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Table 1.  
Crystal data and structure refinement for 2-ethynyl-endo- 

norbornan-2-ol.

      Identification code               extg49

      Empirical formula                 C9 H12 O

      Formula weight                    136.19

      Temperature                       160(2) K

      Wavelength                        0.71073 A

      Crystal system                    Tetragonal

      Space group                       P4(2)/n

      Unit cell dimensions              a = 15.4126(11) A   alpha = 90 deg.

                                        b = 15.4126(11) A    beta = 90 deg.

                                        c = 6.6919(7) A   gamma = 90 deg.

      Volume                            1589.6(2) A^3

      Z                                 8

      Density (calculated)              1.138 Mg/m^3

      Absorption coefficient            0.072 mm^-1

      F(000)                            592

      Crystal size                      0.70 x 0.70 x 0.10 mm

      Theta range for data collection   1.87 to 28.51 deg.

      Index ranges                      -20<=h<=2, -18<=k<=12, -7<=l<=8

      Reflections collected             4745

      Independent reflections           1851 [R(int) = 0.0176]

      Absorption correction             None

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

      Data / restraints / parameters    1851 / 0 / 99

      Goodness-of-fit on F^2            1.055

      Final R indices [I>2sigma(I)]     R1 = 0.0403, wR2 = 0.1001

      R indices (all data)              R1 = 0.0558, wR2 = 0.1078

      Extinction coefficient            0.0038(17)

      Largest diff. peak and hole       0.275 and -0.155 e.A^-3

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

         displacement parameters (A^2 x 10^3) for extg49.    U(eq) is defined

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

         ________________________________________________________________

                         x             y             z           U(eq)

         ________________________________________________________________

          C(1)         1636(1)       4297(1)       6692(2)       22(1)

          C(2)          752(1)       4674(1)       7429(2)       28(1)

          C(3)          945(1)       5641(1)       7744(2)       35(1)

          C(4)         1486(1)       5731(1)       9655(2)       43(1)

          C(5)         2373(1)       5336(1)       9039(2)       37(1)

          C(6)         2242(1)       5093(1)       6832(2)       28(1)

          C(7)         1627(1)       5813(1)       6115(2)       35(1)

          C(8)         1591(1)       3987(1)       4610(2)       28(1)

          C(9)         1580(1)       3743(1)       2931(2)       37(1)

          O(1)         1896(1)       3591(1)       7965(1)       23(1)

         ________________________________________________________________

           Table 3.   Bond lengths [A] and angles [deg] for extg49.

           _____________________________________________________________

            C(1)-O(1)                     1.4386(13)

            C(1)-C(8)                     1.4746(17)

            C(1)-C(6)                     1.5450(15)

            C(1)-C(2)                     1.5606(15)

            C(2)-C(3)                     1.5348(18)

            C(3)-C(4)                     1.533(2)

            C(3)-C(7)                     1.5375(19)

            C(4)-C(5)                     1.552(2)

            C(5)-C(6)                     1.5366(19)

            C(6)-C(7)                     1.5361(16)

            C(8)-C(9)                     1.1853(19)

            O(1)-C(1)-C(8)              109.12(9)

            O(1)-C(1)-C(6)              113.36(10)

            C(8)-C(1)-C(6)              110.07(10)

            O(1)-C(1)-C(2)              109.71(9)

            C(8)-C(1)-C(2)              112.17(10)

            C(6)-C(1)-C(2)              102.33(9)

            C(3)-C(2)-C(1)              103.60(9)

            C(4)-C(3)-C(2)              107.98(11)

            C(4)-C(3)-C(7)              101.76(11)

            C(2)-C(3)-C(7)              101.71(10)

            C(3)-C(4)-C(5)              102.78(11)

            C(6)-C(5)-C(4)              103.65(10)

            C(7)-C(6)-C(5)              101.81(10)

            C(7)-C(6)-C(1)              100.47(9)

            C(5)-C(6)-C(1)              109.34(10)

            C(6)-C(7)-C(3)               94.33(10)

            C(9)-C(8)-C(1)              178.02(13)

           _____________________________________________________________

           Symmetry transformations used to generate equivalent atoms:

    Table 4.   Anisotropic displacement parameters (A^2 x 10^3) for extg49.

