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-     C(15)          0.12655            1/4       -0.23399      1.8663      4.2445     -3.9870   .m.  2   1/2          1    -     -
-     C(16)          0.55340        0.08684        0.10722      5.0655      1.4744      1.8270        1     1          1    -     -
-     C(17)          0.68835        0.05885        0.10340      6.3828      0.9992      1.7619        1     1          1    -     -
-     C(18)          0.75403        0.11582        0.06683      7.1190      1.9664      1.1387        1     1          1    -     -
-     C(19)          0.89770        0.11535        0.04630      8.5665      1.9584      0.7889        1     1          1    -     -
-     C(20)          0.43790        0.04428        0.14042      3.8561      0.7518      2.3927        1     1          1    -     -
-     C(21)          0.29705        0.05572        0.08758      2.6368      0.9460      1.4923        1     1          1    -     -
-     C(22)          0.42907        0.07259        0.22304      3.5443      1.2324      3.8004        1     1          1    -     -
-     C(95)          0.47271       -0.04542        0.14282      4.1866     -0.7711      2.4336        1     1          1    -     -
-     B(1)           0.67861            1/4        0.00004      6.5715      4.2445      0.0007   .m.  2   1/2          1    -     -
-     N(3)a          0.66374        0.32468        0.04820      6.2957      5.5124      0.8213        1     1          1   4.555 D/A
-     N(4)a          0.53906        0.34097        0.07417      5.0171      5.7890      1.2638        1     1          1   4.555 D/A
-     C(14)a         0.12694        0.32505       -0.11097      1.5332      5.5187     -1.8909        1     1          1   4.555  -
-     C(16)a         0.55340        0.41316        0.10722      5.0655      7.0146      1.8270        1     1          1   4.555  -
-     C(17)a         0.68835        0.44115        0.10340      6.3828      7.4898      1.7619        1     1          1   4.555  -
-     C(18)a         0.75403        0.38418        0.06683      7.1190      6.5226      1.1387        1     1          1   4.555  -
-     C(19)a         0.89770        0.38465        0.04630      8.5665      6.5306      0.7889        1     1          1   4.555  -
-     C(20)a         0.43790        0.45572        0.14042      3.8561      7.7372      2.3927        1     1          1   4.555  -
-     C(21)a         0.29705        0.44428        0.08758      2.6368      7.5430      1.4923        1     1          1   4.555  -
-     C(22)a         0.42907        0.42741        0.22304      3.5443      7.2566      3.8004        1     1          1   4.555  -
-     C(95)a         0.47271        0.54542        0.14282      4.1866      9.2601      2.4336        1     1          1   4.555  -
 
                                                         =============
******************************************************** Residue =   2 *************************************************************
                                                         =============
 
