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====================================================================================================================================
   6  H31B        0.34214                                                                       0.34214
   7  H31C        0.34214                                                                       0.34214
 
U(i,j)-Average     0.3293       0.0906       0.2335      -0.0770       0.0665      -0.0078       0.2311 0.0566 0.2568 0.3800   6.72
 
 
                                                 =====================
                                      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     Cl     Co      N      O
------------------------------------------------------------------------------------------------------------------------------------
Average  0.1364 0.1454 0.2295 0.0000 0.0659 0.1007 0.1579
Minimum  0.0659 0.0771 0.0944 0.0000 0.0659 0.0671 0.0728
Maximum  0.3731 0.2994 0.4492 0.0000 0.0659 0.1504 0.3731
Ratio    5.6589 3.8845 4.7586 0.0000 1.0000 2.2402 5.1221
Number       50     33     69      0      1     10      6
:: Reflection Data are READ from File : robs003bs.hkl - ( OBS-Data)
 
:: TRMX =    1.00   0.00   0.00   0.00   1.00   0.00   0.00   0.00   1.00
 
:: Nr. of Eliminated Reflections (Theta Limit =  25.0 Deg) =13331
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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 0.931 0.246 0.047  4.10 void
  2 0.996 0.063 0.094  3.65 void
  3 0.051 0.807 0.813  3.19 void
  4 0.096 0.779 0.406  2.24 void
  5 0.918 0.356 0.655  2.17 void
  6 0.996 0.856 0.811  2.14 void
  7 0.072 0.862 0.885  1.95 void
  8 0.925 0.385 0.528  1.07 void
  9 0.786 0.042 0.595  0.92      C30  1.12; O4   1.21; C31  1.67; O3   2.08;
 10 0.259 1.001 0.344  0.79      O4   0.65; C30  1.33; O3   2.17; C31  2.40; N6   2.88; C13  3.03;
 11 0.403 0.472 0.968  0.65      C3   1.02; C2   2.31; N3   2.72; O4   2.72; C4   3.10;
 12 0.458 0.445 0.063  0.60      C3   0.69; C2   1.18; N3   2.25; C4   2.35;
 13 0.420 0.435 0.051  0.58      C3   0.73; C2   0.82; N3   1.72; C4   1.98; C1   2.93;
 14 0.921 0.843 0.173  0.57      C23  1.24; N10  1.54; C24  1.65; C26  2.17; C19  2.31; N8   2.55; C25  2.75;
 15 0.466 0.841 0.690  0.55      C6   1.34; C5   1.62; C7   2.59; N4   2.93;
 16 0.073 0.250 0.471  0.54      C24  1.57; C23  2.25; C25  2.30; N10  3.09;
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====================================================================================================================================
Unique Density Minima 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 0.227 1.002 0.732 -1.42      Co   0.16; N2   1.97; N8   2.01; O1   2.14; O1’  2.14; N5   2.15; N1   2.16; C8   2.79; C26  2.81;
  2 0.756 0.463 0.125 -1.06      O4   0.34; C30  1.13; C31  2.06; O3   2.17; N6   2.77;
  3 0.279 0.103 0.449 -0.69      O3   0.82; C30  1.65; O4   2.15; N3   2.53; C4   2.87; C3   2.88; C2   2.90; C31  3.04; N9   3.17;
  4 0.640 0.595 0.877 -0.60      N3   0.99; C1   1.23; C2   1.47; C4   1.92; N4   2.02; N2   2.20; C8   2.77; C3   2.83; C5   3.01;
  5 0.306 0.481 0.831 -0.59      O4   1.54; C30  2.26; C13  2.48; O3   2.77; C21  3.12; C11  3.12; N6   3.18;
  6 0.741 0.324 0.283 -0.58      C11  0.42; N6   1.23; C13  1.64; C12  1.88; C10  2.14; N5   2.68; C17  2.78;
  7 0.846 0.515 0.109 -0.58      C31  0.86; C30  1.31; O3   1.90; O4   2.22; C9   3.18;
  8 0.175 0.620 0.595 -0.55      C12  1.16; C11  2.05; N6   3.07; C17  3.10;
  9 0.372 0.442 0.249 -0.52      N4   0.99; C1   1.69; O1’  1.85; N2   2.13; O1   2.36; C5   2.37; Co   2.80; N3   2.82; C7   2.90;
 10 0.519 0.602 0.908 -0.50      C2   1.19; C3   1.37; C4   2.00; N3   2.60;
 11 0.175 0.620 0.595  0.00      C12  1.16; C11  2.05; N6   3.07; C17  3.10;
 
Void  X(av) Y(av) Z(av) Volume Ang^3 El-Count (e-) Vol/Electron Vol/Atom
================================================================================
   1  0.000 0.000 0.000          288       52               5.5       44
   2  1.000 0.500 0.500          288       52               5.5       44
   3  0.542 0.180 0.865            7        1               6.1       49
   4  0.542 0.319 0.365            7        1               6.2       49
   5  0.458 0.680 0.635            7        1               6.9       55
   6  0.458 0.819 0.135            7        1               6.6       53
 
Total (Positive) Electron Count in Voids/Cell =   108
 
Total (Fo-Fc)map Electron Count in  Unit Cell =     0
 
VOID-Fo-Fc-Map:    Rho(min) =     -0.44, Rho(max) =      4.10, RhoCutOff =  0.00
PeaksCloseToAtoms: Rho(min) =     -1.42, Rho(max) =      0.92, RhoCutOff =  0.50
 