    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

    _______________________________________________________________________

    C(1)     22(1)      22(1)      21(1)       3(1)      -1(1)       1(1)

    C(2)     22(1)      35(1)      28(1)       2(1)      -1(1)       3(1)

    C(3)     34(1)      33(1)      39(1)      -1(1)      -1(1)      12(1)

    C(4)     52(1)      36(1)      40(1)     -11(1)      -7(1)       7(1)

    C(5)     38(1)      29(1)      43(1)      -4(1)     -15(1)      -3(1)

    C(6)     24(1)      24(1)      34(1)       3(1)      -1(1)      -2(1)

    C(7)     38(1)      24(1)      41(1)       6(1)      -5(1)       2(1)

    C(8)     29(1)      28(1)      26(1)       4(1)       0(1)      -1(1)

    C(9)     47(1)      41(1)      24(1)      -1(1)      -2(1)      -1(1)

    O(1)     24(1)      23(1)      23(1)       4(1)      -1(1)       2(1)

    _______________________________________________________________________

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

         displacement parameters (A^2 x 10^3) for extg49.

         ________________________________________________________________

                         x             y             z           U(eq)

         ________________________________________________________________

          H(2A)         293          4590          6412          34

          H(2B)         568          4395          8693          34

          H(3A)         424          6027          7682          42

          H(4A)        1223          5404         10774          51

          H(4B)        1548          6348         10048          51

          H(5A)        2846          5766          9191          44

          H(5B)        2510          4818          9851          44

          H(6A)        2791          5041          6044          33

          H(7A)        1403          5711          4749          41

          H(7B)        1888          6399          6211          41

          H(9)         1572          3547          1585          45

          H(1A)        2442(15)      3490(10)      7740(20)      28

          H(1B)        1690(70)      3150(80)      7580(160)     28

           ________________________________________________________________

X-Ray Structure of extg49
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Crystal Packing in extg49 viewed along the ‘c’-axis
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Table 1.  
Crystal data and structure refinement for 2,2’-ethynyldi-bis-

bornan-2-ol.

      Identification code               R0160/22/1

      Empirical formula                 C22 H34 O2 (+ C5 H12 disordered solvent 

n-pentane)

      Formula weight                    330.49

      Temperature                       160(2) K

      Wavelength                        0.71073 A

      Crystal system                    Orthorhombic

      Space group                       P2(1)2(1)2(1)

      Unit cell dimensions              a = 16.5584(10) A   alpha = 90 deg.

                                        b = 16.8872(10) A    beta = 90 deg.

                                        c = 17.5531(10) A   gamma = 90 deg.

      Volume                            4908.3(5) A^3

      Z                                 8

      Density (calculated)              0.894 Mg/m^3 (1.089 Mg/m^3 with solvent)

      Absorption coefficient            0.055 mm^-1

      F(000)                            1456 (+336 for disordered solvent)

      Crystal size                      0.50 x 0.40 x 0.24 mm

      Theta range for data collection   1.67 to 25.00 deg.

      Index ranges                      -19<=h<=19, -20<=k<=20, -20<=l<=20

      Reflections collected             30563

      Independent reflections           8630 [R(int) = 0.0471]

      Absorption correction             Empirical

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

      Data / restraints / parameters    8630 / 0 / 433

      Goodness-of-fit on F^2            1.067

      Final R indices [I>2sigma(I)]     R1 = 0.0658, wR2 = 0.1528

      R indices (all data)              R1 = 0.0851, wR2 = 0.1621

      Absolute structure parameter      0.9(14)

      Largest diff. peak and hole       0.194 and -0.346 e.A^-3

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

         displacement parameters (A^2 x 10^3) for R0160/22/1.    U(eq) is defined

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

         ________________________________________________________________

                         x             y             z           U(eq)

