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====================================================================================================================================
 
                                          Asymmetric Residue Unit (= ARU) Code List
                                          =========================================
 
     ARU-CODE      Symmetry-Code                          sym TX TY TZ Ires     x(cen)     y(cen)     z(cen)
------------------------------------------------------------------------------------------------------------------------------------
a =[  2666.01 ]  = 1-x,1-y,1-z                       = [   2  1  1  1  1 ]           1          1          1
 
Note: Symmetry Operations Refer to the Coordinates listed in the Fractional Coordinate Table given above
 
                                                                 SYM         -  Number of the Symmetry Operator.
X(J) = X(sym) + TX , Y(J) = Y(sym) + TY , Z(J) = Z(sym) + TZ,    Ires        -  Residue Number.
                                                                 TX, TY, TZ  -  Unit Cell Translations.
 
   Ordered Structure                                  Unit Cell Contents (Based on Contents of Atom List, that may be Incomplete)
====================================================================================================================================
Resd Site  X(cen) Y(cen) Z(cen)  Mol.Wt S.O.F   Z      C     H    B   Cr    N    O
====================================================================================================================================
  1    -1    1/2    1/2    1/2  1034.92     1   1     48    80    2    2   18    -
                              ------------------------------------------------------------------------------------------------------
         Unit Cell Weight =     1034.92               48    80    2    2   18    0
 
 Calculated Analysis (Percent) =                    55.7   7.8  2.1 10.0 24.4  0.0
 
                Moiety_Formula = C48 H80 B2 Cr2 N18
 
                   Sum_Formula = C48 H80 B2 Cr2 N18
 
                Formula_Weight =     1034.92 [Note: Based on SHELXL97 Atomic Weights]
 
                     Formula_Z =           1
 
                  SpaceGroup_Z =           2  ===>  Z’ =  1 /  2 =   0.500
 
            Calculated Density =   1.1127(5) g cm-3 [= Mg m-3]                        ** WARNING **
                                                                           Please Check the Derived Crystal Data.
                        F(000) =       552.0 [     552.76]                 They may be Incorrect for Disordered,
                                                                           Incomplete or Polymeric Structures.
                      mu(MoKa) =        3.97 cm-1 =   0.397 mm-1
 
           Resonant Scattering =        1.99 Percent - (Girard,E. et al. (2003). Acta Cryst. D59, 1914-1922)
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              Predicted Volume =      1367.2[ 1354.5] Ang**3, 298[200]K - (D.W.M. Hofmann (2002). Acta Cryst. B58, 489-493)
 
Note on F000: The first number is a pure electron count, the second number between [] is calculated from f,f’ & f"
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====================================================================================================================================
Search for and Analysis of Solvent Accessible Voids in the Structure - Grid = 0.20 Ang., Probe Radius =  1.20 Ang., NStep = 6
====================================================================================================================================
 
van der Waals (or ion) Radii used in the Analysis
================================================================================
    C    H    B   Cr    N    O
--------------------------------------------------------------------------------
 1.70 1.20 1.63 2.15 1.55 1.52
 
:: Grid: X-Axis Step = 0.0167 = Points  60, Angstrom Step = 0.20
:: Grid: Y-Axis Step = 0.0167 = Points  60, Angstrom Step = 0.20
:: Grid: Z-Axis Step = 0.0167 = Points  60, Angstrom Step = 0.21
 
 
:: Total Potential Solvent Area Vol    204.8 Ang^3
                  per Unit Cell Vol   1544.5 Ang^3 [13.3%]
 
Note: Expected volumes for solvent molecules are:
      A hydrogen bonded H2O-molecule      40 Ang^3
      Small molecules (e.g. Toluene) 100-300 Ang^3
 
      Values below for gridpoints and volumes in []
      refer to areas where atom centers may reside.
 
