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 Table 2.  Atomic Coordinates (A x 10^4) and equivalent isotropic 
 displacement parameters (A^2 x 10^3) for CoBr2(PPh3)2

    -----------------------------------------------------------------
    atom         x              y               z           U(eq)
    -----------------------------------------------------------------
     Br(1)    4961(1)        3507(1)        8645(1)        35(1)        
     Co(1)    5000           1976(1)        7500           23(1)        
     P(1)     3206(1)        469(1)         7098(1)        23(1)        
     C(1)     2799(2)        -674(2)        7886(1)        24(1)        
     C(2)     1691(2)        -541(3)        8020(2)        33(1)        
     C(3)     1434(3)        -1441(3)       8630(2)        38(1)        
     C(4)     2275(2)        -2458(3)       9114(2)        34(1)        
     C(5)     3376(2)        -2606(3)       8982(1)        31(1)        
     C(6)     3638(2)        -1719(3)       8371(2)        29(1)        
     C(7)     3113(2)        -985(3)        6288(1)        24(1)        
     C(8)     2741(2)        -2588(3)       6320(1)        29(1)        
     C(9)     2716(2)        -3650(3)       5687(2)        33(1)        
     C(10)    3059(2)        -3125(3)       5023(2)        32(1)        
     C(11)    3419(2)        -1528(3)       4984(2)        32(1)        
     C(12)    3455(2)        -470(3)        5615(1)        29(1)        
     C(13)    1967(2)        1851(3)        6693(1)        26(1)        
     C(14)    1093(2)        1538(3)        5978(2)        38(1)        
     C(15)    153(3)         2613(4)        5708(2)        50(1)        
     C(16)    82(3)          3978(4)        6151(2)        49(1)        
     C(17)    944(2)         4311(3)        6859(2)        40(1)        
     C(18)    1892(2)        3255(3)        7138(2)        33(1)        
    -----------------------------------------------------------------
 U(eq) is defined as 1/3 the trace of the  Uij tensor.

 Table 3. Bond lengths (A) and angles (deg) for CoBr2(PPh3)2

        Br(1)-Co(1)         2.3507(3    Co(1)-Br(1)#2       2.3507(3)     
        Co(1)-P(1)          2.3797(6    Co(1)-P(1)#2        2.3797(6)     
        P(1)-C(7)           1.816(2)    P(1)-C(1)           1.824(2)      
        P(1)-C(13)          1.826(2)    C(1)-C(2)           1.395(3)      
        C(1)-C(6)           1.395(3)    C(2)-C(3)           1.388(3)      
        C(2)-H(2)           0.9500      C(3)-C(4)           1.382(4)      
        C(3)-H(3)           0.9500      C(4)-C(5)           1.387(4)      
        C(4)-H(4)           0.9500      C(5)-C(6)           1.386(3)      
        C(5)-H(5)           0.9500      C(6)-H(6)           0.9500        
        C(7)-C(8)           1.396(3)    C(7)-C(12)          1.398(3)      
        C(8)-C(9)           1.392(3)    C(8)-H(8)           0.9500        
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        C(9)-C(10)          1.385(3)    C(9)-H(9)           0.9500        
        C(10)-C(11)         1.388(3)    C(10)-H(10)         0.9500        
        C(11)-C(12)         1.383(3)    C(11)-H(11)         0.9500        
        C(12)-H(12)         0.9500      C(13)-C(14)         1.388(4)      
        C(13)-C(18)         1.402(3)    C(14)-C(15)         1.391(4)      
        C(14)-H(14)         0.9500      C(15)-C(16)         1.372(4)      
        C(15)-H(15)         0.9500      C(16)-C(17)         1.375(4)      
        C(16)-H(16)         0.9500      C(17)-C(18)         1.389(4)      
        C(17)-H(17)         0.9500      C(18)-H(18)         0.9500        