------------------------------------------------------------------------------------------------------------------------------------
Flags Label         Fractional Coordinates (x,y,z)          Orthogonal Coordinates (XO,YO,ZO)   Site SSN*SSOF =    S.O.F   Move Type
------------------------------------------------------------------------------------------------------------------------------------
-     Ni(2)         -0.08335            1/4        0.53864     -2.2823      4.2445      9.1781   .m.  2   1/2          1    -    Met
-     O(3)          -0.21909            1/4        0.62116     -3.8228      4.2445     10.5841   .m.  2   1/2          1    -    D/A
-     O(4)          -0.31172            1/4        0.51632     -4.4327      4.2445      8.7977   .m.  2   1/2          1    -    D/A
-     N(10)         -0.32291            1/4        0.57383     -4.6986      4.2445      9.7777   .m.  2   1/2          1    -    D/A
-     C(5)           0.18196        0.17555        0.57945      0.1752      2.9805      9.8734        1     1          1    -     -
-     C(7)           0.14556            1/4        0.45266      0.1699      4.2445      7.7130   .m.  2   1/2          1    -     -
-     C(8)           0.00060            1/4        0.43909     -1.1967      4.2445      7.4818   .m.  2   1/2          1    -     -
-     C(23)          0.04002        0.08793        0.61751     -1.3036      1.4929     10.5219        1     1          1    -     -
-     C(24)          0.17407        0.05906        0.63681     -0.0583      1.0027     10.8508        1     1          1    -     -
-     C(25)          0.26232        0.11479        0.61124      0.8663      1.9489     10.4151        1     1          1    -     -
-     C(26)          0.41781        0.11176        0.61531      2.3609      1.8975     10.4845        1     1          1    -     -
-     C(27)         -0.09373        0.04664        0.63045     -2.6343      0.7919     10.7424        1     1          1    -     -
-     C(28)         -0.14877        0.08500        0.69944     -3.3563      1.4431     11.9180        1     1          1    -     -
-     C(29)         -0.20514        0.05390        0.55539     -3.5076      0.9151      9.4635        1     1          1    -     -
-     C(30)         -0.03694            1/4        0.35954     -1.3424      4.2445      6.1263   .m.  2   1/2          1    -     -
-     C(31)          0.08230            1/4        0.32439     -0.0914      4.2445      5.5274   .m.  2   1/2          1    -     -
-     C(32)          0.19483            1/4        0.38396      0.8352      4.2445      6.5424   .m.  2   1/2          1    -     -
-     C(33)          0.34495            1/4        0.37818      2.3048      4.2445      6.4439   .m.  2   1/2          1    -     -
-     C(34)         -0.18756            1/4        0.32057     -2.6943      4.2445      5.4623   .m.  2   1/2          1    -     -
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-     C(35)         -0.19244            1/4        0.23093     -2.4960      4.2445      3.9349   .m.  2   1/2          1    -     -
-     C(90)         -0.26670        0.17839        0.34650     -3.5317      3.0287      5.9041        1     1          1    -     -
-     C(91)         -0.06255       -0.03780        0.64727     -2.3784     -0.6418     11.0290        1     1          1    -     -
-     C(93)          0.04330        0.15972        0.58318     -1.1778      2.7117      9.9370        1     1          1    -     -
-     B(2)           0.22158            1/4        0.53752      0.6737      4.2445      9.1590   .m.  2   1/2          1    -     -
-     C(5)b          0.18196        0.32445        0.57945      0.1752      5.5085      9.8734        1     1          1   4.555  -
-     C(23)b         0.04002        0.41207        0.61751     -1.3036      6.9961     10.5219        1     1          1   4.555  -
-     C(24)b         0.17407        0.44094        0.63681     -0.0583      7.4863     10.8508        1     1          1   4.555  -
-     C(25)b         0.26232        0.38521        0.61124      0.8663      6.5401     10.4151        1     1          1   4.555  -
-     C(26)b         0.41781        0.38824        0.61531      2.3609      6.5915     10.4845        1     1          1   4.555  -
-     C(27)b        -0.09373        0.45336        0.63045     -2.6343      7.6971     10.7424        1     1          1   4.555  -
-     C(28)b        -0.14877        0.41500        0.69944     -3.3563      7.0459     11.9180        1     1          1   4.555  -
-     C(29)b        -0.20514        0.44610        0.55539     -3.5076      7.5739      9.4635        1     1          1   4.555  -
-     C(90)b        -0.26670        0.32161        0.34650     -3.5317      5.4603      5.9041        1     1          1   4.555  -
-     C(91)b        -0.06255        0.53780        0.64727     -2.3784      9.1308     11.0290        1     1          1   4.555  -
-     C(93)b         0.04330        0.34028        0.58318     -1.1778      5.7773      9.9370        1     1          1   4.555  -
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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 =[  4555.01 ]  = x,1/2-y,z                         = [   4  0  0  0  1 ]       0.470        1/4      0.035
b =[  4555.02 ]  = x,1/2-y,z                         = [   4  0  0  0  2 ]      -0.006        1/4      0.536
 
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.
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   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    N   Ni    O
====================================================================================================================================
  1   .m.  0.470    1/4  0.035   487.81     1   2     24     -    1    7    1    2
  2   .m. -0.006    1/4  0.536   475.81     1   2     30     -    1    1    1    2
                              ------------------------------------------------------------------------------------------------------
         Unit Cell Weight =     1927.24              108     0    4   16    4    8
 
 Calculated Analysis (Percent) =                    67.3   0.0  2.2 11.6 12.2  6.6
 
                Moiety_Formula = C24 B N7 Ni O2, C30 B N Ni O2
 
                   Sum_Formula = C54 B2 N8 Ni2 O4
 
                Formula_Weight =      963.62 [Note: Based on SHELXL97 Atomic Weights]
 