:: Fo-scale =0.287866E+00 - SinT/L-Min = 0.20 for Fo/Fc-Scaling
 
 
:: Cycle =  2, R(F) = 0.14, Nref(Hemi) = 15394, R(F > 4SIGF) = 0.10 Nref =  9397
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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 0.931 0.246 0.047  5.01 void
  2 0.996 0.063 0.094  4.56 void
  3 0.051 0.807 0.814  3.90 void
  4 0.996 0.855 0.811  2.86 void
  5 0.095 0.780 0.406  2.82 void
  6 0.917 0.357 0.654  2.76 void
  7 0.074 0.862 0.885  2.46 void
  8 0.926 0.103 0.031  1.27 void
  9 0.784 0.043 0.594  1.11      C30  1.13; O4   1.21; C31  1.70; O3   2.08;
 10 0.259 1.002 0.343  0.78      O4   0.68; C30  1.33; O3   2.17; C31  2.39; N6   2.89; C13  3.03;
 11 0.403 0.468 0.968  0.67      C3   1.00; C2   2.28; N3   2.72; O4   2.74; C4   3.06; O3   3.18;
 12 0.464 0.447 0.062  0.56      C3   0.71; C2   1.30; N3   2.38; C4   2.43;
 13 0.409 0.058 0.545  0.54      C3   0.80; C2   0.92; N3   1.59; C4   2.06; C1   2.84;
 14 0.805 0.598 0.124  0.54      O3   0.85; C30  0.99; C31  1.70; O4   2.08; N10  2.68; N9   3.02;
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====================================================================================================================================
Unique Density Minima 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 0.755 0.464 0.125 -1.00      O4   0.32; C30  1.13; C31  2.07; O3   2.16; N6   2.78;
  2 0.226 1.002 0.734 -0.92      Co   0.15; N8   1.99; N2   2.00; O1   2.12; O1’  2.13; N5   2.15; N1   2.17; C26  2.80; C8   2.82;
  3 0.795 0.464 0.756 -0.66      Co   0.67; N5   1.59; N1   2.10; N8   2.15; O1   2.35; O1’  2.49; C17  2.50; C18  2.57; N2   2.61;
  4 0.279 0.088 0.467 -0.61      O3   0.99; C30  1.72; O4   2.19; N3   2.21; C2   2.74; C4   2.83; C3   2.84; C8   2.94; C31  3.07;
  5 0.694 0.523 0.170 -0.60      O4   1.58; C30  2.27; C13  2.51; O3   2.75; C21  3.08; C11  3.16;
 
Void  X(av) Y(av) Z(av) Volume Ang^3 El-Count (e-) Vol/Electron Vol/Atom
================================================================================
   1  0.000 0.000 0.000          288       79               3.6       29
   2  1.000 0.500 0.500          288       79               3.6       29
   3  0.542 0.180 0.865            7        1               6.5       52
   4  0.542 0.319 0.365            7        1               6.8       54
   5  0.458 0.680 0.635            7        1               8.9       71
   6  0.458 0.819 0.135            7        1               9.2       73
 
Total (Positive) Electron Count in Voids/Cell =   161
 
Total (Fo-Fc)map Electron Count in  Unit Cell =   108
 
VOID-Fo-Fc-Map:    Rho(min) =     -0.27, Rho(max) =      5.01, RhoCutOff =  0.00
PeaksCloseToAtoms: Rho(min) =     -1.00, Rho(max) =      1.11, RhoCutOff =  0.50
 
:: Fo-scale =0.290058E+00 - SinT/L-Min = 0.20 for Fo/Fc-Scaling
 
 
:: Cycle =  3, R(F) = 0.12, Nref(Hemi) = 15394, R(F > 4SIGF) = 0.08 Nref =  9397
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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 0.069 0.756 0.453  5.25 void
  2 0.996 0.063 0.094  4.78 void
  3 0.051 0.807 0.814  4.07 void
  4 0.095 0.780 0.406  3.03 void
  5 0.996 0.855 0.810  2.96 void
  6 0.916 0.357 0.653  2.93 void
  7 0.075 0.844 0.898  2.65 void
  8 0.927 0.104 0.031  1.36 void
  9 0.785 0.042 0.594  1.19      C30  1.13; O4   1.21; C31  1.69; O3   2.08;
 10 0.739 0.500 0.155  0.79      O4   0.63; C30  1.34; O3   2.18; C31  2.41; N6   2.87; C13  3.03;
 11 0.404 0.467 0.969  0.70      C3   0.99; C2   2.28; N3   2.72; O4   2.75; C4   3.05; O3   3.19;
 12 0.464 0.448 0.062  0.59      C3   0.71; C2   1.30; N3   2.37; C4   2.45;
 13 0.409 0.058 0.545  0.55      C3   0.80; C2   0.92; N3   1.59; C4   2.05; C1   2.84;
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====================================================================================================================================
Unique Density Minima 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 0.754 0.026 0.625 -0.97      O4   0.26; C30  1.02; O3   2.04; C31  2.05; N6   2.89;
  2 0.279 0.088 0.467 -0.63      O3   1.00; C30  1.72; O4   2.19; N3   2.21; C2   2.73; C4   2.82; C3   2.83; C8   2.94; C31  3.08;
  3 0.774 1.006 0.264 -0.62      Co   0.07; N5   2.03; N8   2.05; N2   2.07; O1   2.10; O1’  2.13; N1   2.19; C26  2.83; C17  2.89;
  4 0.694 0.523 0.171 -0.60      O4   1.59; C30  2.28; C13  2.49; O3   2.77; C21  3.07; C11  3.15;
  5 0.798 0.463 0.755 -0.59      Co   0.73; N5   1.58; N1   2.11; N8   2.14; O1   2.38; C17  2.50; O1’  2.53; C18  2.55; C26  2.64;
 
