
Datablock: 1


	Bond precision:
	C-C = 0.0056 A
	Wavelength=0.71073


	Cell:
	a=24.192(3)
	b=24.192(3)
	c=9.6003(19)

	
	alpha=90
	beta=90
	gamma=120

	Temperature:
	293 K
	
	


	
	Calculated
	Reported

	Volume
	4865.9(18)
	4865.7(14)

	Space group
	R -3
	R-3

	Hall group
	-R 3
	?

	Moiety formula
	C9 H4 N4 O3 Zn [+ solvent]
	?

	Sum formula
	C9 H4 N4 O3 Zn [+ solvent]
	C9 H6 N4 O3 Zn

	Mr
	281.55
	283.55

	Dx,g cm-3
	1.730
	1.742

	Z
	18
	18

	Mu (mm-1)
	2.272
	2.273

	F000
	2520.0
	2556.0

	F000'
	2525.98
	

	h,k,lmax
	31,31,12
	31,31,12

	Nref
	2485
	2481

	Tmin,Tmax
	0.752,0.761
	0.752,0.761

	Tmin'
	0.737
	


	Correction method= # Reported T Limits: Tmin=0.752 Tmax=0.761 AbsCorr = EMPIRICAL
	


	Data completeness= 0.998
	Theta(max)= 27.480


	R(reflections)= 0.0475( 2210)
	wR2(reflections)= 0.1527( 2481)


	S = 1.135
	Npar= 155




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.
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Alert level B
SYMMS02_ALERT_1_B  The unit-cell lengths a and c should be equal for a

            rhombohedral cell

  Cell      24.1920   24.1920    9.6003

  Angles    90.0000   90.0000  120.0000

SYMMS02_ALERT_1_B  Cell angles alpha and gamma should be equal for a

            rhombohedral cell

  Cell      24.1920   24.1920    9.6003

  Angles    90.0000   90.0000  120.0000

SYMMS02_ALERT_1_B  All angles should not be 90 for a rhombohedral cell

  Cell      24.1920   24.1920    9.6003

  Angles    90.0000   90.0000  120.0000

PLAT430_ALERT_2_B Short Inter D...A Contact  O1     ..  Ow1     ..       2.70 Ang.  

PLAT430_ALERT_2_B Short Inter D...A Contact  Ow1    ..  O2      ..       2.67 Ang.  

PLAT990_ALERT_1_B Deprecated RES file style based SQUEEZE job ....          ! Note 
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Alert level C
PLAT250_ALERT_2_C Large U3/U1 Ratio for Average U(i,j) Tensor ....        2.1 Note  
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Alert level G
FORMU01_ALERT_2_G  There is a discrepancy between the atom counts in the

            _chemical_formula_sum and the formula from the _atom_site* data.

            Atom count from _chemical_formula_sum:C9 H6 N4 O3 Zn1

            Atom count from the _atom_site data:  C9 H4 N4 O3 Zn1

CELLZ01_ALERT_1_G Difference between formula and atom_site contents detected.

CELLZ01_ALERT_1_G WARNING: H atoms missing from atom site list. Is this intentional?

           From the CIF: _cell_formula_units_Z   18

           From the CIF: _chemical_formula_sum  C9 H6 N4 O3 Zn

           TEST: Compare cell contents of formula and atom_site data

           atom    Z*formula  cif sites diff

           C        162.00    162.00    0.00

           H        108.00     72.00   36.00

           N         72.00     72.00    0.00

           O         54.00     54.00    0.00

           Zn        18.00     18.00    0.00

PLAT004_ALERT_5_G Polymeric Structure Found with Maximum Dimension          1 Info  

PLAT005_ALERT_5_G No Embedded Refinement Details found  in the CIF     Please Do ! 

