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Table 1. Crystal data and structure refinement for anti-[Pd(-NH2)(Ph)(PEt3)]2 (2). 
  
Chemical formula                  C24H44N2P2Pd2 
      Formula weight                    635.41 
      Temperature                       293(2) K 
      Wavelength                        0.71069 Å 
      Crystal system                    Monoclinic 
      Space group                       P21/n 
Unit cell dimensions              a = 13.228(2) Å  α = 90.000(10) deg. 
                                        b = 18.132(2) Å  β = 101.410(10) deg. 
                                        c = 24.745(2) Å  γ = 90.000(10) deg. 
      Volume                            5817.8(12) Å3 
      Z                                 4 
      Density (calculated)              1.451 Mg/m3 
      Absorption coefficient            1.360 mm-1 
      F(000)                            2688 
      Crystal size                      0.80 x 0.50 x 0.25 mm 
      Theta range for data collection   2.02 to 22.56 deg. 
      Index ranges                      0≤h≤14, 0≤k≤19, 
                                        -26≤l≤26 
      Reflections collected             7990 
      Independent reflections           7614 [R(int) = 0.0373] 
      Refinement method                 Full-matrix least-squares on F2 
      Data / restraints / parameters    7613 / 0 / 540 
      Goodness-of-fit on F2              1.122 
      Final R indices [I>2(I)]a         R1 = 0.0547, wR2 = 0.1417 
      R indices (all data)a              R1 = 0.0715, wR2 = 0.1504 
      Largest diff. peak and hole        0.743 and -0.717 e Å-3

      a R1 = Fo - Fc/Fo; wR2 = [w(Fo2 - Fc2)2/wFo4]1/2
 
         

Table 2. Atomic coordinates (×104) and equivalent isotropic displacement parameters (Å2×103) for 2. U(eq) is defined as one third of the trace of the orthogonalized Uij tensor. 
______________________________________________________________________ 
                      x             y             z           U(eq) 
______________________________________________________________________ 
      Pd(1)        5994(1)       8523(1)      -2395(1)       58(1) 
      Pd(2)        7028(1)       8115(1)      -1262(1)       61(1) 
      P(1)         5088(2)       9536(2)      -2686(1)       73(1) 
      P(2)         6833(2)       7116(2)       -764(1)       76(1) 
      N(1)         7143(6)       8991(5)      -1781(3)       72(2) 
      N(2)         6803(6)       7595(4)      -2047(3)       67(2) 
      C(1)         4979(7)       7930(5)      -2929(3)       59(2) 
      C(2)         5199(7)       7649(6)      -3411(4)       69(3) 
      C(3)         4488(9)       7240(6)      -3781(4)       80(3) 
      C(4)         3539(9)       7082(6)      -3680(4)       82(3) 
      C(5)         3306(8)       7335(6)      -3198(4)       82(3) 
      C(6)         4010(8)       7743(6)      -2837(4)       77(3) 
      C(7)         5733(8)      10419(6)      -2548(5)       86(3) 
      C(8)         6697(11)     10516(7)      -2766(5)      106(4) 
      C(9)         3988(9)       9656(8)      -2358(6)      114(4) 
      C(10)        4252(13)      9569(9)      -1741(7)      139(6) 
      C(11)        4435(11)      9594(7)      -3408(5)      112(5) 
