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Formula
C18H32N4Pd(C4H1oO1)
Formula. wt.
485.00

 Mo-K (Å)
0.71069
size (mm3)
0.2. x 0.2 x 0.3

Crystal system
monoclinic

Space group
P 21/n

a/Å 
10.141(1)

b/Å
10.001(1)

c/Å
24.746(1)

(
90

(
94.24(2)

(
90

V/Å3
2502.9

Z
4

calc/g cm-3
1.29

/cm-1
0.75

F000
1019.41

T/K
180(2)

Scan range/(
1.68 – 26.42

Total no. of reflns
12317

No. of indep reflns
5329

No. of reflns used in refinement I > 3(I)
3583  

No. of parameters
253

Rint
0.033

Goodness of fit
1.0803

Max,min residual density/e Å3
1.14, -1.59

Final R1/wR2
0.033/0.039
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Refined Fractional Atomic Coordinates: [Pd(tBuCCeth)Me2] (2)
    Atom             x/a           y/b           z/c       U(iso)     Occ

    Pd(1)          0.64757(2)    0.07526(2)    0.883693(9)0.0274

    N(2)           0.6766(3)     0.3941(3)     0.86643(11)0.0324

    C(3)           0.6614(3)     0.2800(3)     0.89497(12)0.0311

    N(4)           0.6598(3)     0.3228(3)     0.94667(12)0.0431

    C(5)           0.6756(4)     0.4591(4)     0.95094(16)0.0480

    C(6)           0.6875(4)     0.5052(3)     0.90058(16)0.0421

    C(7)           0.6436(6)     0.2282(6)     0.99056(17)0.0726

    C(8)           0.5147(6)     0.1869(6)     0.99752(17)0.0793

    N(9)           0.4246(3)     0.1353(4)     0.95279(12)0.0474

    C(10)          0.4511(3)     0.0874(3)     0.90326(13)0.0338

    N(11)          0.3291(3)     0.0565(3)     0.87966(12)0.0395

    C(12)          0.2316(4)     0.0846(5)     0.91502(19)0.0594

    C(13)          0.2926(5)     0.1309(6)     0.96015(19)0.0652

    C(14)          0.2906(4)     0.0046(4)     0.82450(16)0.0466

    C(15)          0.4065(5)    -0.0186(6)     0.79182(19)0.0694

    C(16)          0.2016(7)     0.1123(8)     0.7952(2)  0.0973

    C(17)          0.2117(8)    -0.1209(7)     0.8299(3)  0.1024

    C(18)          0.6913(4)     0.4041(4)     0.80696(14)0.0426

    C(19)          0.6128(5)     0.2948(5)     0.77718(16)0.0548

    C(20)          0.6355(8)     0.5405(6)     0.7872(2)  0.0937

    C(21)          0.8342(5)     0.3930(9)     0.7966(2)  0.1007

    O(22)          0.1614(3)     0.5860(4)     0.92216(13)0.0617

    C(23)          0.1835(6)     0.4951(6)     0.8801(2)  0.0815

    C(24)          0.3247(7)     0.4657(7)     0.8802(3)  0.0914

    C(25)          0.0284(5)     0.6196(9)     0.9246(3)  0.1017

    C(26)          0.0133(8)     0.7130(11)    0.9691(4)  0.1421

    C(27)          0.6539(5)    -0.1341(4)     0.88013(16)0.0470

    C(28)          0.8511(4)     0.0609(5)     0.8770(2)  0.0582
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Calculated Fractional Coordinates: [Pd(tBuCCeth)Me2] (2)

