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Table I-1. Atomlc coordlnates ( x 1074) and equivalent isotropic
displacement parameters (A2 x 107°3) foriiscu,Clh U(eq) is defined

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

X Yy z U(eq)

Pd (1) 9770 (1) 7895 (1) 538 (1) 23 (1)
Cl(1) 10813 (1) *8409 (1) 1237(1) 35(1)
Cl(2) 10442 (1) 7272 (1) -33(1) 42 (1)
C(1) 8776 (1) 6713 (2) 1005(1) 25(1)
N(11) 9168 (1) 8285(1) 1101(1) 24 (1)
N(12) 8867 (1) 7586 (1) 1319(1) 24 (1)
C(13) 8646 (2) 7842 (2) 1817 (1) 34 (1)
C(14)— 8793 (2) 8710 (2) - 1912 (1) 36 (1)
C(15) 9110(1) 8977 (2) 1449 (1) 26 (1)
Cc(16) 9309(2) 9913 (2) 1340(1) 30(1)
- C(17) 10001 (2) 10163 (2) 1867 (1) 38(1)
c(18) 8689 (2) 10504 (2) 1392(2) 43(1)
C(19) 9396 (2). 10050 (2) 681(1) - 39(1)
N(21) 8810(1) 7388(1) -9(1) 24 (1)
N(22) 8473 (1) 6847 (1) 310(1) 24 (1)
C(23) 7916 (2) 6440(2) -108(1) . 32 (1)
C(24) 7870(2) 6745(2) -699 (1) 34 (1)
C(25) 8426 (1) 7348 (2) -625(1) 26 (1)
C(26) 8552 (2) 7931 (2) -1139(1) 34 (1)
C(27) 9049 (2) 7482 (3) -1461(2) 56 (1)
C(28) 8852 (2) 8818 (2) -870(2) 48(1)
C(29) 7823 (2) 8092 (3) -1642(2) 58 (1)
C(31) 8227(1) 6227 (2) 1259(1) 24 (1)
C(32) 8442(2) 5542 (2) 1683(1) 27 (1)
C(33) 7972(2) 5189(2) 1983 (1) 30(1)
C(34) 7285(2) 5519 (2) 1854 (1) 31(1)
C(35) 7059 (2) 6193(2) 1422 (1) 33(1)
C(36) 7525 (1) 6551 (2) 1127 (1) 29 (1)
C(41) 9489 (1) 6222(2) 1139(1) 26 (1)
C(42) 10066 (2) 6407 (2) 1666 (1) 33 (1)
C(43) 10689(2) 5907 (2) 1795(2) 41(1)
C(44) 10730(2) 5215 (2) 1412 (2) 46 (1)
C(45) 10157 (2) 5020(2) 887(2) 42 (1)
C(46) 9535(2) 5520(2) 750 (1) 34 (1)
Pd(2) 4343 (1) 7354 (1) 5591 (1) 23(1)
1(3) 4829 (1) 5979 (1) 5732 (1) 38(1)
Cl(4) 5408 (1) 7884 (1) 5504 (1) 38 (1)
C(50) 2975(1) 7648 (2) " 4516 (1) 22(1)
N(51) 3349(1) 6926 (1) 5574 (1) 24 (1)
N(52) 2814 (1) 7118(1) 5024 (1) 23(1)
C(53) 2191 (1) 6735(2) ' 5033(1) 29 (1)
C(54) 2321(2) 6308 (2) 5598 (1) 33(1)
C(55) 3044 (1) 6445 (2) 5936(1) 27 (1)
C(56) 3416 (2) 6150 (2) 6615 (1) 34 (1)
C(57) 2855(2) 6188 (2) 6978 (2) 51 (1)
C(58) 4050(2) 6728(2) 6956 (1) 46 (1)
C(59) 3661(2) 5194 (2) 6608 (2) 53 (1)
N(61) 3831 (1) 8534 (1) 5360 (1) 23(1)
N(62) 3274 (1) 8501(1) 4802 (1) 23(1)
C(63) 3109(1) 9316 (2) 4569.(1) 28 (1)
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_CH64) 29 (1) 20(1) 6(2) 4(1) 11(1) 1(1)
C(65) 20(1) 22 (1) 32(1) 0(1) 9(1) -1(1)
C(66) 33(2) 27(2) 32(2) -3(1) 6(1) -2(1)
Cc(67) 35(2) 41 (2) 56(2) -3(2) 4(2) -13(2)
C(68) 53(2) 43(2) 30(2) -3(1) 1(2) -7(2)
C(69) 53(2) 41(2) 55(2) -21(2) 9(2) 1(2)
C(71) . 24(1) 30(2) 21 (1) -1(1) 4(1) S(1)
C(72) 35(2) 29(2) 39(2) -2(1) 9(1) 1(1)
C(73) 51(2) 38(2) 54 (2) -10(2) 15(2) 14 (2)
C(74) 491(2) 67(3) 54(2) -12(2) 25(2) 16(2)
C(75) 39(2) 62(2) 49 (2) -1(2) - 25(2) o 2(2)
C(76) 32(2) 35(2) 37(2) -1(1) 15(1) -1(1)
C(81) 23(1) 23(1) 25(1) 2(1) 5(1) -1(1)
Cc(82) 28 (1) 31(2) 27 (1) 1(1) 7 (1) 0(1)
C(83)" 26 (2) 30(2) 42(2) -~ 5(1) 8 (1) 3(1)
c(84) . 30(2) 33(2) 34 (2) 4 4(1) -4 (1) -2(1)
C(85) 41(2) . 34(2) 26 (1) - -1(1) 2(1) -2(1)
C(86) -~ 31(2) 29(2) - 27(1) 1(1) 7(1) —0-(1)
C(91)  79(3) 37(2) 56 (2) 4(2) 23(2) 0(2)
Cl(5) 79 (1) 65(1) 54 (1) -5(1) 31(1) 14 (1)
Cl(6) 64 (1) 70(1) .55 (1) -7(1) 13(1)  1(1)
C1(7) 111(2) 72(2) 62 (1) -7(1) 10(1) -7(1)
Cl1(8) 59(2) 83 (2) 105 (4) -19(2) -5(2) 8(2)
C(92) 108(6) 70(5) 62(4) -6(4) -28(4) © 23(5)
C1(9) 79 (4) 125(9) 143(11) 39(8) 18(5) - 7(5)
Cl(10) 46 (4) 99 (7) 82(7) -11(5) -3(3) -28(5)
C(93) 103(13) 55(11) 79 (11) 29(9) -37(10) 35(10)
Cl(11) 70 (2) 50(2) 103 (3) 4(2) 11(2) 4 (1)
Cl(12) 91(4) 86 (3) 90(3) -10(2) 51(3) 13(2)
C(94) 47(5) - 45 (5) 70(6) 12 (5) 32 (4) 6(4)
C1(13) 82 (5) 71(3) 117(7) -4(4) ~8(5) -9(3)
Cl(14) 53 (3) 58(3) 100(5 C-3(3) 28(3) -1(2)