      C(12)        5108(16)      9538(10)     -3825(6)      158(7) 
      C(13)        7227(8)       8761(5)       -595(3)       63(2) 
      C(14)        6417(9)       9055(5)       -401(4)       79(3) 
      C(15)        6547(11)      9508(6)         68(5)       92(4) 
      C(16)        7509(14)      9653(8)        353(5)      105(4) 
      C(17)        8326(12)      9385(7)        173(5)      106(4) 
      C(18)        8196(9)       8930(6)       -282(4)       87(3) 
      C(19)        6769(13)      7269(8)        -39(5)      130(5) 
      C(20)        6667(15)      6552(9)        315(6)      152(6) 
      C(21)        7931(16)      6425(9)       -695(7)      160(7) 
      C(22)        8919(14)      6783(12)      -321(8)      179(8) 
      C(23)        5847(17)      6480(10)     -1090(7)      204(9) 
      C(24)        4732(13)      6999(13)     -1185(9)      206(10) 
      Pd(3)        4183(1)       6794(1)       2324(1)       54(1) 
      Pd(4)        3034(1)       7111(1)       1204(1)       54(1) 
      P(3)         5192(2)       5830(2)       2617(1)       69(1) 
      P(4)         3142(2)       8063(2)        644(1)       69(1) 
      N(3)         3011(5)       6261(4)       1764(3)       62(2) 
      N(4)         3300(6)       7682(4)       1968(3)       60(2) 
      C(31)        5214(7)       7448(5)       2795(4)       61(2) 
      C(32)        5069(8)       7713(6)       3304(4)       78(3) 
      C(33)        5794(11)      8171(7)       3628(5)       99(4) 
      C(34)        6656(10)      8377(7)       3452(6)      103(4) 
      C(35)        6804(9)       8152(7)       2958(5)      105(4) 
      C(36)        6079(8)       7697(6)       2635(4)       82(3) 
      C(37)        5836(9)       5805(7)       3337(4)       92(4) 
      C(38)        5100(12)      5764(8)       3745(5)      119(5) 
      C(39)        4560(9)       4942(6)       2523(5)       98(4) 
      C(40)        5198(14)      4251(8)       2688(7)      154(7) 
      C(41)        6254(9)       5750(8)       2272(5)      112(4) 
      C(42)        5964(15)      5741(11)      1656(7)      171(8) 
      C(43)        2847(8)       6411(6)        572(4)       67(3) 
      C(44)        3664(10)      6133(7)        366(5)      102(4) 
      C(45)        3535(14)      5616(8)        -70(6)      122(5) 
      C(46)        2581(18)      5378(8)       -292(6)      122(6) 
      C(47)        1755(13)      5638(8)       -106(5)      114(5) 
      C(48)        1898(9)       6156(6)        321(4)       87(3) 
      C(491)       4454(15)      8242(11)       534(9)      108(8) 
      C(492)       4190(28)      8652(21)       895(15)      83(16) 
      C(50)        5268(10)      8236(8)       1039(6)      117(5) 
      C(511)       2853(14)      8980(10)       916(7)       83(7) 
      C(512)       1958(28)      8667(21)       513(16)     109(15) 
      C(52)        1779(12)      9036(9)       1078(8)      145(6) 
      C(531)       2332(18)      8060(11)       -54(8)       81(7) 
      C(541)       1225(24)      8065(16)       -30(13)     137(11) 
      C(532)       3060(25)      7776(17)      -140(13)     113(11) 
      C(542)       3115(29)      8389(21)      -517(16)     150(15) 
 ______________________________________________________________________   