Void  X(av) Y(av) Z(av) Volume Ang^3 El-Count (e-) Vol/Electron Vol/Atom
================================================================================
   1  0.000 0.000 0.000          288       92               3.1       25
   2  1.000 0.500 0.500          288       92               3.1       25
   3  0.542 0.180 0.865            7        1              11.1       89
   4  0.542 0.319 0.365            7        1              11.5       92
   5  0.458 0.680 0.635            7        0              29.3      234
   6  0.458 0.819 0.135            7        0              32.3      259
 
Total (Positive) Electron Count in Voids/Cell =   186
 
Total (Fo-Fc)map Electron Count in  Unit Cell =   161
 
VOID-Fo-Fc-Map:    Rho(min) =     -0.17, Rho(max) =      5.25, RhoCutOff =  0.00
PeaksCloseToAtoms: Rho(min) =     -0.97, Rho(max) =      1.19, RhoCutOff =  0.50
 
:: Fo-scale =0.290607E+00 - SinT/L-Min = 0.20 for Fo/Fc-Scaling
 
 
:: Cycle =  4, R(F) = 0.12, Nref(Hemi) = 15394, R(F > 4SIGF) = 0.07 Nref =  9397
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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 0.069 0.756 0.453  5.29 void
  2 0.997 0.063 0.094  4.83 void
  3 0.051 0.807 0.814  4.10 void
  4 0.096 0.779 0.406  3.04 void
  5 0.916 0.138 0.159  2.97 void
  6 0.996 0.855 0.810  2.96 void
  7 0.075 0.844 0.898  2.69 void
  8 0.927 0.104 0.031  1.38 void
  9 0.785 0.042 0.594  1.22      C30  1.13; O4   1.22; C31  1.70; O3   2.08;
 10 0.740 0.500 0.155  0.77      O4   0.63; C30  1.34; O3   2.18; C31  2.41; N6   2.87; C13  3.03;
 11 0.597 0.534 0.032  0.71      C3   0.99; C2   2.28; N3   2.73; O4   2.75; C4   3.04; O3   3.18;
 12 0.464 0.448 0.062  0.58      C3   0.70; C2   1.30; N3   2.37; C4   2.44;
 13 0.591 0.570 0.951  0.55      C2   0.77; C3   0.88; N3   1.57; C4   1.87; C1   2.80;
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====================================================================================================================================
Unique Density Minima 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 0.754 0.463 0.125 -0.96      O4   0.32; C30  1.14; C31  2.08; O3   2.17; N6   2.78;
  2 0.279 0.088 0.467 -0.62      O3   0.99; C30  1.72; O4   2.20; N3   2.21; C2   2.74; C4   2.82; C3   2.84; C8   2.94; C31  3.07;
  3 0.694 0.523 0.171 -0.61      O4   1.59; C30  2.28; C13  2.49; O3   2.77; C21  3.07; C11  3.15;
  4 0.798 0.463 0.754 -0.56      Co   0.74; N5   1.58; N1   2.11; N8   2.15; O1   2.38; C17  2.50; O1’  2.54; C18  2.55; C26  2.63;
  5 0.226 1.000 0.735 -0.55      Co   0.11; N8   2.01; N2   2.03; N5   2.11; O1   2.11; O1’  2.13; N1   2.17; C26  2.80; C8   2.85;
 
Void  X(av) Y(av) Z(av) Volume Ang^3 El-Count (e-) Vol/Electron Vol/Atom
================================================================================
   1  0.000 0.000 0.000          288       94               3.1       24
   2  1.000 0.500 0.500          288       94               3.1       25
   3  0.542 0.180 0.865            7        1              10.4       83
   4  0.542 0.319 0.365            7        1              10.6       84
   5  0.458 0.680 0.635            7        0              28.6      229
   6  0.458 0.819 0.135            7        0              28.7      230
 
Total (Positive) Electron Count in Voids/Cell =   190
 
Total (Fo-Fc)map Electron Count in  Unit Cell =   186
 
VOID-Fo-Fc-Map:    Rho(min) =     -0.17, Rho(max) =      5.29, RhoCutOff =  0.00
PeaksCloseToAtoms: Rho(min) =     -0.96, Rho(max) =      1.22, RhoCutOff =  0.50
 
