      Table 1.  Crystal data and structure refinement for Fe(C5H4)2 2(PiPr2) Re(CO)3 Br.

      __________________________________________________________________________________

      Identification code               98SRC117

      Empirical formula                 C25 H36 Br Fe O3 P2 Re 

      Formula weight                    768.44 

      Temperature                       293(2) K 

      Wavelength                        0.71069 A

      Crystal system                    Monoclinic

      Space group                       C2/c

      Unit cell dimensions              a = 19.348(4) A

                                        b = 9.607(2) A    beta = 99.63(3) deg. 

                                        c = 30.063(6) A

                                        beta = 99.63(3) deg.

      Volume                            5509(2) A^3 

      Z                                 8 

      Density (calculated)              1.853 Mg/m^3 

      Absorption coefficient            6.508 mm^-1 

      F(000)                            3008 

      Crystal size                      0.3 x 0.3 x 0.2 mm

      Theta range for data collection   2.14 to 24.87 deg. 

      Index ranges                      -21<=h<=21, -10<=k<=11, -30<=l<=34 

      Reflections collected             9997 

      Independent reflections           4014 [R(int) = 0.1084] 

      Refinement method                 Full-matrix least-squares on F^2 

      Data / restraints / parameters    4014 / 0 / 306 

      Goodness-of-fit on F^2            0.924 

      Absorption Correction             DIFABS

                                        Min = 0.795

                                        Max = 1.157

                                        Ave = 0.949

      Final R indices [I>2sigma(I)]     R1 = 0.0530, wR2 = 0.1419

      R indices (all data)              R1 = 0.0725, wR2 = 0.1467 

      Largest diff. peak and hole       1.479 and -0.983 e.A^-3 

      _______________________________________________________________________________

         Table 2.  Atomic coordinates ( x 10^4) and equivalent isotropic 

         displacement parameters (A^2 x 10^3) for Fe(C5H4)2 2(PiPr2) Re(CO)3 Br.

         U(eq) is defined as one third of the trace of the orthogonalized Uij tensor.

         ________________________________________________________________ 

                         x             y             z           U(eq) 

         ________________________________________________________________ 

          Re(1)        2321(1)       8529(1)       1465(1)       30(1) 

          Fe(1)        2097(1)       4471(2)        665(1)       30(1) 

          P(1)         1263(2)       7017(3)       1207(1)       29(1) 

          P(2)         3237(2)       6652(3)       1424(1)       31(1) 

          C(1)         3014(6)       5172(12)      1050(3)       27(3) 

          C(7)         1153(6)       3552(15)       406(4)       48(3) 

          C(2)         3065(6)       5145(15)       578(4)       41(3) 

          C(24)        3038(8)       9903(14)      1660(4)       48(3) 

          C(9)         1285(6)       5670(13)       789(3)       31(3) 

          C(10)        1418(6)       5883(14)       334(3)       33(3) 

          C(5)         2847(7)       3772(13)      1168(4)       45(3) 

          C(4)         2832(7)       2909(17)       791(5)       63(4) 

          C(6)         1335(7)       4585(15)       111(4)       42(3) 

          C(8)         1119(7)       4215(14)       825(4)       42(3) 

          C(3)         2965(7)       3791(16)       435(5)       54(4) 

          Br(1)        2448(1)       8978(2)        619(1)       51(1) 

          C(13)         620(7)       6984(17)      1986(4)       59(4) 

          O(2)         3405(7)      10770(13)      1798(4)       83(4) 

          O(1)         1328(6)      11019(13)      1454(4)       86(4) 

          C(14)         475(6)       8029(15)       960(4)       43(3) 

          C(12)        1507(7)       5104(15)      1928(4)       48(4) 

          C(21)        4123(8)       4626(17)      1961(5)       60(4) 

          C(20)        3568(8)       5746(20)      1968(4)       64(5) 

          C(11)         954(7)       6016(15)      1668(4)       47(4) 

          C(22)        3821(13)      6752(29)      2357(7)      167(14) 

