http://journals.iucr.org/services/cif/checking/PLAT172.html
http://journals.iucr.org/services/cif/checking/PLAT186.html
http://journals.iucr.org/services/cif/checking/PLAT242.html
http://journals.iucr.org/services/cif/checking/PLAT301.html
http://journals.iucr.org/services/cif/checking/PLAT860.html
http://journals.iucr.org/services/cif/checking/checkcifhkl.html
http://journals.iucr.org/services/cif/checking/checkfull.html
http://journals.iucr.org/services/cif/checking/checkbasic.html
http://journals.iucr.org/services/cif/checking/checkbasic.html

To submit your CIF for publication in an IUCr journal click here.

PLATON version of 11/08/2016; check.def file version of 04/08/2016

Datablock ma2 - ellipsoid plot

45°Y

F3' F1 f°

Ci5

- (70316)
—O

PLATON-Nov 19 17:45:48 2016

N
|
—_
(@)]
(o))

maZ P 21/n R = 0.04

F2*

RES=

Prob
Temp

F3

0

~0

-65 X



http://journals.iucr.org/services/submit.html

COX-1
MSRSLLLRFLLFLLLLPPLPVLLADPGAPTPVNPCCYYPCQHQGICVRFGLDRYQCDCTRTGYSGP
NCTIPGLWTWLRNSLRPSPSFTHFLLTHGRWFWEFVNATFIREMLMRLVLTVRSNLIPSPPTYNS
AHDYISWESFSNVSYYTRILPSVPKDCPTPMGTKGKKQLPDAQLLARRFLLRRKFIPDPQGTNLM
FAFFAQHFTHQFFKTSGKMGPGFTKALGHGVDLGHIYGDNLERQYQLRLFKDGKLKYQVLDGE
MYPPSVEEAPVLMHYPRGIPPQSQMAVGQEVFGLLPGLMLYATLWLREHNRVCDLLKAEHPT
WGDEQLFQTTRLILIGETIKIVIEEYVQQLSGYFLQLKFDPELLFGVQFQYRNRIAMEFNHLYHWH
PLMPDSFKVGSQEYSYEQFLFNTSMLVDYGVEALVDAFSRQIAGRIGGGRNMDHHILHVAVDVI
RESREMRLQPFNEYRKRFGMKPYTSFQELVGEKEMAAELEELYGDIDALEFYPGLLLEKCHPNSIF
GESMIEIGAPFSLKGLLGNPICSPEYWKPSTFGGEVGFNIVKTATLKKLVCLNTKTCPYVSFRVPDA
SQDDGPAVERPSTEL

COX-2
MLARALLLCAVLALSHTANPCCSHPCOQNRGVCMSVGFDQYKCDCTRTGFYGENCSTPEFLTRIKL
FLKPTPNTVHYILTHFKGFWNVVNNIPFLRNAIMSYVLTSRSHLIDSPPTYNADYGYKSWEAFSNL
SYYTRALPPVPDDCPTPLGVKGKKQLPDSNEIVEKLLLRRKFIPDPQGSNMMFAFFAQHFTHQFF
KTDHKRGPAFTNGLGHGVDLNHIYGETLARQRKLRLFKDGKMKYQIIDGEMYPPTVKDTQAEM
IYPPQVPEHLRFAVGQEVFGLVPGLMMYATIWLREHNRVCDVLKQEHPEWGDEQLFQTSRLILI
GETIKIVIEDYVQHLSGYHFKLKFDPELLFNKQFQYQNRIAAEFNTLYHWHPLLPDTFQIHDQKYN
YQQFIYNNSILLEHGITQFVESFTRQIAGRVAGGRNVPPAVQKVSQASIDQSRQMKYQSFNEYRK
RFMLKPYESFEELTGEKEMSAELEALYGDIDAVELYPALLVEKPRPDAIFGETMVEVGAPFSLKGLM
GNVICSPAYWKPSTFGGEVGFQIINTASIQSLICNNVKGCPFTSFSVPDPELIKTVTINASSSRSGLD
DINPTVLLKERSTEL
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