:: Fo-scale =0.290870E+00 - SinT/L-Min = 0.20 for Fo/Fc-Scaling
 
 
:: Cycle =  5, R(F) = 0.12, Nref(Hemi) = 15394, R(F > 4SIGF) = 0.07 Nref =  9397
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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 0.076 0.740 0.972  5.31 void
  2 0.997 0.063 0.094  4.86 void
  3 0.949 0.320 0.689  4.14 void
  4 0.927 0.151 0.175  3.18 void
  5 0.096 0.779 0.406  3.04 void
  6 0.996 0.855 0.810  2.97 void
  7 0.075 0.843 0.897  2.71 void
  8 0.076 0.898 0.969  1.37 void
  9 0.785 0.042 0.594  1.22      C30  1.13; O4   1.22; C31  1.70; O3   2.08;
 10 0.740 0.500 0.155  0.78      O4   0.63; C30  1.34; O3   2.18; C31  2.41; N6   2.87; C13  3.03;
 11 0.597 0.534 0.032  0.70      C3   0.99; C2   2.28; N3   2.73; O4   2.75; C4   3.04; O3   3.18;
 12 0.463 0.448 0.062  0.57      C3   0.71; C2   1.30; N3   2.37; C4   2.44;
 13 0.591 0.569 0.951  0.55      C2   0.77; C3   0.89; N3   1.57; C4   1.88; C1   2.80;
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====================================================================================================================================
Unique Density Minima 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 0.754 0.463 0.125 -0.96      O4   0.32; C30  1.13; C31  2.08; O3   2.17; N6   2.78;
  2 0.279 0.088 0.467 -0.62      O3   0.99; C30  1.73; O4   2.20; N3   2.21; C2   2.74; C4   2.82; C3   2.84; C8   2.94; C31  3.08;
  3 0.694 0.523 0.170 -0.60      O4   1.59; C30  2.28; C13  2.50; O3   2.77; C21  3.07; C11  3.15;
  4 0.799 0.462 0.754 -0.56      Co   0.75; N5   1.58; N1   2.11; N8   2.14; O1   2.39; C17  2.49; O1’  2.54; C18  2.54; C26  2.63;
  5 0.779 0.991 0.278 -0.54      Co   0.35; N2   1.87; N8   1.97; N1   2.01; N5   2.24; O1’  2.28; O1   2.30; C8   2.62; C26  2.74;
 
Void  X(av) Y(av) Z(av) Volume Ang^3 El-Count (e-) Vol/Electron Vol/Atom
================================================================================
   1  0.000 0.000 0.000          288       94               3.0       24
   2  1.000 0.500 0.500          288       94               3.1       24
   3  0.542 0.180 0.865            7        1               9.8       78
   4  0.542 0.319 0.365            7        1              10.0       80
   5  0.458 0.680 0.635            7        0              28.1      225
   6  0.458 0.819 0.135            7        0              27.6      221
 
Total (Positive) Electron Count in Voids/Cell =   191
 
Total (Fo-Fc)map Electron Count in  Unit Cell =   190
 
VOID-Fo-Fc-Map:    Rho(min) =     -0.17, Rho(max) =      5.31, RhoCutOff =  0.00
PeaksCloseToAtoms: Rho(min) =     -0.96, Rho(max) =      1.22, RhoCutOff =  0.50
 
:: Fo-scale =0.291087E+00 - SinT/L-Min = 0.20 for Fo/Fc-Scaling
 
 
:: Cycle =  6, R(F) = 0.12, Nref(Hemi) = 15394, R(F > 4SIGF) = 0.07 Nref =  9397
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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 0.076 0.741 0.465  5.33 void
  2 0.997 0.063 0.094  4.87 void
  3 0.949 0.321 0.689  4.18 void
  4 0.927 0.151 0.174  3.21 void
  5 0.093 0.787 0.392  3.05 void
  6 0.996 0.856 0.810  2.97 void
  7 0.076 0.633 0.410  2.73 void
  8 0.076 0.898 0.969  1.37 void
  9 0.785 0.042 0.594  1.22      C30  1.13; O4   1.22; C31  1.70; O3   2.08;
 10 0.740 0.500 0.155  0.77      O4   0.63; C30  1.34; O3   2.18; C31  2.41; N6   2.87; C13  3.03;
 11 0.403 0.468 0.969  0.70      C3   0.99; C2   2.28; N3   2.71; O4   2.74; C4   3.05; O3   3.19;
 12 0.464 0.448 0.062  0.57      C3   0.71; C2   1.30; N3   2.37; C4   2.44;
 13 0.591 0.569 0.951  0.55      C2   0.77; C3   0.89; N3   1.56; C4   1.88; C1   2.79;
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Unique Density Minima 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 0.754 0.463 0.125 -0.96      O4   0.32; C30  1.13; C31  2.08; O3   2.17; N6   2.78;
  2 0.279 0.089 0.467 -0.62      O3   0.99; C30  1.73; O4   2.20; N3   2.21; C2   2.74; C4   2.82; C3   2.84; C8   2.94; C31  3.08;
  3 0.693 0.524 0.170 -0.60      O4   1.59; C30  2.28; C13  2.50; O3   2.77; C21  3.06; C11  3.16;
  4 0.799 0.462 0.754 -0.55      Co   0.76; N5   1.58; N1   2.11; N8   2.14; O1   2.39; C17  2.49; C18  2.54; O1’  2.55; C26  2.62;
  5 0.779 0.991 0.278 -0.52      Co   0.35; N2   1.88; N8   1.97; N1   2.01; N5   2.24; O1’  2.28; O1   2.30; C8   2.62; C26  2.74;
 