         ________________________________________________________________

          O(1)         4591(1)       7015(1)       4654(1)       29(1)

          O(2)         1784(1)       7454(1)       5657(1)       34(1)

          C(1)         4266(2)       6287(2)       4954(2)       26(1)

          C(2)         4912(2)       5892(2)       5486(2)       32(1)

          C(3)         5015(2)       5075(2)       5138(2)       41(1)

          C(4)         4216(2)       4624(2)       5278(2)       51(1)

          C(5)         3642(2)       4985(2)       4677(2)       44(1)

          C(6)         4147(2)       5652(2)       4313(2)       36(1)

          C(7)         5002(2)       5240(2)       4276(2)       40(1)

          C(8)         5682(2)       5751(2)       3979(2)       41(1)

          C(9)         5000(2)       4498(2)       3781(3)       72(1)

          C(10)        3800(2)       5979(2)       3590(2)       46(1)

          C(11)        3521(2)       6481(2)       5360(2)       28(1)

          C(12)        2930(2)       6645(2)       5712(2)       30(1)

          C(13)        2167(2)       6856(2)       6117(2)       28(1)

          C(14)        1625(2)       6108(2)       6265(2)       37(1)

          C(15)        1600(2)       6074(2)       7135(2)       42(1)

          C(16)        2442(2)       5843(2)       7408(2)       53(1)

          C(17)        2928(2)       6609(2)       7297(2)       43(1)

          C(18)        2326(2)       7180(2)       6926(2)       31(1)

          C(19)        1536(2)       6956(2)       7366(2)       38(1)

          C(20)         759(2)       7362(2)       7106(2)       47(1)

          C(21)        1604(2)       7100(2)       8229(2)       54(1)

          C(22)        2584(2)       8040(2)       6938(2)       38(1)

          O(3)         5553(1)       8134(1)       5382(1)       33(1)

          O(4)         8270(1)       6967(1)       5563(1)       48(1)

          C(23)        5748(2)       8028(2)       6170(2)       35(1)

          C(24)        5023(2)       7711(2)       6669(2)       38(1)

          C(25)        4908(2)       8376(2)       7259(2)       54(1)

          C(26)        5647(2)       8328(3)       7799(2)       67(1)

          C(27)        6334(2)       8685(2)       7315(2)       60(1)

          C(28)        5926(2)       8858(2)       6534(2)       46(1)

          C(29)        5069(2)       9124(2)       6800(2)       54(1)

          C(30)        4453(2)       9295(2)       6166(2)       53(1)

          C(31)        5087(3)       9895(3)       7290(3)       80(1)

          C(32)        6391(2)       9400(2)       6015(2)       55(1)

          C(33)        6460(2)       7499(2)       6210(2)       33(1)

          C(34)        7033(2)       7082(2)       6196(2)       38(1)

          C(35)        7808(2)       6631(2)       6178(2)       35(1)

          C(36)        8286(2)       6707(3)       6937(2)       71(1)

          C(37)        8337(3)       5865(3)       7213(2)       82(2)

          C(38)        7490(3)       5580(3)       7452(3)      100(2)

          C(39)        7055(2)       5485(3)       6698(3)       79(2)

          C(40)        7697(2)       5729(2)       6090(2)       44(1)

          C(41)        8486(2)       5388(2)       6475(2)       59(1)

          C(42)        9272(2)       5585(2)       6053(3)       64(1)

          C(43)        8479(3)       4495(3)       6559(3)       93(2)

          C(44)        7500(2)       5469(2)       5303(2)       63(1)

         ________________________________________________________________

           Table 3.   Bond lengths [A] and angles [deg] for R0160/22/1.