    Atom             x/a           y/b           z/c       U(iso)     Occ

    H(51)          0.6791        0.5155        0.9850     0.0532

    H(61)          0.7025        0.6002        0.8889     0.0389

    H(121)         0.1325        0.0747        0.9075     0.0698

    H(131)         0.2505        0.1569        0.9943     0.0750

    H(151)         0.3774       -0.0530        0.7549     0.0718

    H(152)         0.4701       -0.0848        0.8101     0.0718

    H(153)         0.4571        0.0681        0.7873     0.0718

    H(161)         0.1734        0.0857        0.7576     0.1099

    H(162)         0.1214        0.1306        0.8158     0.1099

    H(163)         0.2523        0.2012        0.7937     0.1099

    H(171)         0.1853       -0.1620        0.7943     0.1217

    H(172)         0.2673       -0.1912        0.8524     0.1217

    H(173)         0.1309       -0.1039        0.8502     0.1217

    H(191)         0.6219        0.3014        0.7373     0.0614

    H(192)         0.6460        0.2051        0.7904     0.0614

    H(193)         0.5169        0.3031        0.7842     0.0614

    H(201)         0.6404        0.5506        0.7472     0.0978

    H(202)         0.6834        0.6150        0.8065     0.0978

    H(203)         0.5379        0.5464        0.7951     0.0978

    H(211)         0.8499        0.3953        0.7578     0.0967

    H(212)         0.8885        0.4629        0.8169     0.0967

    H(213)         0.8702        0.3011        0.8116     0.0967

    H(231)         0.1321        0.4071        0.8861     0.0947

    H(232)         0.1471        0.5308        0.8439     0.0947

    H(241)         0.3441        0.4004        0.8507     0.1098

    H(242)         0.3596        0.4274        0.9159     0.1098

    H(243)         0.3746        0.5511        0.8737     0.1098

    H(251)        -0.0279        0.5382        0.9310     0.1057

    H(252)        -0.0087        0.6632        0.8898     0.1057

    H(261)        -0.0795        0.7420        0.9729     0.1589

    H(262)         0.0494        0.6728        1.0050     0.1589

    H(263)         0.0686        0.7978        0.9639     0.1589

    H(271)         0.5845       -0.1667        0.8519     0.0500

    H(272)         0.6356       -0.1725        0.9160     0.0500

    H(273)         0.7426       -0.1638        0.8699     0.0500

    H(281)         0.8707        0.0627        0.8380     0.0500

    H(282)         0.8972        0.1391        0.8961     0.0500

    H(283)         0.8858       -0.0237        0.8941     0.0500

    H(71)          0.6845        0.2664        1.0252     0.0500

    H(72)          0.6961        0.1434        0.9824     0.0500

    H(81)          0.5183        0.1180        1.0269     0.0500

    H(82)          0.4692        0.2699        1.0117     0.0500
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Displacement Parameters: [Pd(tBuCCeth)Me2] (2)
Atom           u(11)       u(22)       u(33)       u(23)       u(13)       u(12)

Pd(1)        0.03112(13) 0.02647(12) 0.02510(13)-0.00062(11) 0.00585(8)  0.00472(12)

N(2)         0.0376(15)  0.0270(14)  0.0326(14) -0.0012(11)  0.0025(11)  0.0006(11)

C(3)         0.0349(16)  0.0312(15)  0.0273(17)  0.0013(13)  0.0014(13)  0.0002(14)

N(4)         0.060(2)    0.0409(17)  0.0274(15) -0.0007(12) -0.0047(14) -0.0105(14)

C(5)         0.062(2)    0.042(2)    0.040(2)   -0.0132(16)  0.0037(18) -0.0046(18)

C(6)         0.049(2)    0.0302(19)  0.046(2)   -0.0038(15) -0.0006(16)  0.0001(16)

C(7)         0.106(4)    0.077(3)    0.032(2)    0.011(2)   -0.015(2)   -0.033(3)

C(8)         0.101(4)    0.108(5)    0.029(2)    0.010(2)    0.004(2)   -0.047(4)

N(9)         0.0459(17)  0.068(2)    0.0299(15) -0.0020(15)  0.0155(13) -0.0081(16)

C(10)        0.0336(16)  0.0387(18)  0.0297(15)  0.0020(14)  0.0058(12) -0.0009(14)

N(11)        0.0300(14)  0.0520(19)  0.0376(15)  0.0025(13)  0.0089(12) -0.0032(13)

C(12)        0.0367(19)  0.084(3)    0.060(3)   -0.002(2)    0.0205(18)  0.001(2)

C(13)        0.056(3)    0.091(3)    0.052(3)   -0.015(2)    0.032(2)   -0.007(2)

C(14)        0.0356(19)  0.064(3)    0.040(2)   -0.0015(18)  0.0011(15) -0.0144(18)

C(15)        0.047(2)    0.119(4)    0.042(2)   -0.027(3)    0.0028(19) -0.010(3)

C(16)        0.101(5)    0.128(6)    0.059(3)    0.003(3)   -0.019(3)    0.037(4)

C(17)        0.133(6)    0.099(4)    0.078(4)   -0.028(3)    0.033(4)   -0.073(4)

C(18)        0.052(2)    0.043(2)    0.0327(18)  0.0039(15)  0.0028(15) -0.0106(17)

C(19)        0.067(3)    0.064(3)    0.0326(19)  0.0011(18) -0.0013(18) -0.015(2)

C(20)        0.172(7)    0.059(3)    0.049(3)    0.018(2)    0.001(4)    0.001(4)

C(21)        0.054(3)    0.203(8)    0.048(3)   -0.012(4)    0.020(2)   -0.040(4)

O(22)        0.0426(15)  0.085(2)    0.0559(17) -0.0082(16) -0.0046(12)  0.0035(16)

C(23)        0.086(4)    0.088(4)    0.069(4)   -0.027(3)   -0.005(3)   -0.014(3)

