      Table 1.  Crystal data and structure refinement for C31H28Cl1N1O1.

      ________________________________________________________________________

      Identification code               98SRC210

      Empirical formula                 C31 H28 Cl N O 

      Formula weight                    465.99 

      Temperature                       150(2) K

      Wavelength                        0.71073 A 

      Crystal system                    Monoclinic

      Space group                       P2(1)/c

      Unit cell dimensions              a = 12.5670(7) A

                                        b = 8.9690(13) A

                                        c = 21.549(2) A

                                        beta = 94.700(4) deg.

      Volume                            2420.7(4) A^3 

      Z                                 4 

      Density (calculated)              1.279 Mg/m^3 

      Absorption coefficient            0.182 mm^-1 

      F(000)                            984 

      Crystal size                      0.2 x 0.2 x 0.1 mm

      Theta range for data collection   2.96 to 26.37 deg. 

      Index ranges                      -17<=h<=17, -12<=k<=12, -30<=l<=30 

      Reflections collected             16790 

      Independent reflections           4930 [R(int) = 0.1200] 

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

      Data / restraints / parameters    4930 / 0 / 307 

      Goodness-of-fit on F^2            1.017 

      Final R indices [I>2sigma(I)]     R1 = 0.0604, wR2 = 0.1054 

      R indices (all data)              R1 = 0.1223, wR2 = 0.1261 

      Largest diff. peak and hole       0.267 and -0.289 e.A^-3 

      ___________________________________________________________________________

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

         displacement parameters (A^2 x 10^3) for C31H28Cl1N1O1. U(eq) is defined

         as one third of the trace of the orthogonalized Uij tensor. 

         ________________________________________________________________ 

                         x             y             z           U(eq) 

         ________________________________________________________________ 

          Cl(1)        2673(1)       9598(1)       3608(1)       35(1) 

          O(1)          706(2)       7717(2)       3264(1)       30(1) 

          N(1)         1637(2)       6420(2)       2582(1)       21(1) 

          C(19)        4722(2)       5407(3)       2106(1)       23(1) 

          C(9)          650(2)       5964(3)       2222(1)       24(1) 

          C(21)        3129(2)       4617(3)       2579(1)       23(1) 

          C(16)        2659(2)       5971(3)       2379(1)       19(1) 

          C(28)        2639(2)       4605(4)        831(1)       34(1) 

          C(7)         2613(2)       7609(3)       3493(1)       24(1) 

          C(10)         322(2)       6933(3)       1664(1)       24(1) 

          C(8)         1560(2)       7265(3)       3101(1)       22(1) 

          C(18)        4154(2)       6506(3)       1770(1)       23(1) 

          C(17)        3152(2)       6875(3)       1963(1)       23(1) 

          C(31)        4526(2)       7063(3)       1162(1)       31(1) 

          C(6)         2683(2)       6800(3)       4109(1)       26(1) 

          C(20)        4209(2)       4463(3)       2498(1)       26(1) 

          C(11)         482(2)       8467(3)       1673(1)       29(1) 

          C(5)         2055(2)       7208(3)       4581(1)       32(1) 

          C(24)        2683(2)       2641(3)       1599(1)       32(1) 

          C(22)        2506(2)       3266(3)       2766(1)       30(1) 

          C(29)        2120(2)       3678(3)       1214(1)       31(1) 

          C(27)        3746(2)       4517(4)        798(1)       32(1) 

          C(1)         3382(3)       5606(3)       4204(2)       36(1) 

          C(12)          88(3)       9345(4)       1179(2)       37(1) 

          C(23)        2251(3)       2147(3)       2197(2)       39(1) 

          C(15)        -235(2)       6303(4)       1152(1)       36(1) 

          C(26)        4243(3)       3251(4)       1061(1)       36(1) 

          C(25)        3725(3)       2336(3)       1457(2)       38(1) 

          C(4)         2130(3)       6428(4)       5141(1)       43(1) 

          C(13)        -474(3)       8710(4)        676(2)       49(1) 

          C(30)        4384(3)       5862(4)        622(1)       37(1) 

          C(2)         3452(3)       4825(4)       4758(2)       50(1) 

          C(14)        -637(3)       7186(4)        658(2)       50(1) 

          C(3)         2825(3)       5234(4)       5221(2)       51(1) 

         ________________________________________________________________ 

           Table 3.   Bond lengths [A] and angles [deg] for C31H28Cl1N1O1.