)
C(95) 68 (9) 50(8) ‘ 61(7) . 26(7) 25(7) 9(8)
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Table 2. anisotropic displacement parameters (A"2 x 10°3) for 1.1.5 CHyCly.
The anisotropic displacement factor exponent takes the form: :

-2 pi"2 [ h"2 a*"2 U11 + ... + 2 h k a* b* U12 ]
Uil U22 U33 U23 U13 Uiz
- Pd(1) 21 (1) 261(1) 21(1) 0(1) 6(1) - -3(1)
Cl(1) 24 (1) 46 (1) 32 (1) -4 (1) - 4(1) -7(1)
Cl(2) 35(1) 55(1) ©41(1) -12(1) 20(1) -2(1)
C(1) 26 (1) - o25(1) 23(1) 1(1) - 6(1). -4 (1)
N(11) 24 (1) 24 (1) 23(1) 2(1) 6 (1) -3(1)
N(12) 26 (1) S 22(1) 24 (1) 1(1) 8(1) -5(1)
C(13) 42 (2) - 39(2) 24 (1) -2(1) 16 (1) -10(1)
C(14) 49 (2) 33(2) 33(2) -8 (1) 21(1) -7(1)
C(15) 25(1) 28 (1Y = 24(1) -1(1) - 4(1) T -4(1)
C(16) 36(2) 24 (1) ©29(1) -2(1) 7(1) T -2(1)
c(17) 40(2) 30(2) .41 (2) - =7(1) 8(1) -~ -10{(1)
C(18) 50(2) ..30(2) 46 (2) -2(1) 11 (2) 4(2)
C(19) 53(2) 28(2) 36(2) 1(1) 15(2) -6(1)
N(21) 24 (1) 24 (1) - 1 23(1) 2(1) 6(1) - -3(1)
N(22) 26 (1) 24 (1) 22(1) 4(1) o 7(1) -5(1)
C(23) 32(2) 32(2) 30(1) -1(1) - 7(1) - -13(1)
Cc(24) 36(2) 40(2) 23(1) 0(1) 2(1) -11(1)
C(25) 29(1) 28(1) 20(1) -1(1) 7(1) -4 (1)
C(26) 39(2) 39(2) 22(1). 5(1) 7(1) -7(1)
c(27) 72(3) 67(2) 37(2) -4 (2) 29(2) 2(2)
Cc(28) 69 (2) 40 (2) 35(2) 8(1) 13(2) -16(2)
C(29) 50(2) 72(3) 40(2) . - 26(2) © -5(2) -11(2)
C(31) 28(1) 22(1) 22(1) 0(1) 8(1) -4 (1)
C(32) 28(1) . 24/(1) 28(1) S 2(1) ‘ 7(1) 1(1)
C(33) " 38(2) 27(2) 26(1) 6(1) 9(1) -2(1)
C(34) 33(2) 33(2) 32(2) -1(1) 15(1) -8(1)
C(35) 27 (1) 36(2) 35(2) -2(1) 9(1) 1(1)
C(36) 28 (1) 27(2) 29(1) 6(1) - 5(1) -1(1)
C(41) 28 (1) 26(1) 26(1) 6 (1) 12(1) -3(1)
. C(a2) 32(2) 34 (2) 31(2) 5(1) - 8(1) -1(1)
C(43) 31(2) 47(2) 41(2) 15(2) - -~ 5(1) 1(1)
C(44) 36(2) -45(2) 61(2) 22(2) 22(2) 12(2)
C(45) 50(2) 31(2) 56 (2) 3(2) 32(2) V4 (2)
C(46) 34(2) 33(2) 36(2) ' 0(1) 14(1) -2(1)
Pd(2) 19(1)° 21(1) . 28 (1) 2(1) 4(1) 1(1)
Cl(3) 34 (1) 26 (1) 52(1) 5(1) 9(1) - 9 (1)
Cl(4) 23 (1) 38(1) . '52(1) -3(1) 11(1) - -4(1)
C(50) 24 (1) 22(1) 22(1) 0(1) 9 (1) -1(1)
N(51) 21(1) 24 (1) 25(1) ‘ 3(1) 5(1) 2(1)
N(52) 21 (1) 24 (1) - 23(1) 2(1) 3(1) -2(1)
C(53) 21(1) 32(2) 34(2) - 1(1) . 8(1) -5(1)
C(54) 30(2) 33(2) "37(2) - 6(1) 13(1) -6(1)
C(55) 28 (1) 24 (1) 29(1) 3(1)y 10(1) 1(1)
C(56) 36(2) 33(2) . 31(2) 11(1) 8(1) 2(1)
C(57) 59(2) 56 (2) 41(2) 20(2) 21(2) 3(2) .
C(58) 47(2) 56(2) 28(2) 8(2) 2(1) ©=5(2)
C(59) 64 (2) 42(2) 49 (2) 18(2) 11(2) 14(2)
N(61) .21(1) 22(1) 24 (1) 0(1) . 4 (1) 1(1)
N(62) - 21(1) 21 (1) 24 (1) 1(1) 4(1) 0(1)

c(e3)  24(1) 26{1) 31(1) 6(1) 6(1) v _3(1)
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C(64)
C(65)
. C(66)
.C(67).
C(68)
C(69)
C(71)
C(72)
C(73)
C(74)
C(75)
C(76)
c(81)

c(82) .