Area #GridPoint VolPerc.  Vol(A^3)  X(av) Y(av) Z(av) Eigenvector(frac) Sig(Ang)
--------------------------------------------------------------------------------
 1  28635[  6365] 13   205[  45.5]  0.000 0.500 0.000 1  1.000 0.044-0.211  2.31
                                                      2  0.268-1.000 0.837  1.63
                                                      3 -0.080-0.774-1.000  1.23
 
      x     y     z              Shortest Contacts within 4.5 Angstrom (Excl. H)
================================================================================
  1  0.000 0.500 0.000            C15  4.30; C15  4.30; C10  4.32; C10  4.32; C11  4.40; C11  4.40; C9   4.47; C9   4.47;
 
 :: Note: use CALC VOID (not CALC SOLV) for Packing Index.
 
     Report the Distance from VOID-CG to Boundary in EV-Directions
 
 Nr MinEV1 MaxEV1 MinEV2 MaxEV2 MinEV3 MaxEV3 MaxDist (Ang)
================================================================================
  1  -5.16   5.16  -3.37   3.37  -3.01   3.01   5.16
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====================================================================================================================================
(An)isotropic, Equivalent and Main Axes Displacement Parameters - Unusual Values Marked with a # - [Optional Coordinate Split-up]
------------------------------------------------------------------------------------------------------------------------------------
------------------------------------------------------------------------------------------------------------------------------------
Atom  Label   U11 or Uiso      U22          U33          U23          U13          U12        Ueq(sUeq)     U1     U2     U3  U3/U1
------------------------------------------------------------------------------------------------------------------------------------
   1  Cr          0.02084      0.02827      0.03292     -0.01879      0.00201     -0.00772      0.02524 0.0172 0.0246 0.0339   1.97
               [   0.3506       0.4003       0.4315]  [   0.3483       0.4097       0.4239]
   2  N1          0.02429      0.03151      0.03329     -0.01886      0.00338     -0.00995      0.02773 0.0198 0.0284 0.0350   1.77
               [   0.3558       0.2640       0.3703]  [   0.3526       0.2724       0.3645]
   3  N2          0.02994      0.03061      0.03374     -0.01917      0.00330     -0.01279      0.02894 0.0183 0.0318 0.0367   2.01
               [   0.2577       0.2174       0.3846]  [   0.2517       0.2269       0.3790]
   4  N3          0.02407      0.02921      0.02897     -0.01456      0.00241     -0.01021      0.02652 0.0191 0.0288 0.0316   1.65
               [   0.1858       0.4919       0.3299]  [   0.1904       0.4856       0.3314]
   5  N4          0.02178      0.03113      0.02775     -0.01286      0.00100     -0.00947      0.02686 0.0185 0.0277 0.0344   1.86
               [   0.1133       0.4069       0.3896]  [   0.1183       0.4003       0.3882]
   6  N5          0.02404      0.02924      0.03149     -0.01503      0.00056     -0.00971      0.02745 0.0187 0.0308 0.0329   1.76
               [   0.2674       0.2597       0.6214]  [   0.2716       0.2603       0.6152]
   7  N6          0.02543      0.02607      0.03036     -0.01334      0.00342     -0.01072      0.02665 0.0184 0.0305 0.0311   1.70
               [   0.1952       0.2024       0.5893]  [   0.1982       0.2035       0.5829]
   8  N7          0.02575      0.03604      0.05028     -0.02792     -0.00205     -0.00655      0.03419 0.0206 0.0298 0.0522   2.53
               [   0.5160       0.3310       0.5156]  [   0.5151       0.3453       0.5024]
   9  N8          0.02261      0.02490      0.02832     -0.01469      0.00231     -0.00157      0.02497 0.0194 0.0269 0.0286   1.48
               [   0.5807       0.3855       0.5315]  [   0.5802       0.3908       0.5272]
  10  N9          0.02716      0.03221      0.04422     -0.02316     -0.00136     -0.00805      0.03215 0.0200 0.0310 0.0455   2.27
               [   0.3507       0.5616       0.4537]  [   0.3504       0.5733       0.4422]
  11  C1          0.03583      0.03148      0.03406     -0.01982      0.00618     -0.00811      0.03197 0.0250 0.0323 0.0387   1.55
               [   0.4232       0.2154       0.3076]  [   0.4183       0.2209       0.3034]
  12  C2          0.05132      0.04290      0.04674     -0.03323      0.01298     -0.01802      0.04100 0.0219 0.0402 0.0609   2.78
               [   0.3701       0.1322       0.2881]  [   0.3582       0.1474       0.2778]
  13  C3          0.04710      0.04125      0.04085     -0.02729      0.00653     -0.01926      0.03845 0.0219 0.0394 0.0541   2.47