Table 3. Bond lengths [Å] and angles [°] for 2. 
___________________________________________________________________________________ 

Pd(1)-C(1)      2.000(9) 
Pd(1)-N(2)      2.085(7) 
Pd(1)-N(1)      2.104(7) 
Pd(1)-P(1)      2.233(3) 
Pd(2)-C(13)     1.998(9) 
Pd(2)-N(1)      2.067(7) 
Pd(2)-N(2)      2.127(7) 
Pd(2)-P(2)      2.235(3) 
P(1)-C(7)       1.814(11) 
P(1)-C(9)       1.813(13) 
P(1)-C(11)      1.827(12) 
P(2)-C(23)      1.81(2) 
P(2)-C(19)      1.832(12) 
P(2)-C(21)      1.90(2) 
C(1)-C(2)       1.382(12) 
C(1)-C(6)       1.387(13) 
C(2)-C(3)       1.389(13) 
C(3)-C(4)       1.357(14) 
C(4)-C(5)       1.368(14) 
C(5)-C(6)       1.373(13) 
C(7)-C(8)       1.49(2) 
C(9)-C(10)      1.51(2) 
C(11)-C(12)     1.49(2) 
C(13)-C(14)     1.365(14) 
C(13)-C(18)     1.395(13) 
C(14)-C(15)     1.41(2) 
C(15)-C(16)     1.35(2) 
C(16)-C(17)     1.34(2) 
C(17)-C(18)     1.38(2) 
C(19)-C(20)     1.59(2) 
C(21)-C(22)     1.58(2) 
C(23)-C(24)     1.73(3) 
Pd(3)-C(31)     1.998(9) 
Pd(3)-N(4)      2.080(7) 
Pd(3)-N(3)      2.100(7) 
Pd(3)-P(3)      2.231(3) 
Pd(4)-C(43)     1.992(10) 
Pd(4)-N(3)      2.076(7) 
Pd(4)-N(4)      2.122(7) 
Pd(4)-P(4)      2.236(3) 
P(3)-C(41)      1.789(12) 
P(3)-C(39)      1.808(11) 
P(3)-C(37)      1.817(10) 
P(4)-C(492)     1.76(4) 
P(4)-C(491)     1.84(2) 
P(4)-C(531)     1.85(2) 
P(4)-C(511)     1.86(2) 
P(4)-C(512)     1.89(4) 
P(4)-C(532)     1.99(3) 
C(31)-C(36)     1.359(13) 
C(31)-C(32)     1.397(12) 
C(32)-C(33)     1.39(2) 
C(33)-C(34)     1.35(2) 
C(34)-C(35)     1.34(2) 
C(35)-C(36)     1.390(14) 
C(37)-C(38)     1.54(2) 
C(39)-C(40)     1.52(2) 
C(41)-C(42)     1.50(2) 
C(43)-C(48)     1.367(13) 
C(43)-C(44)     1.38(2) 
C(44)-C(45)     1.42(2) 
C(45)-C(46)     1.34(2) 
C(46)-C(47)     1.35(2) 
C(47)-C(48)     1.40(2) 
C(491)-C(492)   1.26(4) 
C(491)-C(50)    1.48(2) 
C(492)-C(50)    1.59(4) 
C(492)-C(511)   1.88(4) 
C(511)-C(512)   1.50(4) 
C(511)-C(52)    1.55(2) 
C(512)-C(52)    1.61(4) 
C(512)-C(541)   1.85(5) 
C(512)-C(531)   1.92(4) 
C(531)-C(532)   1.15(3) 
C(531)-C(541)   1.48(3) 
C(531)-C(542)   1.79(4) 
C(532)-C(542)   1.46(4) 
  