PLAT007_ALERT_5_G Number of Unrefined Donor-H Atoms ..............          1 Report

PLAT041_ALERT_1_G Calc. and Reported SumFormula    Strings  Differ     Please Check

PLAT066_ALERT_1_G Predicted and Reported Tmin&Tmax Range Identical          ? Check

PLAT068_ALERT_1_G Reported F000 Differs from Calcd (or Missing)...     Please Check

PLAT083_ALERT_2_G SHELXL Second Parameter in WGHT  Unusually Large      41.24 Why ? 

PLAT104_ALERT_1_G The Reported Crystal System is Inconsistent with        R-3 Check 

PLAT152_ALERT_1_G The Supplied and Calc. Volume s.u. Differ by ...          4 Units 

PLAT199_ALERT_1_G Reported _cell_measurement_temperature ..... (K)        293 Check 

PLAT200_ALERT_1_G Reported   _diffrn_ambient_temperature ..... (K)        293 Check 

PLAT232_ALERT_2_G Hirshfeld Test Diff (M-X)  Zn1    --  Ow1     ..        5.4 s.u.  

PLAT605_ALERT_4_G Largest Solvent Accessible VOID in the Structure        351 A**3  

PLAT720_ALERT_4_G Number of Unusual/Non-Standard Labels ..........          1 Note  

PLAT869_ALERT_4_G ALERTS Related to the use of SQUEEZE Suppressed           ! Info 

PLAT899_ALERT_4_G SHELXL97   is Deprecated and Succeeded by SHELXL       2014 Note  

Datablock: 2


	Bond precision:
	C-C = 0.0070 A
	Wavelength=0.71073


	Cell:
	a=25.002(3)
	b=25.002(3)
	c=9.968(2)

	
	alpha=90
	beta=90
	gamma=120

	Temperature:
	293 K
	
	


	
	Calculated
	Reported

	Volume
	5396(2)
	5396.2(14)

	Space group
	R -3
	R-3

	Hall group
	-R 3
	?

	Moiety formula
	C9 H4 Cd N4 O3 [+ solvent]
	?

	Sum formula
	C9 H4 Cd N4 O3 [+ solvent]
	C9 H6 Cd N4 O3

	Mr
	328.57
	330.59

	Dx,g cm-3
	1.820
	1.831

	Z
	18
	18

	Mu (mm-1)
	1.822
	1.822

	F000
	2844.0
	2879.0

	F000'
	2830.53
	

	h,k,lmax
	32,32,12
	32,32,12

	Nref
	2758
	2753

	Tmin,Tmax
	0.789,0.818
	0.789,0.818

	Tmin'
	0.789
	


	Correction method= # Reported T Limits: Tmin=0.789 Tmax=0.818 AbsCorr = EMPIRICAL
	


	Data completeness= 0.998
	Theta(max)= 27.480


	R(reflections)= 0.0502( 2514)
	wR2(reflections)= 0.1700( 2753)


	S = 1.175
	Npar= 155




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.
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Alert level B
SYMMS02_ALERT_1_B  The unit-cell lengths a and c should be equal for a

            rhombohedral cell

  Cell      25.0020   25.0020    9.9680

  Angles    90.0000   90.0000  120.0000

SYMMS02_ALERT_1_B  Cell angles alpha and gamma should be equal for a

            rhombohedral cell

  Cell      25.0020   25.0020    9.9680

  Angles    90.0000   90.0000  120.0000

SYMMS02_ALERT_1_B  All angles should not be 90 for a rhombohedral cell

  Cell      25.0020   25.0020    9.9680

  Angles    90.0000   90.0000  120.0000

PLAT094_ALERT_2_B Ratio of Maximum / Minimum Residual Density ....       5.57 Report

PLAT430_ALERT_2_B Short Inter D...A Contact  O1     ..  Ow1     ..       2.68 Ang.  

PLAT430_ALERT_2_B Short Inter D...A Contact  Ow1    ..  O2      ..       2.72 Ang.  

PLAT990_ALERT_1_B Deprecated RES file style based SQUEEZE job ....          ! Note 
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Alert level C
PLAT250_ALERT_2_C Large U3/U1 Ratio for Average U(i,j) Tensor ....        2.2 Note  
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Alert level G
FORMU01_ALERT_2_G  There is a discrepancy between the atom counts in the

            _chemical_formula_sum and the formula from the _atom_site* data.