C(83)
C(84)
C(85)
C(86)
C(91)
Cl(5)
Cl(6)
c1(7)
C1(8)
C(92)
C1l(9)

Cl(10)

C(93)
Cl(11)
Cl(12)
Cc(94)

Cl(13)

Cl(14)
C(95)

3544 (1) 9884 (2) 4985.(1)
3979(1) . 9385(2) .5485(1)
4496 (2). 9747 (2) 6095(1)
5168(2) 10110(2) 5956 (2)
4699 (2) 9072 (2) 6625 (1)
4108(2) 10509 (2) 6315(2)
3516 (1) 7165 (2) . 4255(1)
3485(2) " 6258(2) 4198 (1)
3925(2) 5830(2) 3906 (2)
4391 (2) 6300(3) 3670(2)
4418.(2) 7198 (2) 3721 (2)
3979(2) 7631(2) 4012 (1)
2268 (1) 7832 (2) 3988 (1)
1689 (1) 8232 (2) 4125(1)
1050(2) 8386 (2) 3651(1)
987 (2) 8172 (2) 3028 (1)
1558(2) 7792 (2) 2884 (1)
2194 (2) 7618 (2) 3358(1)
2162 (2) " 6530(2) 1226(2)
2157(1) 5637 (1) 733(1)
2598 (1) 6274 (1) ©2029(1)
3068(3) 10903(2) -2415(1)
3975(3) 12345(3) -2552(5) -
3638(4) 11746 (5) -2024(3)
2933(5) 11179 (13) -2232(12)
3964 (8) 12430(12) -2426(13)
3840(5) 11486(12) -2017(12)
7013 (3) 8943 (4) 601 (5)
6431(7) 8098 (6) -621(5)
6250 (4) 8798 (12) -56(6)
7148 (11) 8992 (7) 390(13)
6299(7) 8142 (8) - -766(8)
62921(8) 8881 (19) .-158(11)

1)
24(1)
32(1)
46 (1)
45(1)
51 (1)
26(1)
'35(1)
48 (1)
55(1)

. 47 (1)

34(1)
24 (1)

- 29(1)

33(1)
35(1)
36(1)
29 (1)
57(1)
64 (1)
64 (1)
85(1)
89(2)
92(3)
119 (5)
81(4)

- 93(8)

78(2)
84 (2)
51(3)
99 (4)
69(2)
58 (6)
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Table [-3. Bond lengths [A]»andAangles [deg] for 1.1.5 CHoCly,

Pd(1)-N(11) 2.039(2)
Pd (1) -N(21) 2.050(2)
Pd(1)-Cl(2) : 2.2815(8)
Pd(1)-C1l(1) ' 2.2878(8)
C(1)-N(22) . 1.484(3)
C(1)-N(12) 1.489(3)
C(1)-C(41) : 1.528(4)
C(1)-C(31) - . 1.540(4)
N(11)-C(15) 1.332(3)
N(11)-N(12) 1.374(3)
N(12)-C(13) 1.352(3)
C(13)-C(14) 1.360(4)
C(13)-H(13) 0.93 .
C(14)-C(15) 1.405(4)
C(TI4V-H(14) 0.93
C(15) -C(16) 1.520(4)
C(16)-C(19) 1.528(4)
- C(16)-C(17) 1.539(4)