C(1)-Pd(1)-N(2)          93.5(3) 
C(1)-Pd(1)-N(1)          171.3(3) 
N(2)-Pd(1)-N(1)           77.8(3) 
C(1)-Pd(1)-P(1)           89.0(3) 
N(2)-Pd(1)-P(1)          174.3(2) 
N(1)-Pd(1)-P(1)           99.5(2) 
C(1)-Pd(1)-Pd(2)         128.0(3) 
N(2)-Pd(1)-Pd(2)          45.9(2) 
N(1)-Pd(1)-Pd(2)          44.3(2) 
P(1)-Pd(1)-Pd(2)         128.94(8) 
C(13)-Pd(2)-N(1)         92.8(3) 
C(13)-Pd(2)-N(2)        170.4(3) 
N(1)-Pd(2)-N(2)          77.7(3) 
C(13)-Pd(2)-P(2)         91.7(3) 
N(1)-Pd(2)-P(2)         175.1(2) 
N(2)-Pd(2)-P(2)          97.7(2) 
C(13)-Pd(2)-Pd(1)       126.6(3) 
N(1)-Pd(2)-Pd(1)         45.3(2) 
N(2)-Pd(2)-Pd(1)         44.8(2) 
P(2)-Pd(2)-Pd(1)        130.02(8) 
C(7)-P(1)-C(9)          101.5(6) 
C(7)-P(1)-C(11)         104.2(6) 
C(9)-P(1)-C(11)          99.4(7) 
C(7)-P(1)-Pd(1)         117.6(4) 
C(9)-P(1)-Pd(1)         112.5(5) 
C(11)-P(1)-Pd(1)        118.8(4) 
C(23)-P(2)-C(19)        111.4(8) 
C(23)-P(2)-C(21)         95.2(10) 
C(19)-P(2)-C(21)        101.2(7) 
C(23)-P(2)-Pd(2)        115.0(6) 
C(19)-P(2)-Pd(2)        116.7(5) 
C(21)-P(2)-Pd(2)        114.5(5) 
Pd(2)-N(1)-Pd(1)         90.4(3) 
Pd(1)-N(2)-Pd(2)         89.3(3) 
C(2)-C(1)-C(6)          114.2(9) 
C(2)-C(1)-Pd(1)         122.7(7) 
C(6)-C(1)-Pd(1)         123.0(7) 
C(1)-C(2)-C(3)          122.3(9) 
C(4)-C(3)-C(2)          121.5(9) 
C(3)-C(4)-C(5)          117.7(10) 
C(4)-C(5)-C(6)          120.4(10) 
C(5)-C(6)-C(1)          123.7(9) 
C(8)-C(7)-P(1)          116.2(8) 
C(10)-C(9)-P(1)         113.3(9) 
C(12)-C(11)-P(1)        116.1(10) 
C(14)-C(13)-C(18)       114.8(10) 
C(14)-C(13)-Pd(2)       122.3(8) 
C(18)-C(13)-Pd(2)       122.9(9) 
C(13)-C(14)-C(15)       122.8(11) 
C(16)-C(15)-C(14)       119.6(13) 
C(17)-C(16)-C(15)       119.6(12) 
C(16)-C(17)-C(18)       120.7(13) 
C(17)-C(18)-C(13)       122.5(12) 
C(20)-C(19)-P(2)        116.2(10) 
C(22)-C(21)-P(2)        108.0(12) 
C(24)-C(23)-P(2)        103.5(12) 
C(31)-Pd(3)-N(4)         92.8(3) 
C(31)-Pd(3)-N(3)        171.0(3) 
N(4)-Pd(3)-N(3)          78.3(3) 
C(31)-Pd(3)-P(3)         88.8(3) 
N(4)-Pd(3)-P(3)         173.6(2) 
N(3)-Pd(3)-P(3)          99.8(2) 
C(31)-Pd(3)-Pd(4)       126.8(3) 
N(4)-Pd(3)-Pd(4)         46.2(2) 
N(3)-Pd(3)-Pd(4)         44.9(2) 
P(3)-Pd(3)-Pd(4)        128.61(8) 
C(43)-Pd(4)-N(3)        92.0(3) 
C(43)-Pd(4)-N(4)       169.6(3) 
N(3)-Pd(4)-N(4)         77.9(3) 
C(43)-Pd(4)-P(4)        91.0(3) 
N(3)-Pd(4)-P(4)        176.1(2) 
N(4)-Pd(4)-P(4)         98.9(2) 
C(43)-Pd(4)-Pd(3)      125.2(3) 
N(3)-Pd(4)-Pd(3)        45.6(2) 
N(4)-Pd(4)-Pd(3)        45.0(2) 
P(4)-Pd(4)-Pd(3)       130.55(8) 
C(41)-P(3)-C(39)       104.7(7) 
C(41)-P(3)-C(37)       101.9(6) 
C(39)-P(3)-C(37)       102.7(5) 
C(41)-P(3)-Pd(3)       112.6(4) 
C(39)-P(3)-Pd(3)       115.1(4) 