               [   0.2662       0.1378       0.3349]  [   0.2551       0.1503       0.3286]
  14  C4          0.03468      0.04441      0.05057     -0.03264      0.01341     -0.01088      0.03888 0.0252 0.0347 0.0567   2.25
               [   0.5416       0.2383       0.2743]  [   0.5353       0.2519       0.2637]
  15  C5          0.05748      0.07806      0.07788     -0.06032      0.03369     -0.02625      0.06026 0.0272 0.0512 0.1024   3.76
               [   0.5794       0.1974       0.1769]  [   0.5650       0.2238       0.1580]
  16  C6          0.04733      0.05200      0.05755     -0.03320      0.02447     -0.02353      0.04792 0.0289 0.0416 0.0732   2.53
               [   0.5458       0.3805       0.2243]  [   0.5349       0.3961       0.2119]
  17  C7          0.03840      0.06313      0.07742     -0.04509      0.00106      0.00178      0.05658 0.0333 0.0543 0.0821   2.46
               [   0.6245       0.1509       0.3880]  [   0.6231       0.1696       0.3735]
  18  C8          0.06548      0.07052      0.07264     -0.05394      0.01933     -0.04257      0.05739 0.0192 0.0547 0.0983   5.13
               [   0.1758       0.0635       0.3397]  [   0.1569       0.0928       0.3223]
  19  C9          0.03052      0.03218      0.02553     -0.01431      0.00217     -0.00698      0.02916 0.0248 0.0299 0.0327   1.32
               [   0.1213       0.6095       0.2667]  [   0.1235       0.6055       0.2677]
  20  C10         0.02531      0.03636      0.03440     -0.01190      0.00043     -0.00038      0.03507 0.0238 0.0336 0.0478   2.01
               [   0.0092       0.6017       0.2933]  [   0.0084       0.5951       0.2878]
  21  C11         0.02355      0.04051      0.03011     -0.01481      0.00191     -0.00768      0.03219 0.0229 0.0301 0.0435   1.90
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               [   0.0061       0.4748       0.3667]  [   0.0095       0.4651       0.3669]
  22  C12         0.03554      0.03164      0.03352     -0.01349      0.00299     -0.00930      0.03418 0.0292 0.0352 0.0381   1.31
               [   0.1641       0.7284       0.1778]  [   0.1670       0.7270       0.1756]
  23  C13         0.04556      0.04292      0.03889     -0.01828      0.01622     -0.01779      0.04210 0.0263 0.0450 0.0551   2.10
               [   0.2889       0.6881       0.1439]  [   0.2792       0.6976       0.1362]
  24  C14         0.05954      0.03457      0.05414     -0.02244      0.01155     -0.01274      0.04868 0.0318 0.0489 0.0653   2.05
               [   0.1724       0.8144       0.2344]  [   0.1617       0.8227       0.2257]
  25  C15         0.05908      0.04590      0.03895     -0.00201     -0.00547     -0.01710      0.05477 0.0296 0.0504 0.0844   2.85
               [   0.0767       0.8032       0.0663]  [   0.0897       0.7950       0.0559]
  26  C16         0.02594      0.05143      0.04655     -0.01414      0.00678     -0.01079      0.04507 0.0236 0.0430 0.0686   2.90
               [  -0.0919       0.4093       0.4263]  [  -0.0891       0.4001       0.4150]
  27  C17         0.02539      0.02590      0.02940     -0.01156      0.00004     -0.00324      0.02791 0.0239 0.0278 0.0320   1.34
               [   0.2847       0.1911       0.7436]  [   0.2852       0.1924       0.7392]
  28  C18         0.03612      0.02889      0.03019     -0.00857      0.00382     -0.00990      0.03373 0.0239 0.0362 0.0410   1.72
               [   0.2223       0.0929       0.7902]  [   0.2258       0.0902       0.7845]
  29  C19         0.02764      0.02642      0.03647     -0.01327      0.00650     -0.00902      0.03059 0.0221 0.0296 0.0401   1.82
               [   0.1714       0.0979       0.6914]  [   0.1684       0.1036       0.6823]
  30  C20         0.03786      0.03113      0.02842     -0.01120     -0.00421     -0.00893      0.03341 0.0254 0.0300 0.0448   1.76
               [   0.3677       0.2149       0.8160]  [   0.3602       0.2165       0.8199]
  31  C21         0.05305      0.03494      0.03841     -0.01816     -0.00745     -0.01056      0.04146 0.0278 0.0362 0.0604   2.17
               [   0.3788       0.3584       0.7561]  [   0.3673       0.3567       0.7626]
  32  C22         0.03888      0.04019      0.05364     -0.01723     -0.01187     -0.00533      0.04664 0.0304 0.0414 0.0682   2.24
               [   0.4778       0.1304       0.8376]  [   0.4842       0.1368       0.8237]
  33  C23         0.06619      0.06242      0.03024     -0.02026      0.00218     -0.02324      0.05233 0.0287 0.0511 0.0772   2.69
               [   0.3109       0.1809       0.9450]  [   0.3258       0.1668       0.9467]