C(16)-C(18) 1.541(4)
C(17)-H(17A) 0.96
C(17) -H(17B) 0.96
C(17)-H(17C) 0.96
C(18)-H(18A) 0.96
C(18)-H(18B) . 0.96

i} C(18)-H(18C) 0.96
C(19) -H(19A) 0.96
C(19)-H(19B) 0.96
C(19) -H(19CQ) 0.96
N(21)-C(25) 1.342(3)
N(21)-N(22) 1.372(3)
N(22)-C(23) o 1.345(3)
C(23)-C(24) - 1.364(4)
C(23)-H(23) 0.93
C(24)-C(25) 1.395(4)
C(24)-H(24) 0.93.
C(25)-C(26) 1.521(4)
C(26)-C(28) 1.524(4)
C(26)-C(27) 1.524(5)
C(26)-C(29) 1.536(4)
C(27)-H(27A) 0.96
C(27)-H(27B) 0.96
C(27)-H(27C) 0.96
C(28)-H(28A) 0.96
C(28)-H(28B) 0.96
C(28)-H(28C) 0.96
C(29) -H(29A) 0.96
C(29)-H(29B) 0.96
C(29)-H(29C) 0.96
C(31)-C(32) 1.383(4)
C(31)-C(36) 1.401(4)
C(32)-C(33) 1.391(4)
C(32)-H(32) 0.93
C(33)-C(34) 1.378(4)
C§33)—H(33) 0.93
C(34)-C(35) 1.
C(34) -H(32) 0o
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c(35) -C(36) 1.380(4)
C(35) -H(35) 0.93
C(36)-H(36) 0.93
C(41)-C(42) 1.383(4)
C(41)-C(46) 1.395(4)
C(42)-C(43) 1.388(4)
C(42)-H(42) 0.93 '
C(43)-C(44) 1.373(5)
C(43)-H(43) 0.93
C(44)-C(45) 1.378(5)
C(44)-H(44) 0.93
C(45)-C(46) 1.387(4)
C(45) -H(45) 0.93
C(46) -H(46) 0.93
Pd(2) -N(51) 2.034(2)
Pd(2)-N(61) 2.051(2)
Pd(2) -C1(3) 2.2871(8)
Pd(2)-Cl(4) o 2.2909(8) -
C(50) -N(62) 1.488(3)
C(50) -N(52) 1.492(3)
C(50)-C(71) 1.535(4)
C(50)-C(81) 1.539(3)
N(51) -C(55) 1.348(3)
N(51) -N(52) 1.374(3)
N(52)-C(53) 1.353(3)
‘C(53)-C(54) 1.360(4)
C(53) -H(53) 0.93
C(54)-C(55) 1.397(4)
C(54)-H(54) 0.93
C(55) -C(56) 1.523(4)
C(56) -C(58) 1.522(4)
C(56)-C(59) 1.538(4)
C(56) -C(57) 1.539(4)
C(57)-H(57A) 0.96 ’
- C(57)-H(57B) 0.96
C(57)-H(57C) . 0.96
C(58) -H(58A) 0.96
C(58) -H(58B) 0.96
C(58) -H(58C) 0.96
C(59) -H(59A) 0.96
C(59)-H(59B) 0.96
C(59)-H(59C) 0.96
N(61)-C(65) 1.342(3)
N(61)-N(62) 1.375(3)
N(62)-C(63) - 1.349(3)
C(63)-C(64) 11.359(4)
C(63)-H(63) 0.93
C(64)-C(65) . 1.398(4).
C(64)-H(64) 0.93
C(65) -C(66) 1.523(4)
C(66) -C(68) 1.520(4)
C(66)-C(67) 1.536 (4)
C(66)-C(69) 1.544(4)
C(67)-H(67A) 0.96
C(67)-H(67B) 0.96
C(67)-H(67C) . 0.96
C(68) -H(68A) 0.96
C(68)-H(68B) 0.96
C(68)-H(68C) 0.96
C(69)-H(69A) 0.96
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C(69)--H(69B) 0.96
" C(69)-H(69C) 0.96
C(71)-C(76) 1.379(4)
C(71) -C(72) 1.392(4)
C(72)-C(73) 1.384(4)
C(72)-H(72) 0.93
C(73)-C(74) 1.376(5)
C(73)-H(73) - 0.93 T
C(74)-C(75) 1.377(5)
C(74)-H(74) 0.93 '
“C(75)-C(76) 1.383(4).
C(75) -H(75) 0.93
C(76)-H(76) 0.93
C(81)-C(86) 1.393(4)
C(81)-C(82) 1.394(4)
C(82)-C(83) 01.384(4)
C(82)-H(82) : 0.93
- C(83)-C(84) o 1.382(4)

C(83)-H(83) 0.93 '
C(84)-C(85) 1.375(4)
C(84)-H(84) 0.93
C(85)-C(86) 1.385(4)
C(85)-H(85) 0.93
C(86)-H(86) 0.93
C(91)-Cl(5) - 1.744 (4)
C(91) -Cl(6) 1.765(4)
C(91)-H(91A) 0.97
C(91)-H(91B) '0.97
Cl(7)-C(92) 1.75
C1(8)-C(92) 1.76
C(92)-H(92a) 0.97
C(92)-H(92B) 0.97
C(92)-H(93C) 1.52(2)
C(92) -H(93D) 1.08(2)
Cl1(9)-C(93) 1.75
Cl(10)-C(93) - 1.76
C(93)-H(93C) 0.97
C(93) -H(93D) - - 0.97
Cl(11)-C(94) 1.75
Cl(12)-C(94) 1.76
C(94) -H(94A) 0.97
-C(94) -H(94B) 0.97
C(94) -H(95A) 1.17(6)
C(94) -H(95B) 0.72(4)
Cl(13)-C(95) 1.75
Cl(14)-C(95) 1.76
C(95)-H(95a) 0.97
C(95) -H(95B) 0.97
N(11)-Pd(1)-N(21) 83.01(8)
N(11)-Pd(1)-C1(2) 172.06(6)

- N(21)-Pd(1)-Cl(2) 95.20(7)
N(11)-Pd(1)-Cl(1) 92.69(6)
N(21)-Pd(1)-Cl(1) 174.18(6)
Cl(2)-prPd(1)-C1(1) -88.52(3)
N(22)-C(1)-N(12) } 108.2(2) -
N(22)-C{(1)-C(41) 108.8(2)
N(12)-C(1)-C(41) 112.1(2)
N(22)-C(1)-C(31). , 109.9(2)

N(12)-C(1)-C(31) 105.1(2)
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C(41)-C(1)-C(31) : 112.6(2)
C(15)-N(11)-N(12) 107.2(2)
C(15)-N(11)-Pd(1) 138.4(2)
N(12)-N(11)-Pd(1) 111.9(2)
C(13)-N(12)-N(11) , 109.5(2)
C(13)-N(12)-C(1) 127.9(2)
N(11)-N(12)-C(1). ©122.4(2)
N(12)-C(13)-C(14) 107.7(2)
N(12)-C(13)-H(13) 126.2(2)
C(14)-C(13)-H(13) 126.2(2)
C(13)-C(14)-C(15) . 106.8(3)
C(13)-C(14)-H(14) ©126.6(2)
C(15)-C(14)-H(14) 126.6(2)
N(11)-C(15)-C(14) 108.7(2)
N(11) -C(15)-C(16) 125.9(2)
C(14)-C(15)-C(16) 125.3(2)
C(15) -C(16)-C(19) 112.7(2)
C(15)-C(16)-C(17) ~108.8(2) .
C(19)-C(16)-C(17) : 111.3(2)
C(15)-C(16)-C(18) 107.2(2)
C(19)-C(16)-C(18) 107.7(2)