            Atom count from _chemical_formula_sum:C9 H6 Cd1 N4 O3

            Atom count from the _atom_site data:  C9 H4 Cd1 N4 O3

CELLZ01_ALERT_1_G Difference between formula and atom_site contents detected.

CELLZ01_ALERT_1_G WARNING: H atoms missing from atom site list. Is this intentional?

           From the CIF: _cell_formula_units_Z   18

           From the CIF: _chemical_formula_sum  C9 H6 Cd N4 O3

           TEST: Compare cell contents of formula and atom_site data

           atom    Z*formula  cif sites diff

           C        162.00    162.00    0.00

           H        108.00     72.00   36.00

           Cd        18.00     18.00    0.00

           N         72.00     72.00    0.00

           O         54.00     54.00    0.00

PLAT004_ALERT_5_G Polymeric Structure Found with Maximum Dimension          1 Info  

PLAT005_ALERT_5_G No Embedded Refinement Details found  in the CIF     Please Do ! 

PLAT007_ALERT_5_G Number of Unrefined Donor-H Atoms ..............          1 Report

PLAT041_ALERT_1_G Calc. and Reported SumFormula    Strings  Differ     Please Check

PLAT066_ALERT_1_G Predicted and Reported Tmin&Tmax Range Identical          ? Check

PLAT068_ALERT_1_G Reported F000 Differs from Calcd (or Missing)...     Please Check

PLAT083_ALERT_2_G SHELXL Second Parameter in WGHT  Unusually Large      56.98 Why ? 

PLAT104_ALERT_1_G The Reported Crystal System is Inconsistent with        R-3 Check 

PLAT152_ALERT_1_G The Supplied and Calc. Volume s.u. Differ by ...          6 Units 

PLAT199_ALERT_1_G Reported _cell_measurement_temperature ..... (K)        293 Check 

PLAT200_ALERT_1_G Reported   _diffrn_ambient_temperature ..... (K)        293 Check 

PLAT232_ALERT_2_G Hirshfeld Test Diff (M-X)  Cd1    --  Ow1     ..       10.0 s.u.  

PLAT605_ALERT_4_G Largest Solvent Accessible VOID in the Structure        464 A**3  

PLAT720_ALERT_4_G Number of Unusual/Non-Standard Labels ..........          1 Note  

PLAT869_ALERT_4_G ALERTS Related to the use of SQUEEZE Suppressed           ! Info 

PLAT899_ALERT_4_G SHELXL97   is Deprecated and Succeeded by SHELXL       2014 Note  

Datablock: 3


	Bond precision:
	C-C = 0.0111 A
	Wavelength=0.71073


	Cell:
	a=11.001(2)
	b=25.507(5)
	c=17.270(4)

	
	alpha=90
	beta=93.56(3)
	gamma=90

	Temperature:
	293 K
	
	


	
	Calculated
	Reported

	Volume
	4836.7(17)
	4836.6(17)

	Space group
	C 2/c
	C2/c

	Hall group
	-C 2yc
	?

	Moiety formula
	C24 H12 N6 O7 Zn [+ solvent]
	?

	Sum formula
	C24 H12 N6 O7 Zn [+ solvent]
	C24 H14 N6 O7 Zn

	Mr
	561.79
	563.78

	Dx,g cm-3
	1.543
	1.549

	Z
	8
	8

	Mu (mm-1)
	1.073
	1.073

	F000
	2272.0
	2288.0

	F000'
	2275.26
	

	h,k,lmax
	14,33,22
	14,33,22

	Nref
	5534
	5512

	Tmin,Tmax
	0.870,0.898
	0.870,0.898

	Tmin'
	0.870
	


	Correction method= # Reported T Limits: Tmin=0.870 Tmax=0.898 AbsCorr = EMPIRICAL
	


	Data completeness= 0.996
	Theta(max)= 27.480


	R(reflections)= 0.1205( 3710)
	wR2(reflections)= 0.3645( 5512)


	S = 1.088
	Npar= 343




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.
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Alert level B
PLAT084_ALERT_3_B High wR2 Value (i.e. > 0.25) ...................       0.36 Report

PLAT097_ALERT_2_B Large Reported Max.  (Positive) Residual Density       3.25 eA-3  

PLAT416_ALERT_2_B Short Intra D-H..H-D       H2A    ..  H3A     ..       1.39 Ang.  