Void  X(av) Y(av) Z(av) Volume Ang^3 El-Count (e-) Vol/Electron Vol/Atom
================================================================================
   1  0.000 0.000 0.000          288       95               3.0       24
   2  1.000 0.500 0.500          288       94               3.1       24
   3  0.542 0.180 0.865            7        1               9.5       76
   4  0.542 0.319 0.365            7        1               9.8       78
   5  0.458 0.680 0.635            7        0              29.5      236
   6  0.458 0.819 0.135            7        0              29.6      237
 
Total (Positive) Electron Count in Voids/Cell =   191
 
Total (Fo-Fc)map Electron Count in  Unit Cell =   191
 
VOID-Fo-Fc-Map:    Rho(min) =     -0.17, Rho(max) =      5.33, RhoCutOff =  0.00
PeaksCloseToAtoms: Rho(min) =     -0.96, Rho(max) =      1.22, RhoCutOff =  0.50
 
:: Fo-scale =0.291309E+00 - SinT/L-Min = 0.20 for Fo/Fc-Scaling
 
 
:: Cycle =  7, R(F) = 0.12, Nref(Hemi) = 15394, R(F > 4SIGF) = 0.07 Nref =  9397
 
:: Reflection Data are READ from File : robs003bs.hkl - ( OBS-Data)
 
:: TRMX =    1.00   0.00   0.00   0.00   1.00   0.00   0.00   0.00   1.00
 
:: Nr. of Eliminated Reflections (Theta Limit =  25.0 Deg) =13331
 
:: Reflection Data are READ from File : robs003bs.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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  H  K  L  Sinth/l F(obs)  F(mod) F(solv)  F(tot) D(F^2)/S       I       Sig(I)
 