                     Formula_Z =           2
 
                  SpaceGroup_Z =           4  ===>  Z’ =  2 /  4 =   0.500
 
            Calculated Density =   1.1423(5) g cm-3 [= Mg m-3]                        ** WARNING **
                                                                           Please Check the Derived Crystal Data.
                        F(000) =       956.0 [     957.68]                 They may be Incorrect for Disordered,
                                                                           Incomplete or Polymeric Structures.
                      mu(MoKa) =        7.18 cm-1 =   0.718 mm-1
 
           Resonant Scattering =        3.41 Percent - (Girard,E. et al. (2003). Acta Cryst. D59, 1914-1922)
 
              Predicted Volume =      1934.8[ 1916.8] 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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(An)isotropic, Equivalent and Main Axes Displacement Parameters - Unusual Values Marked with a # - [Optional Coordinate Split-up]
------------------------------------------------------------------------------------------------------------------------------------
 
                                                         =============
******************************************************** Residue =   1 *************************************************************
                                                         =============
 
------------------------------------------------------------------------------------------------------------------------------------
Atom  Label   U11 or Uiso      U22          U33          U23          U13          U12        Ueq(sUeq)     U1     U2     U3  U3/U1
------------------------------------------------------------------------------------------------------------------------------------
   1  Ni1         0.02133                                                                       0.02133
   2  O1          0.03724                                                                       0.03724
   3  O2          0.05374                                                                       0.05374
   4  N1          0.02344                                                                       0.02344
   5  N2          0.02497                                                                       0.02497
   6  N3          0.02575                                                                       0.02575
   7  N4          0.02416                                                                       0.02416
   8  N5          0.03931                                                                       0.03931
   9  C9          0.02545                                                                       0.02545
  10  C10         0.02745                                                                       0.02745
  11  C11         0.02520                                                                       0.02520
  12  C12         0.03696                                                                       0.03696
  13  C13         0.02619                                                                       0.02619
  14  C14         0.03956                                                                       0.03956
  15  C15         0.04035                                                                       0.04035
  16  C16         0.02607                                                                       0.02607
  17  C17         0.03622                                                                       0.03622
  18  C18         0.03074                                                                       0.03074
  19  C19         0.04668                                                                       0.04668
  20  C20         0.03326                                                                       0.03326
  21  C21         0.04352                                                                       0.04352
  22  C22         0.04468                                                                       0.04468
  23  C95         0.05243                                                                       0.05243
  24  B1          0.02327                                                                       0.02327
 
                                                         =============
******************************************************** Residue =   2 *************************************************************
                                                         =============
 
------------------------------------------------------------------------------------------------------------------------------------
Atom  Label   U11 or Uiso      U22          U33          U23          U13          U12        Ueq(sUeq)     U1     U2     U3  U3/U1
------------------------------------------------------------------------------------------------------------------------------------
   1  Ni2         0.02791                                                                       0.02791
   2  O3          0.06998                                                                       0.06998
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   3  O4          0.13579                                                                       0.13579
   4  N10         0.06774                                                                       0.06774
   5  C5          0.01849                                                                       0.01849
   6  C7          0.02227                                                                       0.02227
   7  C8          0.02197                                                                       0.02197
   8  C23         0.03370                                                                       0.03370
   9  C24         0.03960                                                                       0.03960
  10  C25         0.03515                                                                       0.03515
  11  C26         0.04702                                                                       0.04702
  12  C27         0.04627                                                                       0.04627
  13  C28         0.06486                                                                       0.06486
  14  C29         0.06770                                                                       0.06770
  15  C30         0.03196                                                                       0.03196
  16  C31         0.03596                                                                       0.03596
  17  C32         0.03145                                                                       0.03145
  18  C33         0.04904                                                                       0.04904
  19  C34         0.04205                                                                       0.04205
  20  C35         0.09210                                                                       0.09210
  21  C90         0.06593                                                                       0.06593
  22  C91         0.09153                                                                       0.09153
  23  C93         0.01811                                                                       0.01811
  24  B2          0.02581                                                                       0.02581
 