  Br(1)-Co(1)-Br(1)#2        115.28(2)   Br(1)-Co(1)-P(1)           107.15(2) 
  Br(1)#2-Co(1)-P(1)         105.23(1)   Br(1)-Co(1)-P(1)#2         105.23(1) 
  Br(1)#2-Co(1)-P(1)#2       107.15(2)   P(1)-Co(1)-P(1)#2          117.23(3) 
  C(7)-P(1)-C(1)             105.2(1)    C(7)-P(1)-C(13)            104.5(1)  
  C(1)-P(1)-C(13)            104.7(1)    C(7)-P(1)-Co(1)            114.86(8) 
  C(1)-P(1)-Co(1)            116.88(7)   C(13)-P(1)-Co(1)           109.65(8) 
  C(2)-C(1)-C(6)             119.1(2)    C(2)-C(1)-P(1)             122.7(2)  
  C(6)-C(1)-P(1)             118.2(2)    C(3)-C(2)-C(1)             120.1(2)  
  C(3)-C(2)-H(2)             120.0       C(1)-C(2)-H(2)             120.0     
  C(4)-C(3)-C(2)             120.4(2)    C(4)-C(3)-H(3)             119.8     
  C(2)-C(3)-H(3)             119.8       C(3)-C(4)-C(5)             120.0(2)  
  C(3)-C(4)-H(4)             120.0       C(5)-C(4)-H(4)             120.0     
  C(6)-C(5)-C(4)             120.0(2)    C(6)-C(5)-H(5)             120.0     
  C(4)-C(5)-H(5)             120.0       C(5)-C(6)-C(1)             120.4(2)  
  C(5)-C(6)-H(6)             119.8       C(1)-C(6)-H(6)             119.8     
  C(8)-C(7)-C(12)            119.2(2)    C(8)-C(7)-P(1)             122.8(2)  
  C(12)-C(7)-P(1)            118.0(2)    C(9)-C(8)-C(7)             119.8(2)  
  C(9)-C(8)-H(8)             120.1       C(7)-C(8)-H(8)             120.1     
  C(10)-C(9)-C(8)            120.4(2)    C(10)-C(9)-H(9)            119.8     
  C(8)-C(9)-H(9)             119.8       C(9)-C(10)-C(11)           120.0(2)  
  C(9)-C(10)-H(10)           120.0       C(11)-C(10)-H(10)          120.0     
  C(12)-C(11)-C(10)          119.9(2)    C(12)-C(11)-H(11)          120.0     
  C(10)-C(11)-H(11)          120.0       C(11)-C(12)-C(7)           120.6(2)  
  C(11)-C(12)-H(12)          119.7       C(7)-C(12)-H(12)           119.7     
  C(14)-C(13)-C(18)          119.4(2)    C(14)-C(13)-P(1)           122.4(2)  
  C(18)-C(13)-P(1)           118.2(2)    C(13)-C(14)-C(15)          119.9(2)  
  C(13)-C(14)-H(14)          120.0       C(15)-C(14)-H(14)          120.0     
  C(16)-C(15)-C(14)          120.2(3)    C(16)-C(15)-H(15)          119.9     
  C(14)-C(15)-H(15)          119.9       C(15)-C(16)-C(17)          120.6(3)  
  C(15)-C(16)-H(16)          119.7       C(17)-C(16)-H(16)          119.7     
  C(16)-C(17)-C(18)          120.1(3)    C(16)-C(17)-H(17)          119.9     
  C(18)-C(17)-H(17)          119.9       C(17)-C(18)-C(13)          119.7(3)  
  C(17)-C(18)-H(18)          120.2       C(13)-C(18)-H(18)          120.2     

  --------------------------------------------------------
 Estimated standard deviations are given in the parenthesis.
 Symmetry operators :: 
    1: x, y, z              2: -x, y, -z+1/2        3: -x, -y, -z          
    4: x, -y, z-1/2        