          C(15)         557(8)       8860(16)       535(4)       59(4) 

          C(18)        4517(8)       6409(21)      1057(6)       91(7) 

          C(17)        4006(9)       7356(19)      1196(7)       87(6) 

          C(23)        1679(8)      10082(15)      1446(4)       48(3) 

          C(16)        -198(7)       7099(18)       849(5)       65(4) 

          O(3)         2246(5)       8135(13)      2448(3)       68(3) 

          C(25)        2269(6)       8254(13)      2100(5)       42(3) 

          C(19)        4398(16)      8413(36)      1490(17)     379(38) 

         ________________________________________________________________ 

           Table 3. Bond lengths [A] and angles [deg] for Fe(C5H4)2 2(PiPr2) Re(CO)3 Br.

           ________________________________________________________________________________

            Re(1)-C(24)            1.934(15)   Re(1)-C(23)            1.936(15)

            Re(1)-C(25)            1.945(14)   Re(1)-P(1)             2.525(3)

            Re(1)-P(2)             2.547(3)    Re(1)-Br(1)            2.6307(13)

            Fe(1)-C(10)            2.029(12)   Fe(1)-C(9)             2.031(11)

            Fe(1)-C(6)             2.034(13)   Fe(1)-C(3)             2.028(13)

            Fe(1)-C(5)             2.028(13)   Fe(1)-C(2)             2.041(11)

            Fe(1)-C(8)             2.043(12)   Fe(1)-C(7)             2.060(12)

            Fe(1)-C(4)             2.059(14)   Fe(1)-C(1)             2.063(12)

            P(1)-C(9)              1.810(11)   P(1)-C(14)             1.855(13)

            P(1)-C(11)             1.865(12)   P(2)-C(1)              1.818(11)

            P(2)-C(17)             1.866(13)   P(2)-C(20)             1.869(15)

            C(1)-C(2)              1.440(15)   C(1)-C(5)              1.442(17)

            C(7)-C(6)              1.413(19)   C(7)-C(8)              1.423(17)

            C(2)-C(3)              1.374(19)   C(24)-O(2)             1.128(17)

            C(9)-C(8)              1.442(18)   C(9)-C(10)             1.448(14)

            C(10)-C(6)             1.411(18)   C(5)-C(4)              1.401(19)

            C(4)-C(3)              1.42(2)     C(13)-C(11)            1.551(16)

            O(1)-C(23)             1.130(16)   C(14)-C(15)            1.536(18)

            C(14)-C(16)            1.568(19)   C(12)-C(11)            1.498(18)

            C(21)-C(20)            1.522(20)   C(20)-C(22)            1.53(2)

            C(18)-C(17)            1.45(2)     C(17)-C(19)            1.47(3)

            O(3)-C(25)             1.063(14)

            C(24)-Re(1)-C(23)      84.7(6)     C(24)-Re(1)-C(25)      86.9(5)

            C(23)-Re(1)-C(25)      89.7(5)     C(24)-Re(1)-P(1)      171.9(4)

            C(23)-Re(1)-P(1)       87.2(4)     C(25)-Re(1)-P(1)       92.9(4)

            C(24)-Re(1)-P(2)       91.6(4)     C(23)-Re(1)-P(2)      173.2(4)

            C(25)-Re(1)-P(2)       95.8(4)     P(1)-Re(1)-P(2)        96.46(10)

            C(24)-Re(1)-Br(1)      90.2(4)     C(23)-Re(1)-Br(1)      90.5(4)

            C(25)-Re(1)-Br(1)     177.1(4)     P(1)-Re(1)-Br(1)       89.97(7)

            P(2)-Re(1)-Br(1)       83.72(8)    C(10)-Fe(1)-C(9)       41.8(4)

            C(10)-Fe(1)-C(6)       40.7(5)     C(9)-Fe(1)-C(6)        69.1(5)

            C(10)-Fe(1)-C(3)      123.5(5)     C(9)-Fe(1)-C(3)       162.7(6)