                                                 =====================
                                      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      N     Ni      O
------------------------------------------------------------------------------------------------------------------------------------
Average  0.0415 0.0409 0.0000 0.0245 0.0342 0.0246 0.0742
Minimum  0.0181 0.0181 0.0000 0.0233 0.0234 0.0213 0.0372
Maximum  0.1358 0.0921 0.0000 0.0258 0.0677 0.0279 0.1358
Ratio    7.4981 5.0856 0.0000 1.1092 2.8899 1.3085 3.6463
Number       48     34      0      2      6      2      4
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====================================================================================================================================
Analysis of Bond Distance and Angle Values - Identification of Chiral Center(s) and Their (R/S)-Configuration (Cahn-Ingold-Prelog)
====================================================================================================================================
    The Following Tests are done. Faults are Marked Under Note
    -- V : Valency Check Fault for H, C
    -- S : Bond Too Short
    -- A : Unusual Bond Angle Values (PLEASE CHECK)
====================================================================================================================================
 *** PLEASE NOTE: R/S ASSIGNMENTS ARE TENTATIVE  *** (CIP Special rules NOT Implemented)
 *** See Angew.Chem.Intern. Ed. Eng.,(1966),5,385 & (1982),21,567 for Authoritative Details for Special Cases
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                                                         =============
******************************************************** Residue =   1 *************************************************************
                                                         =============
 