 Table 4. Anisotropic displacement parameters (A^2 x 10^3) for CoBr2(PPh3)2

---------------------------------------------------------------------------
atom   U11        U22        U33        U23        U13        U12
---------------------------------------------------------------------------
Br(1)  36(1)      35(1)      37(1)      -10(1)     17(1)      -2(1)         
Co(1)  21(1)      23(1)      27(1)      0          11(1)      0             
P(1)   20(1)      24(1)      26(1)      1(1)       8(1)       1(1)          
C(1)   24(1)      24(1)      24(1)      -1(1)      7(1)       -2(1)         
C(2)   25(1)      37(1)      38(1)      7(1)       13(1)      2(1)          
C(3)   33(2)      44(2)      43(2)      6(1)       21(1)      -3(1)         
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C(4)   43(2)      29(1)      34(1)      3(1)       16(1)      -6(1)         
C(5)   34(1)      26(1)      32(1)      4(1)       7(1)       0(1)          
C(6)   25(1)      29(1)      33(1)      0(1)       10(1)      1(1)          
C(7)   19(1)      25(1)      28(1)      0(1)       5(1)       2(1)          
C(8)   27(1)      33(1)      29(1)      1(1)       10(1)      0(1)          
C(9)   37(2)      27(1)      37(1)      -3(1)      11(1)      1(1)          
C(10)  31(1)      34(1)      31(1)      -7(1)      7(1)       4(1)          
C(11)  36(2)      38(1)      26(1)      1(1)       11(1)      2(1)          
C(12)  31(1)      26(1)      31(1)      4(1)       9(1)       1(1)          
C(13)  22(1)      28(1)      32(1)      6(1)       12(1)      2(1)          
C(14)  30(2)      41(2)      40(2)      -2(1)      5(1)       9(1)          
C(15)  33(2)      61(2)      50(2)      3(1)       0(1)       14(1)         
C(16)  36(2)      49(2)      64(2)      14(2)      17(2)      20(1)         
C(17)  36(2)      33(1)      60(2)      2(1)       27(1)      7(1)          
C(18)  30(1)      32(1)      40(2)      2(1)       15(1)      2(1)          
---------------------------------------------------------------------------
 The anisotropic displacement factor exponent takes the form 
  2 pi^2 [h^2a*^2U(11) +...+ 2hka*b*U(12)]

Table 5.  Hydrogen Coordinates (A x 10^4) and equivalent isotropic 
 displacement parameters (A^2 x 10^3) for amcop2br2

    -----------------------------------------------------------------
    atom         x              y               z           U(eq)
    -----------------------------------------------------------------
     H(2)     1112           165            7693           39           
     H(3)     675            -1356          8715           46           
     H(4)     2098           -3057          9537           41           
     H(5)     3952           -3315          9311           38           
     H(6)     4393           -1824          8282           34           
     H(8)     2504           -2954          6774           35           
     H(9)     2463           -4741          5709           40           
     H(10)    3046           -3859          4595           39           
     H(11)    3640           -1162          4525           39           
     H(12)    3714           618            5590           35           
     H(14)    1136           589            5673           46           
     H(15)    -442           2402           5216           60           
     H(16)    -569           4699           5966           59           
     H(17)    891            5265           7158           48           
     H(18)    2486           3483           7628           40           
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 Table 2.  Atomic Coordinates (A x 10^4) and equivalent isotropic 
 displacement parameters (A^2 x 10^3) for (E)-ethyl-4-stirylbenzoate

    -----------------------------------------------------------------
    atom         x              y               z           U(eq)
    -----------------------------------------------------------------
     O(1)     2947(1)        -3890(1)       989(1)         42(1)        
     O(2)     3463(1)        -4032(1)       -715(1)        31(1)        
     C(1)     3575(1)        -3572(1)       328(1)         28(1)        
     C(2)     4553(1)        -2631(1)       575(1)         26(1)        
     C(3)     4771(1)        -2023(1)       1616(1)        31(1)        
     C(4)     5675(1)        -1130(1)       1857(1)        31(1)        
     C(5)     6389(1)        -831(1)        1067(1)        26(1)        
     C(6)     6156(1)        -1455(1)       25(1)          32(1)        
     C(7)     5259(1)        -2337(1)       -221(1)        31(1)        
     C(8)     7332(1)        136(1)         1348(1)        27(1)        
     C(9)     8071(1)        478(1)         670(1)         29(1)        
     C(10)    9000(1)        1480(1)        884(1)         27(1)        
     C(11)    9355(1)        2051(1)        1919(1)        29(1)        
     C(12)    10218(1)       3045(1)        2039(1)        33(1)        
     C(13)    10743(1)       3483(1)        1146(1)        36(1)        
     C(14)    10404(1)       2916(2)        125(1)         41(1)        
     C(15)    9552(1)        1919(1)        -5(1)          36(1)        
     C(16)    2534(1)        -4976(1)       -1037(1)       32(1)        
     C(17)    2520(1)        -5212(2)       -2249(1)       46(1)        
    -----------------------------------------------------------------
 U(eq) is defined as 1/3 the trace of the  Uij tensor.