  1  0  0    0.03    0.00   66.34  178.88  112.5474629.83     -116.85      0.17
  1  0  0    0.03    0.00   66.34  178.88  112.5474629.83     -116.85      0.17
  1  0  0    0.03    0.00   66.34  178.88  112.5474629.83     -116.85      0.17
  1  0  0    0.03    0.00   66.34  178.88  112.5424876.61     -115.58      0.51
  2  0  0    0.06  276.95  449.84  133.69  316.15   13.54    76700.70   1717.50
  2  0  0    0.06  273.58  449.84  133.69  316.15   14.99    74847.09   1674.47
  2  0  0    0.06  286.82  449.84  133.69  316.15   10.03    82267.83   1763.83
  3  0  0    0.08    0.00   79.71   70.06    9.74   20.69      -27.07      4.58
  3  0  0    0.08    0.00   79.71   70.06    9.74   24.83      -24.61      3.82
  3  0  0    0.08    0.00   79.71   70.06    9.74   22.81      -18.16      4.16
  3  0  0    0.08    0.00   79.71   70.06    9.74   25.40      -23.25      3.73
  4  0  0    0.11   64.10   46.81   19.28   66.07    2.68     4109.13     95.64
  4  0  0    0.11   64.32   46.81   19.28   66.07    2.50     4136.46     91.73
  4  0  0    0.11   63.05   46.81   19.28   66.07    4.21     3975.22     92.67
  4  0  0    0.11   63.78   46.81   19.28   66.07    2.99     4067.72     99.71
  5  0  0    0.14   60.37   77.04   14.26   62.82    3.47     3644.86     86.81
  5  0  0    0.14   59.27   77.04   14.26   62.82    4.78     3512.81     90.80
  5  0  0    0.14   60.22   77.04   14.26   62.82    3.81     3625.93     84.18
  5  0  0    0.14   59.32   77.04   14.26   62.82    5.18     3518.75     82.48
  1 -1  0    0.05   17.33   38.32   50.09   11.98   15.27      300.41     10.27
 -1 -1  0    0.05   18.63   38.35   50.06   11.77   21.57      347.08      9.67
  1  1  0    0.05   18.49   38.35   50.06   11.77   20.65      341.73      9.84
  1  1  0    0.05   17.62   38.35   50.06   11.77   15.95      310.34     10.78
 -1  1  0    0.05   17.34   38.32   50.09   11.98   14.92      300.66     10.52
  1 -1  0    0.05   18.98   38.32   50.09   11.98   20.25      360.15     10.69
 -1 -1  0    0.05   18.28   38.35   50.06   11.77   20.22      334.10      9.67
 -1  1  0    0.05   17.35   38.32   50.09   11.98   16.71      301.00      9.42
  2 -1  0    0.07   30.56   55.01   81.75   26.74    9.05      934.15     24.19
  2  1  0    0.07   31.13   54.98   81.78   26.84    9.34      969.03     26.65
  2  1  0    0.07   31.07   54.98   81.78   26.84   10.31      965.12     23.76
  2 -1  0    0.07   31.02   55.01   81.75   26.74    9.63      962.07     25.63
 -2  1  0    0.07   31.31   55.01   81.75   26.74   10.27      980.06     25.80
  2 -1  0    0.07   30.92   55.01   81.75   26.74    9.21      955.96     26.14
 -2 -1  0    0.07   31.40   54.98   81.78   26.84    9.57      985.74     27.75
 -2 -1  0    0.07   30.11   54.98   81.78   26.84    7.76      906.57     24.02
  3 -1  0    0.09    5.44   87.81   90.23    2.52    4.73       29.62      4.92
  3 -1  0    0.09    6.18   87.81   90.23    2.52    6.15       38.19      5.18
  3  1  0    0.09    5.90   87.62   90.18    2.90    6.91       34.79      3.82
  3  1  0    0.09    6.56   87.62   90.18    2.90    6.00       43.02      5.77
  3 -1  0    0.09    5.45   87.81   90.23    2.52    4.59       29.70      5.09
  3  1  0    0.09    6.02   87.62   90.18    2.90    4.69       36.24      5.94
 -3 -1  0    0.09    6.49   87.62   90.18    2.90    7.09       42.09      4.75
  3 -1  0    0.09    6.32   87.81   90.23    2.52    7.91       39.88      4.24
 -4 -1  0    0.12   91.75   15.37   70.92   86.27    5.45     8418.19    178.89
  4 -1  0    0.12   89.94   15.40   70.97   86.37    3.50     8089.78    179.90
  4 -1  0    0.12   89.46   15.40   70.97   86.37    3.04     8002.29    178.46
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  4  1  0    0.12   90.03   15.37   70.92   86.27    3.57     8105.65    185.34
  4  1  0    0.12   92.30   15.37   70.92   86.27    6.07     8519.43    177.19
  4 -1  0    0.12   91.45   15.40   70.97   86.37    4.93     8362.87    182.96
  4 -1  0    0.12   89.69   15.40   70.97   86.37    3.09     8044.64    189.32
  4  1  0    0.12   91.33   15.37   70.92   86.27    4.67     8341.06    192.04
  5 -1  0    0.15   76.14   35.94   42.27   78.22    2.35     5797.35    136.12
  0  2  0    0.07  150.20  200.55   56.71  143.84    3.91    22559.66    478.53
  0 -2  0    0.07  150.41  200.55   56.71  143.84    3.83    22623.13    505.09
 -1 -2  0    0.08   67.05   19.27   46.24   65.48    2.06     4496.10    101.07
  1  2  0    0.08   67.76   19.27   46.24   65.48    3.00     4591.23    100.98
 -1 -2  0    0.08   67.54   19.27   46.24   65.48    2.55     4561.69    107.35
  1 -2  0    0.08   68.91   19.27   46.23   65.50    4.29     4748.64    106.92
  1 -2  0    0.08   67.90   19.27   46.23   65.50    3.15     4609.81    101.66
 -2 -2  0    0.09   57.20   28.66   25.81   54.45    3.89     3272.15     79.01
 -2  2  0    0.09   56.66   28.66   25.85   54.22    3.65     3210.03     74.08
  2  2  0    0.09   56.81   28.66   25.81   54.45    3.64     3227.94     72.22
  2 -2  0    0.09   57.23   28.66   25.85   54.22    4.36     3274.78     76.97