- C(17)-C(16)-C(18) ' 109.0(2)
C(16)-C(17)-H(17A) 109.5(2)
C(16)-C(17)-H(17B) 109.5(2)
H(17A)-C(17)-H(17B) 109.5
C(16)-C(17) -H(17C) 109.5(2)
H(17A) -C(17)-H(17C) . 109.5
H(17B)-C(17)-H(17C) ' 109.5
C(16)-C(18)-H(18A) . 109.5(2)
C(16)-C(18)-H{(18B) * ' 109.5(2)
H(18A)-C(18)-H(18B) , 109.5
C(16)-C(18)-H(18C) 109.5(2)
H(18A)-C(18)-H(18C) , 109.5 '
H(18B)-C(18)-H(18C) 109.5
C(16)-=C(19)-H(19A) 109.5(2)
C(16)-C(19)-H(19B) 109.5(2)
H(19A)-C(19) -H(19B) 109.5
C(16)-C(19)-H(19C) 1109.5(2)
H(19A) -C(19)-H(19C) 109.5
H(19B)-C(19)-H(19C) 109.5
C(25) -N(21) -N(22) 106.6(2)
C(25) -N(21) -Pd (1) 138.2(2) ,
N(22)-N(21)-Pd (1) 114.72(15)
C(23)-N(22)-N(21) 109.8(2)
C(23)-N(22)-C(1) 129.1(2)
N(21)-N(22)-C(1) _ 120.7(2)
N(22)-C(23)-C(24) 107.7(2)
N(22)-C(23)-H(23) 1 126.13(15)

© C(24)-C(23)-H(23) 126.1(2)
.C(23)-C(24)-C(25) . 106.8(2)
C(23)-C(24)-H(24) 126.6(2)
C(25)-C(24)-H(24) 126.6(2)

" ON(21) -C(25) -C(24) 108.9(2)
N(21)-C(25)-C(26) 124.3(2)
C(24)-C(25)-C(26) 126.5(2)
C(25)-C(26)-C(28) 111.1(2)
C(25)-C(26)-C(27) : 110.6(3)
C(28)-C(26)-C(27) A 111.0(3)
C(25)-C(26)-C(29) 108.0(2)

C(28)-C(26)-C(29) 1107.6(3)
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C(27)-C(26)-C(29) - 1108.4(3)
C(26)-C(27)-H(27A) 109.5(2)
C(26)-C(27) -H(27B) ©109.5(2)
H(27A)-C(27)-H(27B) 109.5
C(26)-C(27) -H(27C) 109.5(2)
H(27A) -C(27)-H(27C) 109.5

- H(27B) -C(27) -H(27C) 109.5
C(26)-C(28)-H(28A) _ 109.5(2)
C(26)-C(28) -H(28B) 109.5(2)
H(28A)-C(28)-H(28B) - 109.5

- C(26)-C(28)-H(28C) 109.5(2)
H(28A)-C(28)-H(28C) . 109.5
H(28B) -C(28) -H(28C) ©109.5
C(26)-C(29)-H(29A) 109.5(2)
C(26)-C(29) -H(29B) 109.5(2)
H(29A)-C(29) -H(29B) 109.5
C(26)-C(29) -H(290C) ©109.5(2) -
H(29A)-C(29) -H(29C) 109.5
"H(29B) -C(29) -H(29C) : 109.5 o
C(32)-C(31)-C(36) 119.0(2)

- C(32)-C(31)-C(21) 120.7(2) -
C{36)-C(31)-C(1) 119.7(2) S
C(31)-C(32)-C(33) ©120.5(3)
C(31)-C(32)-H(32) 119.7(2)
C(33)-C(32)-H(32) S 119.7(2)
C(34)-C(33)-C(32) 120.0(3)
C(34)-C(33)-H(33) 120.0(2)
C(32)-+C(33)-H(33) 120.0(2)
C(33)-C(34)-C(35) 120.1(3)
C(33)-C(34)-H(34) 119.9(2)
C(35)-C(34)-H(34) 119.9(2)
C(36)-C(35)-C(34) _ 120.2(3)
C(36)-C(35)-H(35) , 119.9(2)
C(34)-C(35)-H(35) 119.9(2)
C(35)-C(36)-C(31) 120.1(2)
C(35)-C(36)-H(36) . 119.9(2)
C(31)-C(36)-H(36) 119.93(15)
C(42)-C(41)-C(46) , . 119.2(3)
C(42)-C(41)-C(1) 121.6(2)
C(46)-C(41)-C(1) T 118.9(2)
C(41)-C(42),-C(43) 120.0(3)
C(41)-C(42)-H(42) 120.0(2)
C(43)-C(42)-H(42) 120.0(2)
C(44)-C(43)-C(42) . 120.5(3)
C(44)-C(43)-H(43) ‘ 119.8(2)
C(42)-C(43)-H(43) 119.8(2)
C{43)-C(44)-C{(45) ©120.1(3)
C(43)-C(44)-H(44) 120.0(2)
C(45)-C(44)-H(44) 120.0(2)
C(44)-C(45)-C(46) 119.9(3)
C(44)-C(45)-H(45) 120.0(2)
C(46) -C(45) -H(45) ' 120.0(2)
C(45)-C(46) -C(41) : 120.3(3)
C(45)-C(46) -H(46) 119.9(2)
C(41)-C(46) -H(46) : 119.9(2)
N(51)-Pd(2) -N(61) 83.62(8)
N(51)-Pd(2)-C1(3) 93.43(6)
N(61)-Pd(2)-C1(3) ‘ 173.02(6)
N(51)-Pd(2)-Cl(4) 174.00(6)