 Table 3. Bond lengths (A) and angles (deg) for (E)-ethyl-4-stirylbenzoate

        O(1)-C(1)           1.212(1)    O(2)-C(1)           1.339(1)      
        O(2)-C(16)          1.454(1)    C(1)-C(2)           1.486(1)      
        C(2)-C(3)           1.389(2)    C(2)-C(7)           1.399(1)      
        C(3)-C(4)           1.387(2)    C(3)-H(3)           0.9500        
        C(4)-C(5)           1.401(1)    C(4)-H(4)           0.9500        
        C(5)-C(6)           1.399(2)    C(5)-C(8)           1.470(1)      
        C(6)-C(7)           1.376(2)    C(6)-H(6)           0.9500        
        C(7)-H(7)           0.9500      C(8)-C(9)           1.334(1)      
        C(8)-H(8)           0.9500      C(9)-C(10)          1.465(1)      
        C(9)-H(9)           0.9500      C(10)-C(15)         1.398(2)      
        C(10)-C(11)         1.400(2)    C(11)-C(12)         1.388(2)      
        C(11)-H(11)         0.9500      C(12)-C(13)         1.384(2)      
        C(12)-H(12)         0.9500      C(13)-C(14)         1.380(2)      
        C(13)-H(13)         0.9500      C(14)-C(15)         1.380(2)      
        C(14)-H(14)         0.9500      C(15)-H(15)         0.9500        
        C(16)-C(17)         1.501(2)    C(16)-H(16A)        0.9900        
        C(16)-H(16B)        0.9900      C(17)-H(17A)        0.9800        
        C(17)-H(17B)        0.9800      C(17)-H(17C)        0.9800        

  C(1)-O(2)-C(16)            116.40(8)   O(1)-C(1)-O(2)             123.5(1)  
  O(1)-C(1)-C(2)             124.3(1)    O(2)-C(1)-C(2)             112.16(8) 
  C(3)-C(2)-C(7)             119.1(1)    C(3)-C(2)-C(1)             119.5(1)  
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  C(7)-C(2)-C(1)             121.4(1)    C(4)-C(3)-C(2)             120.2(1)  
  C(4)-C(3)-H(3)             119.9       C(2)-C(3)-H(3)             119.9     
  C(3)-C(4)-C(5)             121.2(1)    C(3)-C(4)-H(4)             119.4     
  C(5)-C(4)-H(4)             119.4       C(6)-C(5)-C(4)             117.7(1)  
  C(6)-C(5)-C(8)             122.6(1)    C(4)-C(5)-C(8)             119.7(1)  
  C(7)-C(6)-C(5)             121.4(1)    C(7)-C(6)-H(6)             119.3     
  C(5)-C(6)-H(6)             119.3       C(6)-C(7)-C(2)             120.4(1)  
  C(6)-C(7)-H(7)             119.8       C(2)-C(7)-H(7)             119.8     
  C(9)-C(8)-C(5)             124.8(1)    C(9)-C(8)-H(8)             117.6     
  C(5)-C(8)-H(8)             117.6       C(8)-C(9)-C(10)            127.4(1)  
  C(8)-C(9)-H(9)             116.3       C(10)-C(9)-H(9)            116.3     
  C(15)-C(10)-C(11)          118.1(1)    C(15)-C(10)-C(9)           117.8(1)  
  C(11)-C(10)-C(9)           124.1(1)    C(12)-C(11)-C(10)          120.2(1)  
  C(12)-C(11)-H(11)          119.9       C(10)-C(11)-H(11)          119.9     
  C(13)-C(12)-C(11)          120.9(1)    C(13)-C(12)-H(12)          119.6     
  C(11)-C(12)-H(12)          119.6       C(14)-C(13)-C(12)          119.2(1)  
  C(14)-C(13)-H(13)          120.4       C(12)-C(13)-H(13)          120.4     
  C(13)-C(14)-C(15)          120.5(1)    C(13)-C(14)-H(14)          119.8     
  C(15)-C(14)-H(14)          119.8       C(14)-C(15)-C(10)          121.1(1)  
  C(14)-C(15)-H(15)          119.4       C(10)-C(15)-H(15)          119.4     
  O(2)-C(16)-C(17)           106.56(8)   O(2)-C(16)-H(16A)          110.4     
  C(17)-C(16)-H(16A)         110.4       O(2)-C(16)-H(16B)          110.4     
  C(17)-C(16)-H(16B)         110.4       H(16A)-C(16)-H(16B)        108.6     
  C(16)-C(17)-H(17A)         109.5       C(16)-C(17)-H(17B)         109.5     
  H(17A)-C(17)-H(17B)        109.5       C(16)-C(17)-H(17C)         109.5     
  H(17A)-C(17)-H(17C)        109.5       H(17B)-C(17)-H(17C)        109.5     