C(37)-P(3)-Pd(3)       118.2(4) 
C(492)-P(4)-C(491)      41.0(12) 
C(492)-P(4)-C(531)     127.1(13) 
C(491)-P(4)-C(531)     104.6(10) 
C(492)-P(4)-C(511)      62.3(14) 
C(491)-P(4)-C(511)      99.5(9) 
C(531)-P(4)-C(511)     102.6(9) 
C(492)-P(4)-C(512)     106(2) 
C(491)-P(4)-C(512)     130.4(13) 
C(531)-P(4)-C(512)      62.1(14) 
C(511)-P(4)-C(512)      47.2(12) 
C(492)-P(4)-C(532)     113(2) 
C(491)-P(4)-C(532)      76.8(11) 
C(531)-P(4)-C(532)      34.5(9) 
C(511)-P(4)-C(532)     127.6(11) 
C(512)-P(4)-C(532)      96(2) 
C(492)-P(4)-Pd(4)      113.1(12) 
C(491)-P(4)-Pd(4)      114.0(6) 
C(531)-P(4)-Pd(4)      118.8(6) 
C(511)-P(4)-Pd(4)      115.0(5) 
C(512)-P(4)-Pd(4)      113.7(11) 
C(532)-P(4)-Pd(4)      113.8(9) 
Pd(4)-N(3)-Pd(3)        89.5(3) 
Pd(3)-N(4)-Pd(4)        88.8(3) 
C(36)-C(31)-C(32)      114.9(9) 
C(36)-C(31)-Pd(3)      123.0(7) 
C(32)-C(31)-Pd(3)      122.1(7) 
C(33)-C(32)-C(31)      121.4(11) 
C(34)-C(33)-C(32)      120.5(11) 
C(35)-C(34)-C(33)      119.6(11) 
C(34)-C(35)-C(36)      119.7(12) 
C(31)-C(36)-C(35)      123.7(10) 
C(38)-C(37)-P(3)       114.2(8) 
C(40)-C(39)-P(3)       118.7(10) 
C(42)-C(41)-P(3)       114.8(10) 
C(48)-C(43)-C(44)      115.1(10) 
C(48)-C(43)-Pd(4)      122.2(9) 
C(44)-C(43)-Pd(4)      122.6(8) 
C(43)-C(44)-C(45)      122.7(13) 
C(46)-C(45)-C(44)      119(2) 
C(45)-C(46)-C(47)      120(2) 
C(46)-C(47)-C(48)      119.6(14) 
C(43)-C(48)-C(47)      123.1(13) 
C(492)-C(491)-C(50)     70(2) 
C(492)-C(491)-P(4)      66(2) 
C(50)-C(491)-P(4)      115.0(13) 
C(491)-C(492)-C(50)     61(2) 
C(491)-C(492)-P(4)      73(2) 
C(50)-C(492)-P(4)      114(2) 
C(491)-C(492)-C(511)   127(3) 
C(50)-C(492)-C(511)    162(3) 
P(4)-C(492)-C(511)      61.4(13) 
C(491)-C(50)-C(492)     48.5(14) 
C(512)-C(511)-C(52)     64(2) 
C(512)-C(511)-P(4)      67(2) 
C(52)-C(511)-P(4)      114.6(12) 
C(512)-C(511)-C(492)   119(2) 
C(52)-C(511)-C(492)    161(2) 
P(4)-C(511)-C(492)      56.3(13) 
C(511)-C(512)-C(52)     60(2) 
C(511)-C(512)-C(541)   160(3) 
C(52)-C(512)-C(541)    137(3) 
C(511)-C(512)-P(4)      66(2) 
C(52)-C(512)-P(4)      111(2) 
C(541)-C(512)-P(4)      95(2) 
C(511)-C(512)-C(531)   115(2) 
C(52)-C(512)-C(531)    167(3) 
C(541)-C(512)-C(531)    46.0(14) 
P(4)-C(512)-C(531)      57.9(13) 
C(511)-C(52)-C(512)     57(2) 
C(532)-C(531)-C(541)   152(3) 
C(532)-C(531)-C(542)    55(2) 
C(541)-C(531)-C(542)   137(2) 
C(532)-C(531)-P(4)      80(2) 
C(541)-C(531)-P(4)     111(2) 
C(542)-C(531)-P(4)     107(2) 
C(532)-C(531)-C(512)   137(3) 
C(541)-C(531)-C(512)    64(2) 
C(542)-C(531)-C(512)   123(2) 
P(4)-C(531)-C(512)      60.0(13) 
C(531)-C(541)-C(512)    70(2) 
C(531)-C(532)-C(542)    86(3) 
C(531)-C(532)-P(4)      66(2) 
C(542)-C(532)-P(4)     115(2) 
C(532)-C(542)-C(531)    40(2) 