N(61)-Pd(2)-Cl(4) : 93.05(6)
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C1(3)-Pd(2)-CI(4) - 89.32(3)
N(62)-C(50) -N(52) -107.4(2)
N(62)-C(50)-C(71) 110.8(2)
N(52)-C(50)-C(71) 110.2(2)
N(62) -C(50)-C(81) 108.0(2)
N(52)-C(50)-C(81) ©109.0(2)
C(71)-C(50).-C(81) 111.3(2)
C(55) -N(51) -N(52) 106.7(2)
C(55)-N(51)-Pd(2) 138.8(2)
N(52)-N(51) -Pd (2) 114.4(2)
C(53)-N(52)-N(51) 109.8(2)
C(53)-N(52)-C(50) 129.8(2)
N(51)-N(52)-C(50) 120.3(2)
N(52)-C(53)-C(54) - 107.6(2)
N(52)-C(53)-H(53) ' 126.22(15)
C(54)-C(53)-H(53) ' 126.2(2)
C(53)-C(54)-C(55) 107.3(2)
~ C(53)-C(54)-H(54) 0126.4(2)
C(55)-C(54)-H(54) - 126.4(2)
N(51)-C(55)-C(54) 4 108.6(2)
N(51)-C(55) -C(56) ' 125.5(2)
- C(54)-C(55)-C(56) 125.8(2)
C(58)-C(56)-C(55) : 112.9(2)
C(58)-C(56)-C(59) 110.4(3)
C(55)-C(56)-C(59) 109.2(3)
C(58)-C(56)-C(57) 108.5(3)
C(55)-C(56)-C(57) 107.5(2)
C(59)-C(56)-C(57) 108.2(3)
C(56)-C(57)-H(57A) 109.5(2)
C(56)-C(57) -H(57B) 109.5(2)
H(57A) -C(57) -H(57B) : 109.5
C(56)-C(57)-H(57C) ©109.5(2)"
H(57A)-C(57) -H(57C) 109.5
H(57B)-C(57)-H(57C) 109.5
C(56)-C(58) -H(58A) 109.5(2)
C(56)-C(58)-H(58B) _ 109.5(2)
H(58A)-C(58) -H(58B) 109.5
C(56)-C(58)-H(58C) 109.5(2)
H(58A)-C(58) -H(58C) - 109.5 ‘
H(58B)-C(58) -H(58C) 109.5
C(56)-C(59)-H(59A) 109.5(2)
C(56)-C(59) -H(59B) 109.5(2)
H(59A) -C(59) -H(59B) 109.5
C(56)-C(59) -H(59C) 109.5(2)
H(59A) -C(59) -H(59C) 109.5
H(59B) -C(59) -H(59C) 109.5
C(65)-N(61) -N(62) - 106.5(2)
C(65)-N(61)-Pd(2) : 137.9(2)
N(62)-N(61)-Pd(2) 112.6(2)
C(63)-N(62)-N(61) 109.9(2)
"C(63)-N(62)-C(50) 129.0(2)
N(61)-N(62)-C(50) 121.0(2)
N(62)-C(63)-C(64) 107.7(2)
N(62)-C(63)-H(63) . 126.15(15)
C(64)-C(63)-H(63) - 126.2(2)
C(63)-C(64)-C(65) o 106.9(2)
C(63)-C(64)-H(64) o 126.5(2)
C(65)-C(64) -H(64) , 126.5(2)
" N(61)-C(65)-C(64) 108..9(2)

N(61)-C(65) -C(66) 125.3(2)
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C(64)-C(65)-C(66) 125.6(2)
C(68)-C(66)-C(65) \ 112.5(2)
C(68)-C(66)-C(67) . 111.0(3)
C(65)-C(66)-C(67) 109.3(2)
C(68)-C(66)-C(69) . " .108.0(3)
C(65)-C(66)-C(69) 107.3(2)
C(67)-C(66)-C(69) 108.6(3)
C(66)-C(67)-H(67A) 109.5(2)
C(66)-C(67)-H(67B) 109.5(2)
H(67A) -C(67)-H(67B) - 109.5
C(66)-C(67)-H(67C) - 109.5(2)
H(67A)-C(67)-H(67C) 109.5
H(67B)-C(67)-H(67C) 109.5
C(66)-C(68)-H(68A) : 109.5(2)
C(66)-C(68)-H(68B) 109.5(2)
H(68A)-C(68) -H(68B) ' 109.5
C(66)-C(68) -H(68C) ‘ 109.5(2).
- H(68A) -C(68) -H(68C) 109.5 B
H(68B) -C(68)-H(68C) - 109.5
C(66)-C(69)-H(69A) 109.5(2)
C(66)-C(69)-H(69B) 109.5(2)
~H(69A)-C(69)-H(69B) 109.5
C(66)-C(69)-H(69C) . 109.5(2)
H(69A)-C(69)-H(69C) 109.5
H(69B)-C(69) -H(69C) 109.5
C(76)-C(71)-C(72) 119.7(3)
C(76)-C(71)-C(50) 120.2(2)
C(72)-C(71)-C(50) 119.8(3)
C(73)-C(72)-C(71) 119.7(3)
C(73)-C(72)-H(72) ‘ 120.1(2)
C(71)-C(72)-H(72) ' 120.1(2)
C(74)-C(73)-C(72) 120.2(3)
C(74)-C(73)-H(73) 119.9(2)
C(72)-C(73)-H(73) 119.9(2)
C(73)-C(74)-C(75) 120.2(3)
C(73)-C(74)-H(74) 119.9(2)
¢ C(75)-C(74)-H(74) . . 119.9(2)
C(74)-C(75)-C(76) -+ 120.0(3)
C(74)-C(75)-H(75) 120.0(2)
C(76)-C(75) -H(75) - 120.0(2)
C(71) -C(76)-C(75) : 120.2(3)
C(71)-C(76)-H(76) 119.9(2)
C(75)-C(76)-H(76) 119.9(2)
C(86)-C(81)-C(82) , . 118.3(2)
C(86)-C(81)-C(50) 120.8(2)
C(82)-C(81)-C(50). . 120.9(2)
C(83)-C(82)-C(81) . 120.8(3)
C(83)-C(82)-H(82) 119.6(2)
C(81)-C(82)-H(82) - 119.60(15)
C(84)-C(83)-C(82) . 120.1(3)
C(84)-C(83)-H(83) 119.9(2)
C(82)-C(83)-H(83) - 119.9(2)
C(85)-C(84)-C(83) 119.6(3)
C(85)-C(84)-H(84) . 120.2(2)
C(83)-C(84)-H(84) 120.2(2)
C(84)-C(85)-C(86) 120.6(3)
C(84)-C(85)-H(85) 119.7(2)
C(86)-C(85)-H(85) 119.7(2)
C(85)-C(86)-C(81) 120.5(3)