           _____________________________________________________________ 

            Cl(1)-C(7)        1.801(3)       O(1)-C(8)         1.226(3)

            N(1)-C(8)         1.360(3)       N(1)-C(16)        1.449(3)

            N(1)-C(9)         1.466(3)       C(19)-C(18)       1.386(4)

            C(19)-C(20)       1.391(4)       C(9)-C(10)        1.512(4)

            C(21)-C(20)       1.390(4)       C(21)-C(16)       1.403(4)

            C(21)-C(22)       1.515(4)       C(16)-C(17)       1.391(4)

            C(28)-C(29)       1.373(4)       C(28)-C(27)       1.400(4)

            C(7)-C(6)         1.508(4)       C(7)-C(8)         1.542(4)

            C(10)-C(15)       1.379(4)       C(10)-C(11)       1.390(4)

            C(18)-C(17)       1.397(4)       C(18)-C(31)       1.511(4)

            C(31)-C(30)       1.585(4)       C(6)-C(5)         1.386(4)

            C(6)-C(1)         1.390(4)       C(11)-C(12)       1.383(4)

            C(5)-C(4)         1.391(4)       C(24)-C(25)       1.397(4)

            C(24)-C(29)       1.399(4)       C(24)-C(23)       1.506(4)

            C(22)-C(23)       1.596(4)       C(27)-C(26)       1.393(4)

            C(27)-C(30)       1.515(4)       C(1)-C(2)         1.382(4)

            C(12)-C(13)       1.369(5)       C(15)-C(14)       1.389(4)

            C(26)-C(25)       1.384(4)       C(4)-C(3)         1.383(5)

            C(13)-C(14)       1.382(5)       C(2)-C(3)         1.370(5)

            C(8)-N(1)-C(16)       121.9(2)     C(8)-N(1)-C(9)        118.4(2)

            C(16)-N(1)-C(9)       119.7(2)     C(18)-C(19)-C(20)     120.3(3)

            N(1)-C(9)-C(10)       115.1(2)     C(20)-C(21)-C(16)     115.9(2)

            C(20)-C(21)-C(22)     119.1(2)     C(16)-C(21)-C(22)     124.1(2)

            C(17)-C(16)-C(21)     120.3(2)     C(17)-C(16)-N(1)      119.1(2)

            C(21)-C(16)-N(1)      120.5(2)     C(29)-C(28)-C(27)     121.2(3)

            C(6)-C(7)-C(8)        111.8(2)     C(6)-C(7)-Cl(1)       110.92(19)

            C(8)-C(7)-Cl(1)       107.31(18)   C(15)-C(10)-C(11)     118.7(3)

            C(15)-C(10)-C(9)      119.2(3)     C(11)-C(10)-C(9)      121.9(3)

            O(1)-C(8)-N(1)        122.9(3)     O(1)-C(8)-C(7)        120.5(2)

            N(1)-C(8)-C(7)        116.5(2)     C(19)-C(18)-C(17)     116.8(2)

            C(19)-C(18)-C(31)     120.3(3)     C(17)-C(18)-C(31)     122.0(3)

            C(16)-C(17)-C(18)     120.9(3)     C(18)-C(31)-C(30)     112.8(2)

            C(5)-C(6)-C(1)        119.1(3)     C(5)-C(6)-C(7)        121.5(3)

            C(1)-C(6)-C(7)        119.4(3)     C(21)-C(20)-C(19)     121.5(3)

            C(12)-C(11)-C(10)     120.7(3)     C(6)-C(5)-C(4)        120.1(3)

            C(25)-C(24)-C(29)     116.0(3)     C(25)-C(24)-C(23)     122.7(3)

            C(29)-C(24)-C(23)     120.2(3)     C(21)-C(22)-C(23)     112.0(2)

            C(28)-C(29)-C(24)     121.1(3)     C(26)-C(27)-C(28)     116.1(3)

            C(26)-C(27)-C(30)     121.5(3)     C(28)-C(27)-C(30)     121.1(3)

            C(2)-C(1)-C(6)        120.8(3)     C(13)-C(12)-C(11)     120.1(3)

            C(24)-C(23)-C(22)     114.1(2)     C(10)-C(15)-C(14)     120.6(3)

            C(25)-C(26)-C(27)     121.1(3)     C(26)-C(25)-C(24)     121.0(3)

            C(3)-C(4)-C(5)        119.6(3)     C(12)-C(13)-C(14)     120.0(3)

            C(27)-C(30)-C(31)     112.8(2)     C(3)-C(2)-C(1)        119.6(3)

            C(13)-C(14)-C(15)     119.8(3)     C(2)-C(3)-C(4)        120.8(3)

           _____________________________________________________________ 

           Symmetry transformations used to generate equivalent atoms: 

    Table 4.   Anisotropic displacement parameters (A^2 x 10^3) for C31H28Cl1N1O1.