           _____________________________________________________________

            O(1)-C(1)                     1.442(3)

            O(2)-C(13)                    1.439(3)

            C(1)-C(11)                    1.463(4)

            C(1)-C(6)                     1.567(4)

            C(1)-C(2)                     1.569(4)

            C(2)-C(3)                     1.518(4)

            C(3)-C(7)                     1.538(5)

            C(3)-C(4)                     1.546(4)

            C(4)-C(5)                     1.545(5)

            C(5)-C(6)                     1.541(4)

            C(6)-C(10)                    1.499(5)

            C(6)-C(7)                     1.579(4)

            C(7)-C(8)                     1.512(4)

            C(7)-C(9)                     1.524(5)

            C(11)-C(12)                   1.189(4)

            C(12)-C(13)                   1.493(4)

            C(13)-C(18)                   1.545(4)

            C(13)-C(14)                   1.571(4)

            C(14)-C(15)                   1.528(4)

            C(15)-C(16)                   1.524(5)

            C(15)-C(19)                   1.547(5)

            C(16)-C(17)                   1.537(5)

            C(17)-C(18)                   1.531(4)

            C(18)-C(22)                   1.514(4)

            C(18)-C(19)                   1.565(4)

            C(19)-C(20)                   1.527(5)

            C(19)-C(21)                   1.539(4)

            O(3)-C(23)                    1.433(4)

            O(4)-C(35)                    1.441(4)

            C(23)-C(33)                   1.481(4)

            C(23)-C(28)                   1.567(4)

            C(23)-C(24)                   1.579(4)

            C(24)-C(25)                   1.540(5)

            C(25)-C(29)                   1.521(6)

            C(25)-C(26)                   1.549(5)

            C(26)-C(27)                   1.543(6)

            C(27)-C(28)                   1.557(5)

            C(28)-C(32)                   1.504(5)

            C(28)-C(29)                   1.559(5)

            C(29)-C(30)                   1.538(5)

            C(29)-C(31)                   1.562(5)

            C(33)-C(34)                   1.182(4)

            C(34)-C(35)                   1.492(4)

            C(35)-C(40)                   1.542(5)

            C(35)-C(36)                   1.555(5)

            C(36)-C(37)                   1.506(7)

            C(37)-C(38)                   1.540(7)

            C(37)-C(41)                   1.545(7)

            C(38)-C(39)                   1.515(7)

            C(39)-C(40)                   1.562(5)

            C(40)-C(44)                   1.485(5)

            C(40)-C(41)                   1.580(4)

            C(41)-C(43)                   1.514(6)

            C(41)-C(42)                   1.534(5)

            O(1)-C(1)-C(11)             107.5(2)

            O(1)-C(1)-C(6)              111.6(2)

            C(11)-C(1)-C(6)             113.4(2)

            O(1)-C(1)-C(2)              109.1(2)

            C(11)-C(1)-C(2)             112.4(2)

            C(6)-C(1)-C(2)              102.8(2)

            C(3)-C(2)-C(1)              102.9(2)

            C(2)-C(3)-C(7)              103.3(2)

            C(2)-C(3)-C(4)              106.7(3)

            C(7)-C(3)-C(4)              103.5(3)

            C(5)-C(4)-C(3)              102.9(3)

            C(6)-C(5)-C(4)              103.8(2)

            C(10)-C(6)-C(5)             114.4(2)

            C(10)-C(6)-C(1)             113.9(3)

            C(5)-C(6)-C(1)              105.7(2)

            C(10)-C(6)-C(7)             118.1(3)

            C(5)-C(6)-C(7)              100.4(3)

            C(1)-C(6)-C(7)              102.6(2)

            C(8)-C(7)-C(9)              105.9(3)

            C(8)-C(7)-C(3)              115.6(3)

            C(9)-C(7)-C(3)              114.3(3)

            C(8)-C(7)-C(6)              115.5(3)

            C(9)-C(7)-C(6)              112.6(3)

            C(3)-C(7)-C(6)               93.0(2)

            C(12)-C(11)-C(1)            177.7(3)

            C(11)-C(12)-C(13)           177.1(3)

            O(2)-C(13)-C(12)            105.9(2)

            O(2)-C(13)-C(18)            110.1(2)

            C(12)-C(13)-C(18)           112.2(2)

            O(2)-C(13)-C(14)            113.9(2)

            C(12)-C(13)-C(14)           111.7(2)