C(85)-C(86) -H(86) - 119.8(2)
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C(81)-C(86)-H(86) - ’119.8(2) _ .
Cl(5)-C(91)-C1(s6) 111.3(2)
Cl1(5)~-C(91)-H(91A) 109.36(15)
Cl(6)-C(91)-H(91A) E 109.36(14)
Cl(5)-C(91)-H(91B). 109.36(13)
Cl(6)-C(91)-H(91B) 109.36(13)
H(91A) -C(91) -H(91B) 108.0
Cl(7)-C(92)-C1(8) 111.4
Cl(7)-C(92)-H(92Aa) 109.3
Cl(8)-C(92)-H(92A) 109.4
Cl(7)-C(92)~-H(92B) 109.3
Cl(8)-C(92)-H(92B) . 109.4
H(92A) -C(92) -K(92B) _ 107.9
H(93C)-C(92)-H(93D) 72.2(10)
Cl1(9)-C(93)-Cl(10) S 111.4
H(92A) -C(93) -H(92B) 83(3)
Cl(9)-C(93)-H(93C) ) 109.3
Cl(10)-C(93)-H(93C) 109.4 o
Cl(9)-C(93)-H(93D) 109.3
C1(10)-C(93)-H(93D) 109.3
H(93C)-C(93)-H(93D) 108.0
Cl(11)-C(94)-C1l(12) - 111.4
Cl(11)-C(94)-H(94A) 109.3
Cl(12)-C(94)-H(94A) 109.4
Cl(11)-C(94)-H(94B) 109.3
C1(12)-C(94)-H(94B) , 109.4
H(94A)-C(94) -H(94B) 108.0
H(95A) -C(94) -H(95B) 111 (4)
C1(13)-C(95)-C1l(14) 111.4
H(94A) -C(95) -H(94B) . 98(3)
Cl(13)-C(95)-H(95Aa) 109.3
Cl(14)-C(95)-H(95A) ‘ 109.4
Cl(13)-C(95)-H(95B) 109.4
Cl(14)-C(95)-H(95B) 109.4
H(95A) -C(95) -H(95B) - 108.0

Symmetry transformations used to generate equivalent atoms:




‘Table I4.. Hydrogen coordiﬁates ( x 1074) and isotropic

displacement parameters (A"2 x 107"3) for 1-1.5 CH,Cl,.
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x Yy Z Ul(eq)
H(13) .8432(2) 7488 (2) 2051 (1) 41
H(14) 8702 (2) 9059 (2) 2224 (1) 43
H(17A) 10113(7) 10766 (4) 1821(6) 57
H(17B) 10391 (3) 9802 (10) .1835(6) 57
H(17C) 9930(4) 10078 (14) . 2275(2) 57
H(18A) 8801(6) 11103 (2) 1332(11) 65
H(18B) 8628(8) 10436 (11) 1805 (4) 65
- H(18C) 8253(3) 10341 (10) 1073(7) 65
H(19Aa): 9480(12) 10659 (3) 623(4) ---—58
H(19B) 8965 (5) 9866 (13) 363(1) 58
H(19C) '9796(7) 9712 (11) 644 (4) 58
H(23) 7617 (2) 6026 (2) -10(1) 39
H(24) 7532(2) - 6582(2) -1079(1) 41
H(27a) 8850(8) 6925(8) " -1624(11) 84
H(27B) 9514 (5) 7399 (16) -1157(4) 84
H(27C) 9095(12) 7840 (9) -1804 (8) 84
H(28A) 9321(6) 8741 (3) -570(9) 72
H(28B) .8537(7) 9080(7) -661(10) 72
H(28C) 8887(12) 9191(6) -1209(2) 72
H(29A) 7630(7) 7545 (4) -1833(9) 87
H(29B) 7887 (3) 8479 (15) -1963(7) 87
"H(29C) 7497(5) - 8351 (17) -1444(3) 87
H(32) 8904 (2) 5315 (2) 1769(1) - 32
H(33) 8121 (2) 4731 (2) 2270 (1) 36
H(34) 6972 (2) 5288(2) 2059 (1) 38
H(35) 6592 (2) 6407 (2) 1330(1) 39
"H(36) 7372(1) 7008 (2) 839 (1) 35
H(42) 10038(2) 6865 (2) 1935(1) 39
H(43) 11081(2) 6043 (2) 2144 (2) 49
H(44) . 11146(2) 4877 (2) 1506 (2) 55
H(45) 10186 (2) 4553 (2) 626(2) 51
H(46)" 9147 (2) 5386 (2) 397 (1) 40
H(53) 1754 (1) 6759 (2) 4713(1) 35.
H(S54) 1990(2) 5986 (2) 5733(1) 39
H(574) 3083 (3) - 6052(17) 7417(3) 76
H(57B) 2480 (7) 5771(12) 6800 (8) 76
H(57C) 2653 (10) " 6765 (5) 6944 (10) 76
H(58A) 4243 (8) 6537 (10) 7389 (3) 69
H(58B) - 3892(3) 7324 (3) 6948 (10) 69
H(58C) © 4415(6) 6687 (12) . 6747(7) 69
H(59A) 3841(13) 4982 (6) 7036 (2) 80"
H(59B) 4034 (10). 5162(3) + 6408 (11) 80
H(59C) 3260 (4) 4841 (4) 6375 (10) 80
H(63) 2760 (1) 9462 (2) 4192(1) 33
H(64) 3551 (1) 10489 (2) 4945 (1) 34
H(67A) 5482 (6) 10369 (14) 6335 (3) 69
H(67B) 15027 (2) 10545 (11) 5628 (8) 69
H(67C) 5414 (7) 9642 (3) 5819 (11) 69
H(68A) 4999 (10) 9340 (4) 7007 (3) 67
H(68B) 4955 (11) 8600(8) 6505 (5) 67
H(68C) 4270(2) 8850 (11) 6699 (8) 67 _
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H(69A) 4421 (5) 10757 (11) . 6699(7) 77
H(69B) 3679(7) 110295 (4) 6393(12) 77
H(69C) 3982(12) - 10950 (8) 5991 (5) 77
H(72) 3169 (2) 5940 (2) 4356 (1) 42
H(73) 3907 (2) 5224 (2) - 3869 (2). 58
H(74) 4687(2) 6010 (3) 3475(2) , 66
H(75) 4732(2) 7514 (2) 3560 (2) © 57
H(76) 3997(2) 8237(2) 4044 (1) 41
H(82) 1733(1) - 8397(2) 4541 (1) 35
H(83) ' 663(2) 8634 (2) 3752 (1) 40
H(84) 561 (2) 8284 (2) 2708 (1) 42
H(85) ©1517(2) 7650 (2) 2465 (1) 43
H(86) 2575 (2) . 7356 (2) 3255 (1) 35
H(91A)" 1671(2) ~ 6708(2) 11178 (2) 68
H(91B) 2407(2) 7017(2) 1099(2) 68
H(92A) 4037(6) .~ 11499(9) -1690(4) 110
H(92B) 3375(9) 12137 (6) -1826(7) 110
- H(93C) 4122 (12) 11009(13) -2110(29) 111 —
" H(93D) 4011(20) - 11595(29) -1562(11) 111
H(94A) 6092 (13) 9362 (14) -250(7) 61
H(94B) 5864 (4) 8552 (23) 84 (9) 61
H(95A) 6126 (20) ~ 9449 (20) -343(17) 70