___________________________________________________________________________________ 
Symmetry transformations used to generate equivalent atoms:
  
Table 4. Anisotropic displacement parameters (Å2×103) for 2. The anisotropic displacement factor exponent takes the form: -22[h2a*2U11 +  + 2hka*b*U12]. 
  
___________________________________________________________________________ 
               U11        U22         U33         U23        U13         U12 
___________________________________________________________________________ 
    Pd(1)    55(1)      74(1)      43(1)      -2(1)       4(1)       0(1) 
    Pd(2)    60(1)      76(1)      44(1)       1(1)       5(1)      -3(1) 
    P(1)     67(2)      78(2)      67(2)      -4(1)      -2(1)       4(1) 
    P(2)     95(2)      74(2)      59(2)       1(1)      17(1)      -3(2) 
    N(1)     68(5)      92(6)      50(4)       9(4)      -3(4)     -17(4) 
    N(2)     61(5)      81(6)      59(5)      -5(4)       8(4)       8(4) 
    C(1)     62(6)      72(6)      44(5)       4(4)       9(4)       4(5) 
    C(2)     60(6)      89(7)      56(6)      -4(5)       8(5)       7(5) 
    C(3)     92(8)      97(8)      47(6)     -24(6)       4(5)       5(7) 
    C(4)     75(7)      92(8)      66(7)     -12(6)     -13(6)      -9(6) 
    C(5)     62(6)      99(8)      86(8)     -20(7)      15(6)      -4(6) 
    C(6)     80(7)      94(8)      60(6)     -17(6)      20(5)      -5(6) 
    C(7)     84(8)      89(8)      81(8)      -9(6)      12(6)       7(6) 
    C(8)    129(11)     91(9)     105(10)     -8(7)      36(8)      -9(8) 
    C(9)     74(8)     120(11)    149(13)     -1(10)     22(8)      11(7) 
    C(10)   138(13)    149(14)    153(15)    -27(12)     82(12)      1(11) 
    C(11)   127(11)     85(9)     104(10)      7(8)     -27(9)      28(8) 
    C(12)   226(20)    156(15)     72(9)      29(10)    -15(11)     37(14) 
    C(13)    88(7)      62(6)      35(5)       3(4)       2(5)     -11(5) 
    C(14)   100(8)      62(7)      76(7)      -7(6)      18(6)     -12(6) 
    C(15)   133(11)     65(7)      84(8)       5(7)      32(8)       9(7) 
    C(16)   160(14)    106(11)     42(6)      -3(6)      -2(8)     -10(10) 
    C(17)   132(12)    102(11)     70(8)      -5(7)     -13(8)     -33(9) 
    C(18)    81(8)      97(9)      73(7)       7(7)      -7(6)     -13(6) 
    C(19)   228(17)    105(10)     70(8)      14(7)      60(9)     -15(11) 
    C(20)   235(19)    124(12)    111(11)     39(10)     71(12)      6(12) 
    C(21)   243(19)    117(12)    139(13)     25(10)     82(14)     60(13) 
    C(22)   126(13)    236(22)    162(17)     54(16)     -1(12)     22(14) 
    C(23)   299(22)    153(15)    131(12)     23(11)    -28(13)   -128(15) 
    C(24)    94(11)    296(26)    214(22)     89(20)     -4(13)    -46(14) 
    Pd(3)    51(1)      68(1)      41(1)       3(1)       5(1)      -1(1) 
    Pd(4)    56(1)      61(1)      42(1)       4(1)       3(1)      -2(1) 
    P(3)     58(2)      81(2)      61(2)      10(1)      -1(1)       8(1) 
    P(4)     79(2)      71(2)      55(2)      12(1)      10(1)      -4(1) 
    N(3)     56(4)      70(5)      56(4)      15(4)       4(3)      -8(4) 
    N(4)     69(5)      58(5)      55(4)       1(4)      16(4)       7(4) 
    C(31)    50(5)      80(7)      51(5)      -7(5)       0(4)       0(5) 
    C(32)    85(7)      88(8)      60(6)      -9(6)      14(5)       0(6) 
    C(33)   121(11)    106(10)     61(7)     -30(7)      -1(7)      12(8) 
    C(34)    77(8)     106(10)    113(11)    -47(8)     -16(8)      -3(7) 
    C(35)    79(8)     129(11)    106(10)    -42(9)      16(7)     -17(7) 
    C(36)    70(7)     110(9)      67(7)     -28(6)      14(5)     -21(6) 
    C(37)    91(8)      95(9)      73(7)      22(6)     -27(6)       4(7) 
    C(38)   137(12)    131(12)     83(9)      37(8)      10(8)       0(9) 
    C(39)   109(9)      81(8)      90(8)      -6(7)     -10(7)       0(7) 
    C(40)   181(16)     86(10)    162(15)      2(10)    -44(12)     30(10) 
    C(41)    94(9)     143(12)    104(10)     22(9)      30(8)      35(8) 
    C(42)   189(17)    226(20)    121(13)     32(13)     88(13)     79(15) 
    C(43)    79(7)      74(7)      42(5)       7(5)      -5(5)       0(6) 
    C(44)   110(10)    109(10)     84(8)     -23(8)      10(7)       8(8) 
    C(45)   154(15)    119(12)     90(10)    -18(9)      18(10)     37(11) 
    C(46)   197(19)     75(10)     79(10)     -1(7)     -12(12)     19(11) 
    C(47)   142(13)     95(11)     76(9)       8(8)     -47(9)     -20(9) 
    C(48)   101(9)      85(8)      64(7)      -1(6)     -11(6)     -16(7) 
    C(50)    90(9)     146(12)    113(11)      2(9)      14(8)     -28(9) 
    C(52)   126(12)    118(12)    202(18)     23(12)     59(12)     37(10) 
______________________________________________________________________________ 
 
 

Table 5. Hydrogen coordinates (×104) and isotropic displacement parameters (Å2×103) for 2. 
  