 Table 4. Anisotropic displacement parameters (A^2 x 10^3) for (E)-ethyl-4-
stirylbenzoate

---------------------------------------------------------------------------
atom   U11        U22        U33        U23        U13        U12
---------------------------------------------------------------------------
O(1)   37(1)      61(1)      29(1)      6(1)       5(1)       -18(1)        
O(2)   29(1)      35(1)      30(1)      -2(1)      3(1)       -7(1)         
C(1)   28(1)      32(1)      26(1)      5(1)       2(1)       0(1)          
C(2)   25(1)      28(1)      25(1)      3(1)       1(1)       -1(1)         
C(3)   31(1)      38(1)      24(1)      3(1)       7(1)       -5(1)         
C(4)   33(1)      37(1)      22(1)      -1(1)      3(1)       -4(1)         
C(5)   26(1)      28(1)      24(1)      3(1)       3(1)       1(1)          
C(6)   29(1)      42(1)      25(1)      -1(1)      7(1)       -6(1)         
C(7)   32(1)      39(1)      22(1)      -4(1)      4(1)       -4(1)         
C(8)   28(1)      30(1)      24(1)      -1(1)      1(1)       -2(1)         
C(9)   31(1)      32(1)      25(1)      -2(1)      2(1)       -4(1)         
C(10)  28(1)      26(1)      28(1)      1(1)       4(1)       0(1)          
C(11)  31(1)      31(1)      25(1)      2(1)       3(1)       -2(1)         
C(12)  35(1)      33(1)      30(1)      -2(1)      -2(1)      -3(1)         
C(13)  33(1)      35(1)      40(1)      -3(1)      4(1)       -9(1)         
C(14)  42(1)      47(1)      36(1)      -2(1)      13(1)      -14(1)        
C(15)  39(1)      43(1)      27(1)      -5(1)      6(1)       -11(1)        
C(16)  26(1)      32(1)      38(1)      -1(1)      0(1)       -7(1)         
C(17)  40(1)      56(1)      42(1)      -14(1)     2(1)       -12(1)        
---------------------------------------------------------------------------
 The anisotropic displacement factor exponent takes the form 
  2 pi^2 [h^2a*^2U(11) +...+ 2hka*b*U(12)]

 Table 5.  Hydrogen Coordinates (A x 10^4) and equivalent isotropic 
 displacement parameters (A^2 x 10^3) for (E)-ethyl-4-stirylbenzoate

    -----------------------------------------------------------------
    atom         x              y               z           U(eq)
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    -----------------------------------------------------------------
     H(3)     4300           -2219          2165           37           
     H(4)     5812           -713           2569           37           
     H(6)     6627           -1266          -525           38           
     H(7)     5118           -2749          -935.0001      37           
     H(8)     7421           546            2066           33           
     H(9)     7986           20             -33            35           
     H(11)    9005           1757           2540           35           
     H(12)    10450          3429           2744           40           
     H(13)    11331          4167           1234           43           
     H(14)    10759          3213           -493           49           
     H(15)    9336           1525           -712           43           
     H(16A)   1865           -4470          -858           38           
     H(16B)   2595           -5957.0005     -648           38           
     H(17A)   2466           -4232          -2622          69           
     H(17B)   1901           -5840          -2505          69           
     H(17C)   3185           -5719          -2412          69           
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