            C(6)-Fe(1)-C(3)       105.5(5)     C(10)-Fe(1)-C(5)      155.7(5)

            C(9)-Fe(1)-C(5)       122.0(5)     C(6)-Fe(1)-C(5)       163.5(5)

            C(3)-Fe(1)-C(5)        67.5(5)     C(10)-Fe(1)-C(2)      104.9(5)

            C(9)-Fe(1)-C(2)       126.7(5)     C(6)-Fe(1)-C(2)       115.7(5)

            C(3)-Fe(1)-C(2)        39.5(5)     C(5)-Fe(1)-C(2)        69.1(5)

            C(10)-Fe(1)-C(8)       69.4(5)     C(9)-Fe(1)-C(8)        41.5(5)

            C(6)-Fe(1)-C(8)        68.0(5)     C(3)-Fe(1)-C(8)       153.3(6)

            C(5)-Fe(1)-C(8)       111.1(5)     C(2)-Fe(1)-C(8)       167.1(5)

            C(10)-Fe(1)-C(7)       69.0(5)     C(9)-Fe(1)-C(7)        69.4(5)

            C(6)-Fe(1)-C(7)        40.4(5)     C(3)-Fe(1)-C(7)       117.7(5)

            C(5)-Fe(1)-C(7)       128.2(6)     C(2)-Fe(1)-C(7)       149.6(5)

            C(8)-Fe(1)-C(7)        40.6(5)     C(10)-Fe(1)-C(4)      161.4(5)

            C(9)-Fe(1)-C(4)       155.7(6)     C(6)-Fe(1)-C(4)       125.0(6)

            C(3)-Fe(1)-C(4)        40.7(6)     C(5)-Fe(1)-C(4)        40.1(5)

            C(2)-Fe(1)-C(4)        68.5(6)     C(8)-Fe(1)-C(4)       120.5(6)

            C(7)-Fe(1)-C(4)       107.4(6)     C(10)-Fe(1)-C(1)      118.8(5)

            C(9)-Fe(1)-C(1)       109.3(4)     C(6)-Fe(1)-C(1)       151.6(5)

            C(3)-Fe(1)-C(1)        67.2(5)     C(5)-Fe(1)-C(1)        41.3(5)

            C(2)-Fe(1)-C(1)        41.1(4)     C(8)-Fe(1)-C(1)       130.6(4)

            C(7)-Fe(1)-C(1)       167.7(5)     C(4)-Fe(1)-C(1)        68.4(5)

            C(9)-P(1)-C(14)       102.2(6)     C(9)-P(1)-C(11)       101.3(6)

            C(14)-P(1)-C(11)      103.0(6)     C(9)-P(1)-Re(1)       120.8(4)

            C(14)-P(1)-Re(1)      113.0(5)     C(11)-P(1)-Re(1)      114.3(5)

            C(1)-P(2)-C(17)       100.3(7)     C(1)-P(2)-C(20)       100.8(7)

            C(17)-P(2)-C(20)      108.2(9)     C(1)-P(2)-Re(1)       119.3(4)

            C(17)-P(2)-Re(1)      111.4(6)     C(20)-P(2)-Re(1)      115.3(4)

            C(2)-C(1)-C(5)        106.4(10)    C(2)-C(1)-P(2)        125.1(9)

            C(5)-C(1)-P(2)        128.1(8)     C(2)-C(1)-Fe(1)        68.6(6)

            C(5)-C(1)-Fe(1)        68.1(7)     P(2)-C(1)-Fe(1)       134.0(6)

            C(6)-C(7)-C(8)        107.1(12)    C(6)-C(7)-Fe(1)        68.8(7)

            C(8)-C(7)-Fe(1)        69.1(7)     C(3)-C(2)-C(1)        107.2(11)

            C(3)-C(2)-Fe(1)        69.8(8)     C(1)-C(2)-Fe(1)        70.3(6)