    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 

    _______________________________________________________________________ 

    Cl(1)    35(1)      24(1)      46(1)       4(1)      11(1)      -2(1) 

    O(1)     24(1)      37(1)      29(1)       2(1)       7(1)       9(1) 

    N(1)     20(1)      24(1)      21(1)       2(1)       4(1)       2(1) 

    C(19)    15(1)      29(2)      26(2)      -8(1)       0(1)      -1(1) 

    C(9)     22(2)      25(2)      25(2)       2(1)       4(1)       0(1) 

    C(21)    26(2)      23(2)      19(1)       0(1)       1(1)       2(1) 

    C(16)    16(1)      21(1)      19(1)      -1(1)       1(1)       1(1) 

    C(28)    38(2)      41(2)      22(2)      -7(2)      -4(1)       5(2) 

    C(7)     26(2)      22(2)      26(2)      -1(1)       7(1)       4(1) 

    C(10)    14(1)      28(2)      31(2)       5(1)       5(1)       4(1) 

    C(8)     24(2)      22(2)      22(2)       7(1)       7(1)       3(1) 

    C(18)    23(2)      26(2)      20(2)      -6(1)       2(1)      -5(1) 

    C(17)    26(2)      19(2)      24(2)      -2(1)       1(1)       2(1) 

    C(31)    28(2)      38(2)      28(2)       1(1)       6(1)      -2(1) 

    C(6)     27(2)      25(2)      26(2)       2(1)      -3(1)      -7(1) 

    C(20)    25(2)      25(2)      25(2)      -4(1)      -5(1)       6(1) 

    C(11)    28(2)      30(2)      30(2)       0(1)       7(1)       7(1) 

    C(5)     31(2)      38(2)      26(2)       1(1)       4(1)      -5(1) 

    C(24)    35(2)      24(2)      36(2)      -9(1)      -4(1)      -6(1) 

    C(22)    31(2)      24(2)      35(2)      10(1)       2(1)       2(1) 

    C(29)    26(2)      36(2)      31(2)     -10(2)      -4(1)       0(1) 

    C(27)    33(2)      43(2)      19(2)     -14(2)       0(1)       2(2) 

    C(1)     38(2)      32(2)      36(2)       0(2)      -6(2)      -1(2) 

    C(12)    38(2)      35(2)      40(2)      13(2)      12(2)      12(2) 

    C(23)    38(2)      28(2)      51(2)       3(2)      -4(2)      -8(2) 

    C(15)    28(2)      38(2)      39(2)       7(2)      -6(2)      -7(2) 

    C(26)    30(2)      44(2)      33(2)     -19(2)       2(1)       8(2) 

    C(25)    43(2)      24(2)      46(2)     -12(2)      -9(2)       7(2) 

    C(4)     43(2)      60(2)      24(2)       7(2)      -2(2)     -22(2) 

    C(13)    37(2)      57(2)      51(2)      28(2)      -3(2)       9(2) 

    C(30)    34(2)      55(2)      25(2)      -2(2)       9(1)       2(2) 

    C(2)     58(3)      39(2)      48(2)      14(2)     -18(2)       0(2) 

    C(14)    42(2)      63(3)      43(2)      14(2)     -20(2)      -8(2) 

    C(3)     59(3)      51(2)      38(2)      23(2)     -19(2)     -23(2) 

    _______________________________________________________________________ 

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

         displacement parameters (A^2 x 10^3) for C31H28Cl1N1O1.

         ________________________________________________________________ 

                         x             y             z           U(iso)

         ________________________________________________________________ 

          H(19)        5450          5299          2069          28 

          H(9A)          75          5962          2496          29 

          H(9B)         737          4949          2079          29 

          H(28)        2248          5304           588          40 

          H(7)         3213          7301          3260          29 

          H(17)        2811          7736          1811          27 

          H(31A)       5273          7338          1226          37 

          H(31B)       4125          7951          1035          37 

          H(20)        4598          3712          2710          31 

          H(11)         859          8906          2015          35 

          H(5)         1584          8004          4523          38 

          H(22A)       1841          3592          2921          36 

          H(22B)       2914          2746          3101          36 

          H(29)        1382          3740          1217          37 

          H(1)         3809          5330          3890          43 

          H(12)         205         10369          1189          44 

          H(23A)       2549          1178          2311          47 

          H(23B)       1483          2033          2127          47 

          H(15)        -343          5278          1137          43 

          H(26)        4933          3018           968          43 

          H(25)        4077          1505          1631          46 

          H(4)         1715          6707          5460          51 

          H(13)        -746          9304           347          58 

          H(30A)       4028          6324           254          45 

          H(30B)       5084          5535           518          45 

          H(2)         3921          4027          4818          60 

          H(14)       -1016          6753           315          60 

          H(3)         2866          4703          5592          61 

           ________________________________________________________________ 