_________________________________________________________________________ 
                         x            y             z           U(eq) 
_________________________________________________________________________ 
          H(1A)        7763(6)       9024(5)      -1878(3)       87 
          H(1B)        6961(6)       9426(5)      -1654(3)       87 
          H(2A)        7391(6)       7513(4)      -2168(3)       81 
          H(2B)        6416(6)       7184(4)      -2071(3)       81 
          H(2)         5846(7)       7736(6)      -3492(4)       83 
          H(3)         4665(9)       7071(6)      -4104(4)       96 
          H(4)         3064(9)       6812(6)      -3930(4)       98 
          H(5)         2666(8)       7229(6)      -3115(4)       99 
          H(6)         3827(8)       7904(6)      -2513(4)       93 
          H(7A)        5252(8)      10803(6)      -2704(5)      103 
          H(7B)        5896(8)      10492(6)      -2152(5)      103 
          H(8A)        6975         10998         -2671         128 
          H(8B)        6546         10463         -3160         128 
          H(8C)        7191         10149         -2607         128 
          H(9A)        3700(9)      10143(8)      -2446(6)      137 
          H(9B)        3463(9)       9298(8)      -2509(6)      137 
          H(10A)       3642          9639         -1591         167 
          H(10B)       4760          9929         -1588         167 
          H(10C)       4521          9083         -1651         167 
          H(11A)       3925(11)      9204(7)      -3479(5)      135 
          H(11B)       4068(11)     10060(7)      -3462(5)      135 
          H(12A)       4692          9575         -4188         189 
          H(12B)       5461          9073         -3785         189 
          H(12C)       5604          9931         -3768         189 
          H(14)        5751(9)       8950(5)       -588(4)       95 
          H(15)        5976(11)      9708(6)        182(5)      111 
          H(16)        7602(14)      9936(8)        673(5)      126 
          H(17)        8988(12)      9508(7)        357(5)      127 
          H(18)        8777(9)       8728(6)       -384(4)      104 
          H(3A)        3201(5)       5821(4)       1647(3)       74 
          H(3B)        2412(5)       6224(4)       1882(3)       74 
          H(4A)        3660(6)       8103(4)       1966(3)       72 
          H(4B)        2726(6)       7758(4)       2104(3)       72 
          H(32)        4476(8)       7582(6)       3430(4)       93 
          H(33)        5683(11)      8335(7)       3967(5)      119 
          H(34)        7144(10)      8673(7)       3673(6)      124 
          H(35)        7389(9)       8299(7)       2831(5)      126 
          H(36)        6192(8)       7556(6)       2291(4)       99 
          H(37A)       6291(9)       5381(7)       3394(4)      111 
          H(37B)       6260(9)       6243(7)       3417(4)      111 
          H(38A)       5494          5752          4115         143 
          H(38B)       4689          5325          3676         143 
          H(38C)       4658          6189          3699         143 
          H(39A)       4006(9)       4947(6)       2728(5)      117 
          H(39B)       4242(9)       4896(6)       2136(5)      117 
          H(40A)       4763          3825          2615       184 
          H(40B)       5498          4272          3074       184 
          H(40C)       5735          4221          2479       184 
          H(41A)       6721(9)       6159(8)       2383(5)    135 
          H(41B)       6626(9)       5299(8)       2393(5)    135 
          H(42A)       6575          5695          1504       205 
          H(42B)       5615          6192          1529       205 
          H(42C)       5515          5331          1539       205 
          H(44)        4327(10)      6291(7)        521(5)    123 
          H(45)        4102(14)      5443(8)       -202(6)    146 
          H(46)        2488(18)      5032(8)       -576(6)    147 
          H(47)        1095(13)      5473(8)       -260(5)    137 
          H(48)        1320(9)       6336(6)        439(4)    105 
_________________________________________________________________________  