  34  C24         0.04129      0.03625      0.04411     -0.01787      0.00853     -0.02091      0.03945 0.0219 0.0462 0.0502   2.30
               [   0.0896       0.0217       0.6796]  [   0.1003       0.0111       0.6832]
  35  B1          0.02583      0.03106      0.03139     -0.01575      0.00061     -0.01126      0.02832 0.0186 0.0316 0.0348   1.87
               [   0.1539       0.2585       0.4522]  [   0.1604       0.2528       0.4509]
  36  H1B         0.03398                                                                       0.03398
  37  H2A         0.04920                                                                       0.04920
  38  H5A         0.09039                                                                       0.09039
  39  H5B         0.09039                                                                       0.09039
  40  H5C         0.09039                                                                       0.09039
  41  H6A         0.07187                                                                       0.07187
  42  H6B         0.07187                                                                       0.07187
  43  H6C         0.07187                                                                       0.07187
  44  H7A         0.08487                                                                       0.08487
  45  H7B         0.08487                                                                       0.08487
  46  H7C         0.08487                                                                       0.08487
  47  H8A         0.08609                                                                       0.08609
  48  H8B         0.08609                                                                       0.08609
  49  H8C         0.08609                                                                       0.08609
  50  H10A        0.04209                                                                       0.04209
  51  H13A        0.06315                                                                       0.06315
  52  H13B        0.06315                                                                       0.06315
  53  H13C        0.06315                                                                       0.06315
  54  H14A        0.07302                                                                       0.07302
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  55  H14B        0.07302                                                                       0.07302
  56  H14C        0.07302                                                                       0.07302
  57  H15A        0.08215                                                                       0.08215
  58  H15B        0.08215                                                                       0.08215
  59  H15C        0.08215                                                                       0.08215
  60  H16A        0.06761                                                                       0.06761
  61  H16B        0.06761                                                                       0.06761
  62  H16C        0.06761                                                                       0.06761
  63  H18A        0.04048                                                                       0.04048
  64  H21A        0.06219                                                                       0.06219
  65  H21B        0.06219                                                                       0.06219
  66  H21C        0.06219                                                                       0.06219
  67  H22A        0.06995                                                                       0.06995
  68  H22B        0.06995                                                                       0.06995
  69  H22C        0.06995                                                                       0.06995
  70  H23A        0.07850                                                                       0.07850
  71  H23B        0.07850                                                                       0.07850
  72  H23C        0.07850                                                                       0.07850
  73  H24A        0.05917                                                                       0.05917
  74  H24B        0.05917                                                                       0.05917
  75  H24C        0.05917                                                                       0.05917
 