            C(18)-C(13)-C(14)           103.2(2)

            C(15)-C(14)-C(13)           102.2(2)

            C(16)-C(15)-C(14)           107.4(3)

            C(16)-C(15)-C(19)           103.2(3)

            C(14)-C(15)-C(19)           103.1(2)

            C(15)-C(16)-C(17)           102.9(3)

            C(18)-C(17)-C(16)           104.1(3)

            C(22)-C(18)-C(17)           114.5(3)

            C(22)-C(18)-C(13)           113.6(2)

            C(17)-C(18)-C(13)           106.2(2)

            C(22)-C(18)-C(19)           117.4(2)

            C(17)-C(18)-C(19)           100.5(2)

            C(13)-C(18)-C(19)           103.0(2)

            C(20)-C(19)-C(21)           106.5(3)

            C(20)-C(19)-C(15)           114.4(3)

            C(21)-C(19)-C(15)           113.8(3)

            C(20)-C(19)-C(18)           116.7(2)

            C(21)-C(19)-C(18)           112.7(3)

            C(15)-C(19)-C(18)            92.6(2)

            O(3)-C(23)-C(33)            107.5(2)

            O(3)-C(23)-C(28)            108.9(3)

            C(33)-C(23)-C(28)           111.8(2)

            O(3)-C(23)-C(24)            114.0(2)

            C(33)-C(23)-C(24)           111.9(3)

            C(28)-C(23)-C(24)           102.7(2)

            C(25)-C(24)-C(23)           102.6(2)

            C(29)-C(25)-C(24)           103.1(3)

            C(29)-C(25)-C(26)           103.3(3)

            C(24)-C(25)-C(26)           106.0(3)

            C(27)-C(26)-C(25)           102.9(3)

            C(26)-C(27)-C(28)           103.8(3)

            C(32)-C(28)-C(27)           115.2(3)

            C(32)-C(28)-C(29)           118.2(3)

            C(27)-C(28)-C(29)           100.6(3)

            C(32)-C(28)-C(23)           113.2(3)

            C(27)-C(28)-C(23)           105.8(3)

            C(29)-C(28)-C(23)           102.1(2)

            C(25)-C(29)-C(30)           115.1(3)

            C(25)-C(29)-C(28)            94.5(3)

            C(30)-C(29)-C(28)           116.1(3)

            C(25)-C(29)-C(31)           113.8(3)

            C(30)-C(29)-C(31)           104.8(3)

            C(28)-C(29)-C(31)           112.8(3)

            C(34)-C(33)-C(23)           176.0(3)

            C(33)-C(34)-C(35)           174.1(3)

            O(4)-C(35)-C(34)            105.7(2)

            O(4)-C(35)-C(40)            112.2(3)

            C(34)-C(35)-C(40)           113.8(2)

            O(4)-C(35)-C(36)            109.8(3)

            C(34)-C(35)-C(36)           112.2(3)

            C(40)-C(35)-C(36)           103.2(3)

            C(37)-C(36)-C(35)           103.1(3)

            C(36)-C(37)-C(38)           109.4(4)

            C(36)-C(37)-C(41)           103.4(3)

            C(38)-C(37)-C(41)           102.2(4)

            C(39)-C(38)-C(37)           103.2(3)

            C(38)-C(39)-C(40)           104.2(3)

            C(44)-C(40)-C(35)           114.3(3)

            C(44)-C(40)-C(39)           114.1(3)

            C(35)-C(40)-C(39)           105.8(3)

            C(44)-C(40)-C(41)           118.2(3)

            C(35)-C(40)-C(41)           102.6(3)

            C(39)-C(40)-C(41)           100.0(3)

            C(43)-C(41)-C(42)           105.7(3)

            C(43)-C(41)-C(37)           115.9(4)

            C(42)-C(41)-C(37)           115.3(4)

            C(43)-C(41)-C(40)           113.4(4)

            C(42)-C(41)-C(40)           114.5(3)

            C(37)-C(41)-C(40)            92.1(3)

           _____________________________________________________________

           Symmetry transformations used to generate equivalent atoms:

    Table 4.   Anisotropic displacement parameters (A^2 x 10^3) for R0160/22/1.