C(24)        0.090(4)    0.100(5)    0.086(4)   -0.030(4)    0.015(3)    0.017(4)

C(25)        0.044(3)    0.157(7)    0.103(5)   -0.003(5)    0.001(3)    0.007(3)

C(26)        0.081(4)    0.220(11)   0.127(7)   -0.030(7)    0.019(4)    0.073(6)

C(27)        0.074(3)    0.0302(17)  0.0368(19) -0.0029(16)  0.0055(17)  0.0115(19)

C(28)        0.0357(19)  0.066(3)    0.074(3)    0.006(2)    0.0119(19)  0.012(2)
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Bond Lengths and Angles: [Pd(tBuCCeth)Me2] (2)
   Pd(1) - C(3)         2.070(3)

   Pd(1) - C(10)        2.089(3)

   Pd(1) - C(27)        2.097(4)

   Pd(1) - C(28)        2.088(4)

   N(2)  - C(3)         1.356(4)

   N(2)  - C(6)         1.395(4)

   N(2)  - C(18)        1.493(4)

   C(3)  - N(4)         1.350(4)

   N(4)  - C(5)         1.376(5)

   N(4)  - C(7)         1.459(5)

   C(5)  - C(6)         1.343(6)

   C(7)  - C(8)         1.394(8)

   C(8)  - N(9)         1.475(6)

   N(9)  - C(10)        1.361(4)

   N(9)  - C(13)        1.364(5)

   C(10) - N(11)        1.364(4)

   N(11) - C(12)        1.396(5)

   N(11) - C(14)        1.485(5)

   C(12) - C(13)        1.320(7)

   C(14) - C(15)        1.494(6)

   C(14) - C(16)        1.550(7)

   C(14) - C(17)        1.500(7)

   C(18) - C(19)        1.512(6)

   C(18) - C(20)        1.542(7)

   C(18) - C(21)        1.495(7)

   O(22) - C(23)        1.414(6)

   O(22) - C(25)        1.396(6)

   C(23) - C(24)        1.461(9)

   C(25) - C(26)        1.461(11)

  C(3)  - Pd(1) - C(10)       88.12(13)

  C(3)  - Pd(1) - C(27)      172.52(15)

  C(10) - Pd(1) - C(27)       95.78(16)

  C(3)  - Pd(1) - C(28)       91.21(16)

  C(10) - Pd(1) - C(28)      171.13(16)

  C(27) - Pd(1) - C(28)       83.94(19)

  C(3)  - N(2)  - C(6)       111.2(3)

  C(3)  - N(2)  - C(18)      126.4(3)

  C(6)  - N(2)  - C(18)      122.3(3)

  Pd(1) - C(3)  - N(2)       140.4(2)

  Pd(1) - C(3)  - N(4)       115.8(2)

  N(2)  - C(3)  - N(4)       103.7(3)

  C(3)  - N(4)  - C(5)       112.2(3)

  C(3)  - N(4)  - C(7)       120.6(3)

  C(5)  - N(4)  - C(7)       127.2(3)

  N(4)  - C(5)  - C(6)       106.7(3)

  N(2)  - C(6)  - C(5)       106.3(3)

  N(4)  - C(7)  - C(8)       116.2(4)

  C(7)  - C(8)  - N(9)       123.0(4)

  C(8)  - N(9)  - C(10)      130.3(4)

  C(8)  - N(9)  - C(13)      118.0(4)

  C(10) - N(9)  - C(13)      111.7(3)

  Pd(1) - C(10) - N(9)       119.0(2)

  Pd(1) - C(10) - N(11)      137.6(2)

  N(9)  - C(10) - N(11)      103.4(3)

  C(10) - N(11) - C(12)      110.3(3)

  C(10) - N(11) - C(14)      129.9(3)

  C(12) - N(11) - C(14)      119.7(3)

  N(11) - C(12) - C(13)      106.9(4)

  N(9)  - C(13) - C(12)      107.5(4)

  N(11) - C(14) - C(15)      112.8(3)

  N(11) - C(14) - C(16)      106.9(4)

  C(15) - C(14) - C(16)      108.0(4)

  N(11) - C(14) - C(17)      108.5(4)

  C(15) - C(14) - C(17)      111.4(5)

  C(16) - C(14) - C(17)      109.1(5)

  N(2)  - C(18) - C(19)      110.1(3)

  N(2)  - C(18) - C(20)      108.1(3)

  C(19) - C(18) - C(20)      108.5(4)

  N(2)  - C(18) - C(21)      109.5(3)

  C(19) - C(18) - C(21)      110.1(4)

  C(20) - C(18) - C(21)      110.4(5)

  C(23) - O(22) - C(25)      113.1(5)

  O(22) - C(23) - C(24)      109.6(4)

  O(22) - C(25) - C(26)      110.0(5)
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