                                                                                       =A.N.G.L.E.S=   =B.O.N.D.S=
Flag Label  - Connected to  (May be Incomplete for Polymeric Structures)            nra min max  Aver  min   max nrb tnr Hyb RS Note
------------------------------------------------------------------------------------------------------------------------------------
-    Ni(1)  - O(1)    O(2)    N(2)    N(4)    N(5)    N(4)a   ------- ------- -------15  29 167  99.4 2.014 2.525  6  27
-    O(1)   - Ni(1)   N(5)    ------- ------- ------- ------- ------- ------- ------- 1  96  96  95.6 1.222 2.094  2  25 sp3
-    O(2)   - Ni(1)   N(5)    ------- ------- ------- ------- ------- ------- ------- 1  92  92  91.6 1.233 2.170  2  25 sp3
-    N(1)   - N(2)    C(11)   B(1)    ------- ------- ------- ------- ------- ------- 3 109 131 120.0 1.335 1.565  3  20
-    N(2)   - Ni(1)   N(1)    C(9)    ------- ------- ------- ------- ------- ------- 3 107 141 120.0 1.353 2.014  3  22
-    N(3)   - N(4)    C(18)   B(1)    ------- ------- ------- ------- ------- ------- 3 110 130 119.9 1.341 1.535  3  20
-    N(4)   - Ni(1)   N(3)    C(16)   ------- ------- ------- ------- ------- ------- 3 106 141 120.0 1.350 2.034  3  22
-    N(5)   - Ni(1)   O(1)    O(2)    ------- ------- ------- ------- ------- ------- 3  56 115  76.6 1.222 2.525  3  23 sp3
-    C(9)   - N(2)    C(10)   C(13)   ------- ------- ------- ------- ------- ------- 3 109 128 120.0 1.353 1.528  3  18 sp2
-    C(10)  - C(9)    C(11)   ------- ------- ------- ------- ------- ------- ------- 1 106 106 106.1 1.366 1.406  2  13          ?
-    C(11)  - N(1)    C(10)   C(12)   ------- ------- ------- ------- ------- ------- 3 109 127 120.0 1.335 1.509  3  17 sp2
-    C(12)  - C(11)   ------- ------- ------- ------- ------- ------- ------- ------- 0   0   0   0.0 1.509 1.509  1  11          ?
-    C(13)  - C(9)    C(14)   C(15)   C(14)a  ------- ------- ------- ------- ------- 6 108 111 109.5 1.512 1.542  4  12 sp3
-    C(14)  - C(13)   ------- ------- ------- ------- ------- ------- ------- ------- 0   0   0   0.0 1.542 1.542  1   5          ?
-    C(15)  - C(13)   ------- ------- ------- ------- ------- ------- ------- ------- 0   0   0   0.0 1.512 1.512  1   5          ?
-    C(16)  - N(4)    C(17)   C(20)   ------- ------- ------- ------- ------- ------- 3 109 127 120.0 1.350 1.518  3  18 sp2
-    C(17)  - C(16)   C(18)   ------- ------- ------- ------- ------- ------- ------- 1 107 107 106.7 1.366 1.402  2  13          ?
-    C(18)  - N(3)    C(17)   C(19)   ------- ------- ------- ------- ------- ------- 3 108 129 120.0 1.341 1.489  3  17 sp2
-    C(19)  - C(18)   ------- ------- ------- ------- ------- ------- ------- ------- 0   0   0   0.0 1.489 1.489  1  11          ?
-    C(20)  - C(16)   C(21)   C(22)   C(95)   ------- ------- ------- ------- ------- 6 108 111 109.5 1.518 1.559  4  12 sp3
-    C(21)  - C(20)   ------- ------- ------- ------- ------- ------- ------- ------- 0   0   0   0.0 1.528 1.528  1   5          ?
-    C(22)  - C(20)   ------- ------- ------- ------- ------- ------- ------- ------- 0   0   0   0.0 1.520 1.520  1   5          ?
-    C(95)  - C(20)   ------- ------- ------- ------- ------- ------- ------- ------- 0   0   0   0.0 1.559 1.559  1   5          ?
-    B(1)   - N(1)    N(3)    N(3)a   ------- ------- ------- ------- ------- ------- 3 108 111 109.1 1.535 1.565  3   2
-    N(3)a  - B(1)    N(4)a   C(18)a  ------- ------- ------- ------- ------- ------- 3 110 130 119.9 1.341 1.535  3  20
-    N(4)a  - Ni(1)   N(3)a   C(16)a  ------- ------- ------- ------- ------- ------- 3 106 141 120.0 1.350 2.034  3  22
-    C(14)a - C(13)   ------- ------- ------- ------- ------- ------- ------- ------- 0   0   0   0.0 1.542 1.542  1   5          ?
-    C(16)a - N(4)a   C(17)a  C(20)a  ------- ------- ------- ------- ------- ------- 3 109 127 120.0 1.350 1.518  3  18 sp2
-    C(17)a - C(16)a  C(18)a  ------- ------- ------- ------- ------- ------- ------- 1 107 107 106.7 1.366 1.402  2  13          ?
-    C(18)a - N(3)a   C(17)a  C(19)a  ------- ------- ------- ------- ------- ------- 3 108 129 120.0 1.341 1.489  3  17 sp2
-    C(19)a - C(18)a  ------- ------- ------- ------- ------- ------- ------- ------- 0   0   0   0.0 1.489 1.489  1  11          ?
-    C(20)a - C(16)a  C(21)a  C(22)a  C(95)a  ------- ------- ------- ------- ------- 6 108 111 109.5 1.518 1.559  4  12 sp3
-    C(21)a - C(20)a  ------- ------- ------- ------- ------- ------- ------- ------- 0   0   0   0.0 1.528 1.528  1   5          ?
-    C(22)a - C(20)a  ------- ------- ------- ------- ------- ------- ------- ------- 0   0   0   0.0 1.520 1.520  1   5          ?
-    C(95)a - C(20)a  ------- ------- ------- ------- ------- ------- ------- ------- 0   0   0   0.0 1.559 1.559  1   5          ?
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                                                         =============
******************************************************** Residue =   2 *************************************************************
                                                         =============
 