    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

    _______________________________________________________________________

    O(1)     26(1)      29(1)      32(1)     -10(1)      -3(1)      -1(1)

    O(2)     28(1)      33(1)      40(1)       4(1)       3(1)       8(1)

    C(1)     23(1)      25(2)      29(2)      -6(1)       1(1)       1(1)

    C(2)     30(2)      35(2)      30(2)      -4(1)      -6(1)       4(1)

    C(3)     34(2)      33(2)      56(2)       2(2)      -2(2)       3(1)

    C(4)     51(2)      31(2)      72(2)       6(2)      12(2)       0(2)

    C(5)     35(2)      36(2)      59(2)     -17(2)      -1(2)      -4(1)

    C(6)     22(1)      47(2)      38(2)     -12(2)       1(1)      -3(1)

    C(7)     31(2)      35(2)      55(2)     -18(2)       2(2)       2(1)

    C(8)     23(1)      51(2)      50(2)     -22(2)       0(1)       1(1)

    C(9)     42(2)      68(3)     106(3)     -47(3)       6(2)      -2(2)

    C(10)    35(2)      62(2)      40(2)     -20(2)      -6(1)      -4(2)

    C(11)    30(2)      24(2)      30(2)      -6(1)      -3(1)       1(1)

    C(12)    29(2)      32(2)      30(2)      -1(1)      -1(1)       3(1)

    C(13)    26(1)      23(1)      35(2)       9(1)       1(1)       5(1)

    C(14)    34(2)      31(2)      47(2)       1(1)       2(1)      -2(1)

    C(15)    46(2)      31(2)      51(2)      15(2)       9(2)      -5(1)

    C(16)    73(2)      40(2)      47(2)      18(2)       3(2)       9(2)

    C(17)    43(2)      56(2)      32(2)       7(2)      -2(1)      11(2)

    C(18)    21(1)      40(2)      32(2)       0(1)       5(1)      -1(1)

    C(19)    38(2)      38(2)      37(2)       8(1)       5(1)      -8(1)

    C(20)    32(2)      58(2)      52(2)      -5(2)      19(2)      -1(2)

    C(21)    59(2)      66(2)      38(2)       2(2)      22(2)      -4(2)

    C(22)    30(2)      46(2)      40(2)      -3(2)       7(1)      -2(1)

    O(3)     28(1)      32(1)      38(1)     -10(1)      -4(1)      -5(1)

    O(4)     31(1)      46(1)      67(2)      21(1)       4(1)      -3(1)

    C(23)    24(1)      37(2)      43(2)     -13(2)      -1(1)      -8(1)

    C(24)    28(1)      53(2)      34(2)      -9(1)       0(1)      -6(1)

    C(25)    35(2)      79(3)      49(2)     -21(2)       2(2)      -5(2)

    C(26)    63(2)      97(3)      40(2)     -21(2)     -16(2)      -6(2)

    C(27)    47(2)      73(3)      60(2)     -35(2)     -10(2)     -11(2)

    C(28)    31(2)      55(2)      52(2)     -17(2)      -5(2)      -9(2)

    C(29)    38(2)      66(2)      57(2)     -30(2)       9(2)      -9(2)

    C(30)    34(2)      51(2)      75(3)     -12(2)      15(2)      -1(2)

    C(31)    65(3)      90(3)      87(3)     -57(3)       3(2)       5(2)

    C(32)    32(2)      53(2)      80(3)     -20(2)       2(2)     -12(2)

    C(33)    29(2)      42(2)      29(2)      -6(1)      -3(1)      -5(1)

    C(34)    31(2)      44(2)      38(2)       4(2)      -2(1)      -3(2)

    C(35)    22(1)      44(2)      39(2)      10(2)       0(1)      -3(1)

    C(36)    48(2)      99(3)      66(3)     -18(3)     -16(2)      23(2)

    C(37)    66(3)     125(4)      54(3)      35(3)      -9(2)      32(3)