  2  2  0    0.09   56.02   28.66   25.81   54.45    2.27     3138.49     76.63
  2 -2  0    0.09   55.85   28.66   25.85   54.22    2.43     3119.74     74.17
 -2  2  0    0.09   56.83   28.66   25.85   54.22    3.88     3229.29     74.76
 -3 -2  0    0.11   47.05   47.39    3.28   44.23    4.95     2213.85     52.02
  3 -2  0    0.11   46.44   47.39    3.88   44.23    3.60     2156.31     55.58
 -3  2  0    0.11   46.48   47.39    3.88   44.23    3.95     2160.64     51.77
  3  2  0    0.11   47.30   47.39    3.28   44.23    5.48     2236.85     51.26
 -3 -2  0    0.11   47.16   47.39    3.28   44.23    4.55     2223.61     58.81
 -3  2  0    0.11   46.87   47.39    3.88   44.23    4.34     2196.37     55.33
  3 -2  0    0.11   46.44   47.39    3.88   44.23    3.66     2157.08     54.82
 -4 -2  0    0.13   38.64   10.86   25.10   35.65    6.06     1492.96     36.66
  4  2  0    0.13   37.33   10.86   25.10   35.65    2.99     1393.41     40.99
  4 -2  0    0.13   37.09   10.86   25.22   35.93    2.14     1375.42     39.38
 -4 -2  0    0.13   37.23   10.86   25.10   35.65    2.69     1385.95     42.85
 -1  3  0    0.11   87.33   76.65   13.28   89.83    2.66     7625.85    166.75
  1 -3  0    0.11   85.69   76.65   13.28   89.83    4.19     7342.24    173.37
 -1  3  0    0.11   87.83   76.65   13.28   89.83    2.10     7713.26    169.30
 -1 -3  0    0.11   86.23   76.78   13.16   89.93    3.96     7435.34    164.80
  1  3  0    0.11   85.97   76.78   13.16   89.93    4.23     7390.02    164.80
  1 -3  0    0.11   86.78   76.65   13.28   89.83    3.25     7530.46    166.07
  2 -3  0    0.12    5.44   30.72   22.52    8.28    6.39       29.62      6.11
  2  3  0    0.12    6.51   30.55   22.52    8.09    3.72       42.43      6.19
  2  3  0    0.12    5.43   30.55   22.52    8.09    5.36       29.53      6.70
  2 -3  0    0.12    6.66   30.72   22.52    8.28    3.66       44.38      6.62
 -2 -3  0    0.12    5.98   30.55   22.52    8.09    5.55       35.81      5.35
 -2  3  0    0.12    5.19   30.72   22.52    8.28    9.28       26.90      4.50
 -2  3  0    0.12    5.76   30.72   22.52    8.28    5.09       33.18      6.96
  3 -3  0    0.14   55.30   30.56   26.15   56.70    2.03     3057.96     77.65
  0  4  0    0.14  231.33  226.17    6.89  219.28    4.74    53512.81   1144.18
  0  4  0    0.14  224.58  226.17    6.89  219.28    2.02    50435.68   1166.41
  0 -4  0    0.14  238.50  226.17    6.89  219.28    7.32    56883.74   1202.56
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  0 -4  0    0.14  227.77  226.17    6.89  219.28    3.32    51878.73   1142.14
  1 -4  0    0.15   77.60   73.03    6.69   79.71    2.29     6021.72    144.69
 -1 -4  0    0.15   77.60   73.03    6.65   79.68    2.37     6022.40    137.47
 -1  4  0    0.15   77.78   73.03    6.69   79.71    2.17     6049.56    140.02
  5  1 -1    0.14   53.50   52.63    2.62   50.06    4.85     2861.93     73.32
  5  1 -1    0.14   55.23   52.63    2.62   50.06    8.21     3050.24     66.28
  5 -1 -1    0.14   53.32   52.63    2.62   50.04    4.88     2843.52     69.50
 -5  1  1    0.14   54.20   52.63    2.62   50.04    6.23     2937.29     69.50
 -5 -1  1    0.14   54.75   52.63    2.62   50.06    6.96     2998.05     70.69
  5  1 -1    0.14   53.74   52.63    2.62   50.06    4.96     2887.56     76.80
  5 -1 -1    0.14   53.56   52.63    2.62   50.04    4.84     2868.64     75.36
  5 -1 -1    0.14   52.70   52.63    2.62   50.04    3.84     2777.41     71.11
 -4 -1  1    0.11   54.35   51.03    6.08   57.05    4.13     2953.50     73.15
  4  1 -1    0.11   54.97   51.03    6.08   57.05    3.06     3021.55     76.29
  4 -1 -1    0.11   54.14   51.03    6.04   57.05    4.46     2931.18     72.64
  3 -1 -1    0.09   21.26    9.91   17.24    9.57   26.05      451.97     13.83
  3  1 -1    0.09   20.96    9.91   17.31    9.16   20.74      439.41     17.14
  3 -1 -1    0.09   22.28    9.91   17.24    9.57   22.73      496.61     17.82
  3  1 -1    0.09   22.64    9.91   17.31    9.16   31.98      512.64     13.41
 -3  1  1    0.09   21.53    9.91   17.24    9.57   23.30      463.34     15.95
 -3 -1  1    0.09   21.22    9.91   17.31    9.16   22.86      450.44     16.04
 -2  1  1    0.06   33.27    3.19   34.12   30.98    5.25     1106.84     28.00
  2  1 -1    0.06   33.34    3.19   34.23   31.11    4.80     1111.68     29.96
  2 -1 -1    0.06   33.11    3.19   34.12   30.98    4.90     1096.49     27.92
 -2 -1  1    0.06   32.94    3.19   34.23   31.11    4.24     1085.37     27.75
  2 -1 -1    0.06   32.77    3.19   34.12   30.98    3.91     1074.17     29.28
 -1  1  1    0.05  203.28  266.09   51.28  214.82    5.47    41324.00    881.19
 -1 -1  1    0.05  207.19  266.09   51.45  214.64    3.51    42929.05    894.18
  1 -1 -1    0.05  201.63  266.09   51.28  214.82    6.14    40655.21    894.09
  1  1 -1    0.05  198.28  266.09   51.45  214.64    7.44    39315.26    907.84
  1 -1 -1    0.05  200.38  266.09   51.28  214.82    6.45    40152.07    929.57
  0  1 -1    0.05   56.26  128.17   65.03   63.15   11.16     3164.88     73.74
  0  1  1    0.05   57.11  128.17   64.95   63.23    9.25     3261.37     79.68