U(i,j)-Average     0.0366       0.0387       0.0407      -0.0208       0.0048      -0.0120       0.0374 0.0312 0.0384 0.0425   1.36
 
 
                                                 =====================
                                      The Displacement Factor has the Form of Exp(-T)
 
                                                      where
 
                             T = 8*(pi**2)*Uiso*sin(theta/lambda)**2, for Isotropic Atoms,
 
  T = 2*(pi**2)*(U11*(h*as)**2+U22*(k*bs)**2+U33*(l*cs)**2+2*U23*k*l*bs*cs+2*U13*h*l*as*cs+2*U12*h*k*as*bs),for Anisotr. Atoms
 
                                      Ueq = 1/3 Sum(i,j) (Uij*as(i)*as(j)*a(i).a(j))
 
                                   U1, U2, U3 are the three Main Axes Components of Uij
 
Reference U(eq): R.X. Fischer & E. Tillmanns, Acta Cryst. (1988). C44, 775-776
 
Ueq [or U(iso)] Averages per Element
------------------------------------------------------------------------------------------------------------------------------------
          Non-H    C      H      B     Cr      N      O
------------------------------------------------------------------------------------------------------------------------------------
Average  0.0374 0.0416 0.0708 0.0283 0.0252 0.0284 0.0000
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Minimum  0.0250 0.0279 0.0340 0.0283 0.0252 0.0250 0.0000
Maximum  0.0603 0.0603 0.0904 0.0283 0.0252 0.0342 0.0000
Ratio    2.4127 2.1587 2.6598 1.0000 1.0000 1.3692 0.0000
Number       35     24     40      1      1      9      0
:: Reflection Data are READ from File : kla0052s.hkl - ( OBS-Data)
 
:: TRMX =    1.00   0.00   0.00   0.00   1.00   0.00   0.00   0.00   1.00
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====================================================================================================================================
SQUEEZE - Procedure (cf. BYPASS-procedure - P. van der Sluis & A.L. Spek (1990). Acta Cryst. A46, 194-201)
========================================================================================================================
 
:: # Accepted Reflns     Hmax Kmax Lmax
::             19700      16   16   16
 
:: A,  B,  C  (Angstrom) =     12.017    12.029    12.442
:: NX, NY, NZ (SOLV-MAP) =         60        60        60
:: NX, NY, NZ (FFT-MAP)  =         64        64        64
:: Resolution (FFT-MAP)  =       0.19      0.19      0.19 Angstrom
 
:: Number of Removed Systematic Extinctions =       0
:: Number of Non-extinction     Reflections =   19700
:: Number of Missing Low Order  Reflections =       0
 
:: Fo-scale =0.157592E+00 - SinT/L-Min = 0.20 for Fo/Fc-Scaling
 
 
:: Cycle =  1, R(F) = 0.09, Nref(Hemi) =  7649, R(F > 4SIGF) = 0.07 Nref =  5584
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Unique Density Maxima in Enhanced  Difference Map (CutOff level =     0.50 eA-3)
================================================================================
  #   x     y     z  (e/A^3)     Shortest Contacts within 3.2 Angstrom (Excl. H)
================================================================================
  1 1.000 0.501 0.000  3.14 void
  2 0.784 0.542 0.982  2.56 void
  3 0.879 0.488 0.050  2.46 void
  4 0.907 0.569 0.935  2.45 void
  5 0.018 0.633 0.876  1.08 void
 
Void  X(av) Y(av) Z(av) Volume Ang^3 El-Count (e-) Vol/Electron Vol/Atom
================================================================================
   1  0.000 0.500 0.000          206       35               5.8       47
 
Total (Positive) Electron Count in Voids/Cell =    35
 
Total (Fo-Fc)map Electron Count in  Unit Cell =     0
 
VOID-Fo-Fc-Map:    Rho(min) =     -0.23, Rho(max) =      3.14, RhoCutOff =  0.00
PeaksCloseToAtoms: Rho(min) =      0.00, Rho(max) =      0.00, RhoCutOff =  0.50
 
:: Fo-scale =0.157468E+00 - SinT/L-Min = 0.20 for Fo/Fc-Scaling
 
 
:: Cycle =  2, R(F) = 0.06, Nref(Hemi) =  7649, R(F > 4SIGF) = 0.04 Nref =  5584
 






