    C(38)   100(4)     132(5)      69(3)      50(3)      34(3)      42(3)

    C(39)    49(2)      71(3)     117(4)      56(3)      34(3)       4(2)

    C(40)    28(2)      42(2)      64(2)      17(2)       2(2)       1(1)

    C(41)    41(2)      71(3)      65(3)      42(2)       1(2)      14(2)

    C(42)    32(2)      65(2)      95(3)      36(2)       0(2)      10(2)

    C(43)    72(3)      71(3)     137(4)      64(3)      30(3)      18(2)

    C(44)    49(2)      51(2)      89(3)      -3(2)     -19(2)       4(2)

    _______________________________________________________________________

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

         displacement parameters (A^2 x 10^3) for R0160/22/1.

         ________________________________________________________________

                         x             y             z           U(eq)

         ________________________________________________________________

          H(1)         4686          7329          5014          35

          H(2)         1349          7593          5863          41

          H(2A)        5426          6191          5478          38

          H(2B)        4715          5856          6017          38

          H(3A)        5508          4787          5316          49

          H(4A)        4286          4048          5197          61

          H(4B)        4013          4716          5801          61

          H(5A)        3485          4586          4292          52

          H(5B)        3149          5200          4920          52

          H(8A)        6184          5445          3975          62

          H(8B)        5746          6215          4308          62

          H(8C)        5556          5925          3459          62

          H(9A)        5542          4265          3777         108

          H(9B)        4843          4639          3260         108

          H(9C)        4614          4114          3988         108

          H(10A)       3740          5551          3217          68

          H(10B)       4162          6385          3385          68

          H(10C)       3270          6214          3694          68

          H(14A)       1078          6178          6048          44

          H(14B)       1873          5624          6049          44

          H(15A)       1158          5734          7343          51

          H(16A)       2666          5406          7097          64

          H(16B)       2434          5680          7950          64

          H(17A)       3119          6819          7792          52

          H(17B)       3399          6519          6962          52

          H(20A)        689          7285          6557          71

          H(20B)        791          7930          7218          71

          H(20C)        298          7132          7378          71

          H(21A)       1568          7669          8333          81

          H(21B)       2123          6898          8412          81

          H(21C)       1163          6824          8491          81

          H(22A)       3088          8100          6652          58

          H(22B)       2669          8209          7466          58

          H(22C)       2163          8367          6705          58

          H(3)         5445          7693          5185          39

          H(4)         8016          6913          5152          57

          H(24A)       4531          7637          6357          46

          H(24B)       5162          7203          6919          46

          H(25A)       4374          8368          7525          65

          H(26A)       5556          8641          8269          80

          H(26B)       5766          7772          7941          80

          H(27A)       6784          8304          7257          72

          H(27B)       6543          9177          7548          72

          H(30A)       4405          8831          5834          80

          H(30B)       4634          9750          5865          80

          H(30C)       3926          9413          6394          80

          H(31A)       4536         10037          7439         121

          H(31B)       5324         10327          6991         121

          H(31C)       5414          9806          7748         121

          H(32A)       6484          9907          6272          83

          H(32B)       6080          9491          5547          83

          H(32C)       6910          9157          5886          83

          H(36A)       8830          6932          6849          85

          H(36B)       7994          7045          7307          85

          H(37A)       8759          5780          7612          98

          H(38A)       7520          5070          7729         120

          H(38B)       7218          5976          7779         120

          H(39A)       6576          5836          6673          95

          H(39B)       6879          4930          6622          95

          H(42A)       9730          5355          6328          96

          H(42B)       9337          6161          6025          96

          H(42C)       9250          5365          5537          96

          H(43A)       8982          4321          6800         140

          H(43B)       8429          4250          6055         140

          H(43C)       8019          4337          6876         140

          H(44A)       6997          5721          5138          95

          H(44B)       7433          4892          5295          95

          H(44C)       7939          5620          4959          95

           ________________________________________________________________

X-Ray Structure of R0160/22/1
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