  0  1  1    0.05   56.02  128.17   64.95   63.23   11.61     3138.41     74.08
  0  1  1    0.05   54.55  128.17   64.95   63.23   14.39     2975.31     71.11
  0 -1 -1    0.05   57.37  128.17   64.95   63.23    8.73     3291.07     81.04
  0 -1  1    0.05   57.70  128.17   65.03   63.15    9.14     3329.68     71.96
  1 -1  1    0.06  233.66  190.11   66.96  257.07    7.70    54595.47   1493.04
 -1  1 -1    0.06  243.69  190.11   66.96  257.07    4.85    59383.32   1381.19
 -1 -1 -1    0.06  265.69  190.11   66.90  257.01    3.18    70591.82   1427.44
  1 -1  1    0.06  239.18  190.11   66.96  257.07    6.71    57205.87   1323.57
  2  1  1    0.08   71.99   12.84   61.19   73.98    2.60     5181.94    112.02
 -2 -1 -1    0.08   71.88   12.84   61.19   73.98    2.66     5166.58    115.07
  2 -1  1    0.08   72.08   12.84   61.17   73.96    2.42     5195.60    113.46
  2 -1  1    0.08   71.38   12.84   61.17   73.96    3.31     5095.30    113.29
  2 -1  1    0.08   71.80   12.84   61.17   73.96    2.65     5155.46    118.97
 -2  1 -1    0.08   69.81   12.84   61.17   73.96    5.20     4872.79    114.99
 -2 -1 -1    0.08   72.02   12.84   61.19   73.98    2.38     5187.37    120.08
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 -3 -1 -1    0.11  135.12   85.03   45.53  130.54    2.98    18257.47    407.76
 -3 -1 -1    0.11  133.92   85.03   45.53  130.54    2.30    17933.47    388.41
  3 -1  1    0.11  136.16   85.03   45.50  130.51    3.92    18539.71    384.50
  3  1  1    0.11  135.94   85.03   45.53  130.54    3.75    18479.89    383.57
  3  1  1    0.11  135.89   85.03   45.53  130.54    3.59    18465.80    397.49
  3 -1  1    0.11  134.50   85.03   45.50  130.51    2.74    18089.44    386.71
  3 -1  1    0.11  136.46   85.03   45.50  130.51    3.90    18620.42    407.84
 -4 -1 -1    0.13   40.01    6.66   30.62   37.07    5.62     1600.56     40.31
  4  1  1    0.13   40.37    6.66   30.62   37.07    5.60     1629.67     45.66
  4 -1  1    0.13   39.54    6.66   30.59   37.05    4.36     1563.31     43.79
  4 -1  1    0.13   40.79    6.66   30.59   37.05    6.69     1663.61     43.53
  4 -1  1    0.13   40.17    6.66   30.59   37.05    5.32     1613.63     45.32
  4 -1  1    0.13   39.90    6.66   30.59   37.05    5.10     1591.65     42.94
 -4 -1 -1    0.13   40.58    6.66   30.62   37.07    5.71     1646.81     47.78
  4  1  1    0.13   40.01    6.66   30.62   37.07    5.43     1600.73     41.75
  4  1  1    0.13   40.16    6.66   30.62   37.07    5.02     1613.20     47.61
  3 -2 -1    0.11    6.49   73.80   69.28    4.91    2.72       42.18      6.62
  3  2 -1    0.11    7.24   73.99   69.25    4.81    4.86       52.44      6.03
 -3  2  1    0.11    6.76   73.80   69.28    4.91    3.10       45.74      6.96
  3 -2 -1    0.11    7.57   73.80   69.28    4.91    4.50       57.37      7.38
 -3 -2  1    0.11    6.44   73.99   69.25    4.81    2.96       41.50      6.19
 -3 -2  1    0.11    8.40   73.99   69.25    4.81    5.53       70.52      8.57
 -2  2  1    0.09   49.74   33.01   79.24   46.23    5.61     2473.69     60.00
 -2 -2  1    0.09   48.18   32.79   79.20   46.41    2.87     2321.54     58.38
  2 -2 -1    0.09   49.32   33.01   79.24   46.23    4.74     2432.62     62.37
  2 -2 -1    0.09   50.24   33.01   79.24   46.23    6.50     2523.68     59.49
  2  2 -1    0.09   51.21   32.79   79.20   46.41    8.14     2622.20     57.54
  2  2 -1    0.09   50.72   32.79   79.20   46.41    6.74     2572.22     62.03
 -2 -2  1    0.09   48.92   32.79   79.20   46.41    3.84     2392.99     62.29
  1  2 -1    0.08   59.71   26.67   81.06   54.39    7.24     3565.09     83.76
  1 -2 -1    0.08   58.73   26.70   81.10   54.41    5.73     3449.51     85.37
  1  2 -1    0.08   60.67   26.67   81.06   54.39    8.97     3681.01     80.53
 -1  2  1    0.08   59.02   26.70   81.10   54.41    6.26     3483.79     83.59
  1 -2 -1    0.08   60.00   26.70   81.10   54.41    7.93     3600.31     80.70
 -1 -2  1    0.08   60.22   26.67   81.06   54.39    8.20     3626.19     81.38
 -1  2  1    0.08   59.57   26.70   81.10   54.41    7.21     3548.20     81.55
 -1 -2  1    0.08   60.32   26.67   81.06   54.39    7.98     3638.66     85.20
  0 -2 -1    0.08   22.48   93.38   65.19   28.19   19.94      505.18     14.51
  0  2 -1    0.08   22.27   93.45   65.14   28.34   18.96      495.93     16.21
  0 -2  1    0.08   22.18   93.45   65.14   28.34   19.02      491.77     16.38
  0  2  1    0.08   22.04   93.38   65.19   28.19   19.90      485.57     15.53
  0  2 -1    0.08   22.41   93.45   65.14   28.34   18.00      502.29     16.72
  0 -2  1    0.08   22.01   93.45   65.14   28.34   21.00      484.30     15.19
  0  2  1    0.08   22.90   93.38   65.19   28.19   15.75      524.52     17.14
  0 -2 -1    0.08   23.00   93.38   65.19   28.19   14.84      528.85     17.91
  1 -2  1    0.09   28.91   72.38   45.14   27.24    4.28      835.88     21.89
  2 -2  1    0.10  142.20  114.98   21.78  136.74    3.39    20221.32    449.76
 -2  2 -1    0.10  143.00  114.98   21.78  136.74    4.05    20450.27    432.96


