                                                                                       =A.N.G.L.E.S=   =B.O.N.D.S=
Flag Label  - Connected to  (May be Incomplete for Polymeric Structures)            nra min max  Aver  min   max nrb tnr Hyb RS Note
------------------------------------------------------------------------------------------------------------------------------------
-    Ni(2)  - O(3)    O(4)    N(10)   C(8)    C(93)   C(93)b  ------- ------- -------15  24 165  98.8 2.014 2.490  6  26
-    O(3)   - Ni(2)   N(10)   ------- ------- ------- ------- ------- ------- ------- 1  95  95  95.0 1.191 2.086  2  24 sp3
-    O(4)   - Ni(2)   N(10)   ------- ------- ------- ------- ------- ------- ------- 1  95  95  95.2 1.015 2.184  2  24 sp3
-    N(10)  - Ni(2)   O(3)    O(4)    ------- ------- ------- ------- ------- ------- 3  57 117  78.3 1.015 2.490  3  21 sp3
-    C(5)   - C(25)   C(93)   B(2)    ------- ------- ------- ------- ------- ------- 3 109 130 119.9 1.355 1.535  3  15 sp2
-    C(7)   - C(8)    C(32)   B(2)    ------- ------- ------- ------- ------- ------- 3 110 131 120.0 1.346 1.531  3  15 sp2
-    C(8)   - Ni(2)   C(7)    C(30)   ------- ------- ------- ------- ------- ------- 3 106 141 120.0 1.363 2.014  3  19 sp2
-    C(23)  - C(24)   C(27)   C(93)   ------- ------- ------- ------- ------- ------- 3 110 126 120.0 1.358 1.520  3  16 sp2
-    C(24)  - C(23)   C(25)   ------- ------- ------- ------- ------- ------- ------- 1 106 106 106.5 1.378 1.393  2  10          ?
-    C(25)  - C(5)    C(24)   C(26)   ------- ------- ------- ------- ------- ------- 3 108 129 120.0 1.355 1.497  3   7 sp2
-    C(26)  - C(25)   ------- ------- ------- ------- ------- ------- ------- ------- 0   0   0   0.0 1.497 1.497  1   3          ?
-    C(27)  - C(23)   C(28)   C(29)   C(91)   ------- ------- ------- ------- ------- 6 109 110 109.5 1.484 1.554  4   9 sp3
-    C(28)  - C(27)   ------- ------- ------- ------- ------- ------- ------- ------- 0   0   0   0.0 1.526 1.526  1   4          ?
-    C(29)  - C(27)   ------- ------- ------- ------- ------- ------- ------- ------- 0   0   0   0.0 1.554 1.554  1   4          ?
-    C(30)  - C(8)    C(31)   C(34)   ------- ------- ------- ------- ------- ------- 3 109 128 120.0 1.363 1.506  3  16 sp2
-    C(31)  - C(30)   C(32)   ------- ------- ------- ------- ------- ------- ------- 1 107 107 106.8 1.374 1.387  2  10          ?
-    C(32)  - C(7)    C(31)   C(33)   ------- ------- ------- ------- ------- ------- 3 108 129 120.0 1.346 1.473  3   7 sp2
-    C(33)  - C(32)   ------- ------- ------- ------- ------- ------- ------- ------- 0   0   0   0.0 1.473 1.473  1   3          ?
-    C(34)  - C(30)   C(35)   C(90)   C(90)b  ------- ------- ------- ------- ------- 6 104 111 109.5 1.506 1.541  4   9 sp3
-    C(35)  - C(34)   ------- ------- ------- ------- ------- ------- ------- ------- 0   0   0   0.0 1.540 1.540  1   4          ?
-    C(90)  - C(34)   ------- ------- ------- ------- ------- ------- ------- ------- 0   0   0   0.0 1.541 1.541  1   4          ?
-    C(91)  - C(27)   ------- ------- ------- ------- ------- ------- ------- ------- 0   0   0   0.0 1.484 1.484  1   4          ?
-    C(93)  - Ni(2)   C(5)    C(23)   ------- ------- ------- ------- ------- ------- 3 107 142 120.0 1.358 2.036  3  19 sp2
-    B(2)   - C(5)    C(7)    C(5)b   ------- ------- ------- ------- ------- ------- 3 109 111 109.9 1.531 1.535  3   1
-    C(5)b  - B(2)    C(25)b  C(93)b  ------- ------- ------- ------- ------- ------- 3 109 130 119.9 1.355 1.535  3  15 sp2
-    C(23)b - C(24)b  C(27)b  C(93)b  ------- ------- ------- ------- ------- ------- 3 110 126 120.0 1.358 1.520  3  16 sp2
-    C(24)b - C(23)b  C(25)b  ------- ------- ------- ------- ------- ------- ------- 1 106 106 106.5 1.378 1.393  2  10          ?
-    C(25)b - C(5)b   C(24)b  C(26)b  ------- ------- ------- ------- ------- ------- 3 108 129 120.0 1.355 1.497  3   7 sp2
-    C(26)b - C(25)b  ------- ------- ------- ------- ------- ------- ------- ------- 0   0   0   0.0 1.497 1.497  1   3          ?
-    C(27)b - C(23)b  C(28)b  C(29)b  C(91)b  ------- ------- ------- ------- ------- 6 109 110 109.5 1.484 1.554  4   9 sp3
-    C(28)b - C(27)b  ------- ------- ------- ------- ------- ------- ------- ------- 0   0   0   0.0 1.526 1.526  1   4          ?
-    C(29)b - C(27)b  ------- ------- ------- ------- ------- ------- ------- ------- 0   0   0   0.0 1.554 1.554  1   4          ?
-    C(90)b - C(34)   ------- ------- ------- ------- ------- ------- ------- ------- 0   0   0   0.0 1.541 1.541  1   4          ?
-    C(91)b - C(27)b  ------- ------- ------- ------- ------- ------- ------- ------- 0   0   0   0.0 1.484 1.484  1   4          ?
-    C(93)b - Ni(2)   C(5)b   C(23)b  ------- ------- ------- ------- ------- ------- 3 107 142 120.0 1.358 2.036  3  19 sp2
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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 =[  4555.01 ]  = x,1/2-y,z                         = [   4  0  0  0  1 ]       0.470        1/4      0.035
b =[  4555.02 ]  = x,1/2-y,z                         = [   4  0  0  0  2 ]      -0.006        1/4      0.536
 