PLAT430_ALERT_2_B Short Inter D...A Contact  O1     ..  Ow1     ..       2.71 Ang.  

PLAT990_ALERT_1_B Deprecated RES file style based SQUEEZE job ....          ! Note 
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Alert level C
DIFMX02_ALERT_1_C  The maximum difference density is > 0.1*ZMAX*0.75

            The relevant atom site should be identified.

PLAT082_ALERT_2_C High R1 Value ..................................       0.12 Report

PLAT094_ALERT_2_C Ratio of Maximum / Minimum Residual Density ....       3.27 Report

PLAT213_ALERT_2_C Atom O1              has ADP max/min Ratio .....        3.2 prolat

PLAT250_ALERT_2_C Large U3/U1 Ratio for Average U(i,j) Tensor ....        2.4 Note  

PLAT341_ALERT_3_C Low Bond Precision on  C-C Bonds ...............    0.01112 Ang.  

PLAT430_ALERT_2_C Short Inter D...A Contact  Ow1    ..  O5      ..       2.89 Ang.  
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Alert level G
FORMU01_ALERT_2_G  There is a discrepancy between the atom counts in the

            _chemical_formula_sum and the formula from the _atom_site* data.

            Atom count from _chemical_formula_sum:C24 H14 N6 O7 Zn1

            Atom count from the _atom_site data:  C24 H12 N6 O7 Zn1

CELLZ01_ALERT_1_G Difference between formula and atom_site contents detected.

CELLZ01_ALERT_1_G WARNING: H atoms missing from atom site list. Is this intentional?

           From the CIF: _cell_formula_units_Z    8

           From the CIF: _chemical_formula_sum  C24 H14 N6 O7 Zn

           TEST: Compare cell contents of formula and atom_site data

           atom    Z*formula  cif sites diff

           C        192.00    192.00    0.00

           H        112.00     96.00   16.00

           N         48.00     48.00    0.00

           O         56.00     56.00    0.00

           Zn         8.00      8.00    0.00

PLAT004_ALERT_5_G Polymeric Structure Found with Maximum Dimension          3 Info  

PLAT005_ALERT_5_G No Embedded Refinement Details found  in the CIF     Please Do ! 

PLAT007_ALERT_5_G Number of Unrefined Donor-H Atoms ..............          4 Report

PLAT041_ALERT_1_G Calc. and Reported SumFormula    Strings  Differ     Please Check

PLAT066_ALERT_1_G Predicted and Reported Tmin&Tmax Range Identical          ? Check

PLAT068_ALERT_1_G Reported F000 Differs from Calcd (or Missing)...     Please Check

PLAT072_ALERT_2_G SHELXL First  Parameter in WGHT  Unusually Large       0.18 Report

PLAT083_ALERT_2_G SHELXL Second Parameter in WGHT  Unusually Large      75.35 Why ? 

PLAT199_ALERT_1_G Reported _cell_measurement_temperature ..... (K)        293 Check 

PLAT200_ALERT_1_G Reported   _diffrn_ambient_temperature ..... (K)        293 Check 

PLAT605_ALERT_4_G Largest Solvent Accessible VOID in the Structure        245 A**3  

PLAT720_ALERT_4_G Number of Unusual/Non-Standard Labels ..........          1 Note  

PLAT869_ALERT_4_G ALERTS Related to the use of SQUEEZE Suppressed           ! Info 

PLAT899_ALERT_4_G SHELXL97   is Deprecated and Succeeded by SHELXL       2014 Note  