            O(2)-C(24)-Re(1)      172.6(13)    C(8)-C(9)-C(10)       106.6(10)

            C(8)-C(9)-P(1)        127.5(8)     C(10)-C(9)-P(1)       125.7(10)

            C(8)-C(9)-Fe(1)        69.7(7)     C(10)-C(9)-Fe(1)       69.1(6)

            P(1)-C(9)-Fe(1)       129.9(6)     C(6)-C(10)-C(9)       107.4(11)

            C(6)-C(10)-Fe(1)       69.9(7)     C(9)-C(10)-Fe(1)       69.2(7)

            C(4)-C(5)-C(1)        109.1(12)    C(4)-C(5)-Fe(1)        71.2(8)

            C(1)-C(5)-Fe(1)        70.7(7)     C(5)-C(4)-C(3)        106.0(14)

            C(5)-C(4)-Fe(1)        68.8(8)     C(3)-C(4)-Fe(1)        68.5(8)

            C(7)-C(6)-C(10)       110.1(10)    C(7)-C(6)-Fe(1)        70.8(7)

            C(10)-C(6)-Fe(1)       69.5(7)     C(7)-C(8)-C(9)        108.9(11)

            C(7)-C(8)-Fe(1)        70.4(7)     C(9)-C(8)-Fe(1)        68.8(6)

            C(2)-C(3)-C(4)        111.3(12)    C(2)-C(3)-Fe(1)        70.8(7)

            C(4)-C(3)-Fe(1)        70.8(8)     C(15)-C(14)-C(16)     108.4(11)

            C(15)-C(14)-P(1)      114.4(9)     C(16)-C(14)-P(1)      112.6(10)

            C(21)-C(20)-C(22)     108.7(12)    C(21)-C(20)-P(2)      117.2(9)

            C(22)-C(20)-P(2)      113.1(16)    C(12)-C(11)-C(13)     111.3(11)

            C(12)-C(11)-P(1)      113.7(8)     C(13)-C(11)-P(1)      111.6(10)

            C(18)-C(17)-C(19)     107.4(17)    C(18)-C(17)-P(2)      120.0(13)

            C(19)-C(17)-P(2)      113.1(16)    O(1)-C(23)-Re(1)      176.4(12)

            O(3)-C(25)-Re(1)      178.3(11)

           _______________________________________________________________________________

           Symmetry transformations used to generate equivalent atoms: 

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

    Fe(C5H4)2 2(PiPr2) Re(CO)3 Br. The anisotropic displacement factor exponent takes the form:

    -2 pi^2 [ h^2 a*^2 U11 + ... + 2 h k a* b* U12 ] 

    _______________________________________________________________________ 

              U11        U22        U33        U23        U13        U12 

    _______________________________________________________________________ 

    Re(1)    29(1)      26(1)      33(1)      -2(1)       3(1)       0(1) 

    Fe(1)    27(1)      29(1)      34(1)      -7(1)       2(1)      -2(1) 

    P(1)     20(2)      32(2)      34(2)      -2(1)       2(1)       3(1) 

    P(2)     19(2)      35(2)      39(2)      -7(1)       3(1)      -3(1) 

    C(1)     26(7)      23(6)      33(6)      -4(5)       4(5)       0(5) 

    C(7)     33(7)      52(9)      58(8)     -21(7)       6(6)     -19(7) 

    C(2)     18(7)      58(9)      48(7)       4(6)      12(5)       7(6) 

    C(24)    54(10)     36(8)      49(8)     -10(7)      -1(7)       3(8) 

    C(9)     21(6)      39(8)      30(6)      -9(5)       0(5)       2(6) 

    C(10)    23(6)      41(7)      33(6)       1(5)      -4(5)       6(6) 

    C(5)     44(8)      38(9)      49(8)       2(6)      -1(6)       5(7) 

    C(4)     45(10)     42(9)      90(11)    -11(9)     -17(8)      15(8) 

    C(6)     29(7)      57(9)      39(7)      -9(6)      -2(5)       2(7) 