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.



                                                                                            "char310 in"  PLATON-SUMMARY   Page   27
====================================================================================================================================
 
 
                                                          ===========
********************************************************* N O T I C E **************************************************
                                                          ===========
 
- PLATON Reference : Spek, A.L. (2003), J.Appl.Cryst. 36, 7-13
 
- Output Values (Esd) may have been set to 99, 999 or 9999 to Avoid Format Overflow
 
- Derived Parameter SU’s (= Esd’s) may be Incorrect in Cases where Covariances in the Atom Parameters should have been taken
  into Account (e.g. Those Involving Atoms That were Refined with Constraints)
 
- ROUNDING, in particular of the Input Coordinate Data, may give deviating values for derived geometry parameters.
  However, differences should be within the associated esd-range.
 
- PLATON is NOT a Finished Program. The Implementation of Additional Options is Planned. Some of the More Advanced
  Features are Experimental and may Contain Loose Ends.
 
- The Communication of Glitches Encountered will be Appreciated: E-mail: a.l.spek@chem.uu.nl
 
- Recent versions of PLATON may be obtained by Anonymous FTP from xraysoft.chem.uu.nl
 
- More INFO can be found on http://www.cryst.chem.uu.nl/platon/
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================================================================================
 
Page  15 --- GENERAL
Page  16 --- GEOMETRY
Page  21 --- ADP-Anal
Page  23 --- GEOMETRY
Page  27 --- SUMMARY
 
 
 
Summary and Remarks : N = NOTE, W = WARNING, E = ERROR
================================================================================
 
W: NOMOVE option used.
:: >>> WARNING: ’CONNECTED INPUT SET’ is assumed ’TRUE’
:: >>> Network Analysis may be INCORRECT when FALSE
N: No S.U.’s (esd) on observed/calculated parameters.
N: No-Hydrogen atoms in this structure
--------------------------------------------------------------------------------
N: Number of Isotropic Non-H Atoms .......................................   48
N: Input Data following TRNS [e.g. (CELL/CESD)/SPGR/COORDS/UIJ)] have been
    transformed according to the specified Cell Transformation Matrix:
                       1.00000   0.00000   0.00000
                       0.00000   1.00000   0.00000
                       0.00000   0.00000   1.00000
N: INPUT data (COORDINATES) have been transformed
     according to additive coordinate shift vector:
                   0.00000   0.00000   0.00000
W: Number of Carbon Atoms with missing H-atoms ...........................   14
W: Number of (Carbon) Atoms with no sp(x) assignment .....................   18
N: Number of Ignored Lines on INPUT ......................................    2
          of which blank in column 1 .....................................    0
 
================================================================================
 
:: Input Xtal Data from File char310.eld - Data Type SPF
 
:: NORMAL END of PLATON :    28 Pages on:
:: char310.lis (ASCII, 132 Characters Wide)
:: char310.lps (PostScript Version of .lis)
:: char310.pdf (PDF        Version of .lis)
 
:: SHELXL Style Output on :char310.res