    C(8)     32(8)      41(8)      56(8)      -5(6)      10(6)     -10(7) 

    C(3)     37(8)      61(11)     61(9)     -22(8)       2(6)      17(7) 

    Br(1)    64(1)      48(1)      41(1)       6(1)      10(1)     -13(1) 

    C(13)    39(8)      89(12)     54(8)     -13(8)      22(7)       4(8) 

    O(2)     86(10)     53(8)      99(9)     -10(7)     -13(7)     -18(7) 

    O(1)     71(9)      58(8)     120(10)    -24(7)     -13(7)      27(7) 

    C(14)    26(7)      54(9)      46(7)      -8(6)      -2(5)       6(6) 

    C(12)    54(9)      53(9)      39(7)       5(6)      16(6)      -4(8) 

    C(21)    47(9)      67(11)     60(9)      -2(7)     -11(7)       9(8) 

    C(20)    41(9)     112(15)     36(8)      -5(8)      -5(6)      27(9) 

    C(11)    35(8)      59(9)      52(8)      -9(7)      23(6)     -10(7) 

    C(22)   159(24)    215(31)     89(15)    -88(16)    -83(15)    119(23) 

    C(15)    50(9)      64(11)     57(9)       1(7)      -5(7)      18(8) 

    C(18)    46(10)    108(17)    129(16)    -34(13)     42(10)    -16(11) 

    C(17)    50(11)     52(11)    173(18)    -13(12)     60(12)    -18(9) 

    C(23)    50(9)      33(8)      56(8)     -12(6)       1(7)      -3(7) 

    C(16)    26(8)      72(11)     89(11)    -17(9)     -18(7)       7(8) 

    O(3)     66(7)     104(10)     35(6)     -15(5)       7(5)     -22(6) 

    C(25)    27(7)      40(9)      59(9)     -14(6)       7(6)     -13(6) 

    C(19)   178(30)    284(45)    757(86)   -404(56)    315(46)   -200(32) 

    _______________________________________________________________________ 

         Table 5.   Hydrogen coordinates ( x 10^4) and isotropic 

         displacement parameters (A^2 x 10^3) for Fe(C5H4)2 2(PiPr2) Re(CO)3 Br.

         ________________________________________________________________ 

                         x             y             z           U(iso)

         ________________________________________________________________ 

          H(7)         1071          2615           339          57 

          H(2)         3151          5903           402          49 

          H(10)        1537          6720           211          40 

          H(5)         2762          3487          1450          54 

          H(4)         2752          1955           777          75 

          H(6)         1391          4432          -186          51 

          H(8)         1008          3782          1080          51 

          H(3)         2981          3489           143          65 

          H(13A)        440          6432          2207          88 

          H(13B)        245          7504          1813          88 

          H(13C)        969          7615          2135          88 

          H(14)         388          8704          1189          51 

          H(12A)       1835          5667          2125          72 

          H(12B)       1747          4610          1722          72 

          H(12C)       1291          4449          2104          72 

          H(21A)       4577          5052          1991          90 

          H(21B)       4028          4126          1681          90 

          H(21C)       4113          3992          2207          90 

          H(20)        3161          5266          2050          77 

          H(11)         581          5397          1523          56 

          H(22A)       4286          7066          2338         250 

          H(22B)       3824          6284          2639         250 

          H(22C)       3510          7537          2338         250 

          H(15A)        186          9534           474          88 

          H(15B)        533          8238           284          88 

          H(15C)       1001          9329           583          88 

          H(18A)       4858          6931           929         137 

          H(18B)       4282          5771           836         137 

          H(18C)       4746          5898          1314         137 

          H(17)        3805          7859           921         105 

          H(16A)       -282          6641          1118          98 

          H(16B)       -130          6415           627          98 

          H(16C)       -593          7673           732          98 

          H(19A)       4248          8402          1779         569 

          H(19B)       4310          9315          1355         569 

          H(19C)       4890          8211          1528         569 

           ________________________________________________________________ 