H(95B) 5957 (12) 8675 (39) 60 (15) - - 70
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Table [I-1. Atomic coordinates ( x 10°4) and equivalent isotropic
dlsplaceme;nt parameters (A"2 x 1073) for2 CH,Ch U(eq) is defined
as one third of the trace of the orthogonalized Uij tensor.

X Yy ' z. . U(eq)
Pd(1) - . 5584 (1) 1388 (1) 3341(1) ‘ 26 (1) -
Cl(1) . 6303(1) .2624 (1) 2952 (1) " 44 (1)
Cl(2) 6598 (1) 1322 (1) 7 4213(1) 44 (1)
N(1) 4986 (1) 264 (1) - 3653(1) 29(1)
c(2) 5349 (2) -394 (2) 4003 (1) 37(1)
C(3) . 4720(2) -1081(2) 4055(2) 42 (1)
C(4) 3952 (2)" . -816(2) 3712(1). 36 (1)
N(5) - a126(1) . = -3(1) -~ 3457(1) 26 (1)
N(6) 4673 (1) 1444 (1) ' 1 2576(1) 27(1)
C(7) : 4729(2) 1864 (2) 1996 (1) 33(1)
c(8) 3914(2) - . 1760(2) 1631(1) 37(1)
—-C(9) ' 3351(2) 1245 (2) - 2019(1) 32(1)
N(10) - 3823(1) 1040(1) 2581 (1) , 25(1)
C(11) 3447(2) 656 (2) " 3207(1) 25(1)
C(12) 3343 (2) 1381 (1) 3736(1) 26 (1)
C(13) 3262(2) 2253 (2) 3546 (1) - 32(1)
C(14) 3188(2) 2906 (2) 4028 (1) 37(1)
" C(15) 3171(2) : 2696 (2) 4698(1) 38(1)
C(16) 3226(2) 1816 (2) 4887 (1) 40 (1)
C(17) 3323(2) 1166 (2) 4410(1) 34(1)
C(18) 2544 (2) 179(2) 3037(1) 28(1)
C(19) 1719(2) 378(2) 3359 (1) 32(1)
C(20) -~ 913(2) § -79(2) 3204 (1) 38(1)
C(21y - 922(2) -728(2) 12722(2) 41 (1)
C(22) 1742(2) -926(2) 2394 (1) 39(1)
c(23) = 2549 (2) -479(2) 2550 (1) 33(1)
C(31) . 856(3) 1388(2) 5533 (2) 63 (1)
Cl(3) 426 (1) 1411 (1) 4723 (1) 80(1)

Cl(4) E 1488(1) 430(1) 5711(1) - 78(1)
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Table II-2. AnlSOtrOplC displacement parameters (A"2 x 10°3) for 3. CHZCIZ-
The anisotropic displacement factor exponent takes the form: o

-2 pi”2 [ h®2 a**2 Ul1 + ... + 2 h k a* b* U12 ]
U1l U22 U33 U23 Uil - U12
Pd (1) 24(1) 27(1) - 27(1) 0(1) . 1(1) -1(1)
Cl(1) 42 (1) 39(1) 31(1) 6(1) 1(1) -14 (1)
Cl(2) 37(1) 56 (1) 40(1) 1(1) -11(1) -7(1)
N(1) 28(1) 30(1) 28 (1) 2(1) -2(1) 2(1)
C(2) 36 (1) . 37(1) 37(1) - 6(1) -6 (1) -~ 8(1)
C(3) 47(2) ©31(1) . 48(2) 14(1) - -a4(1) 4(1)
C(4) 39(1) 26 (1) 44 (2) 5(1) 2(1) 0(1)
N(5) 27(1) 23 (1) - 30(1) 1-(3)— 0(1) 1(1)
N(6) 27(1) 26 (1), 27(1) ©1(1) 2(1) 1(1)
C(7) - 38(1) 30(1) 30(1) 4(1) 7(1)y 0(1)
c(8) 46 (2) 39(1) 26(1) o 6(1) -1(1) 5(1)
C(9) - 36(1) 32(1) 29 (1) -1(1) -6(1) 4(1)
N(10) 27(1) 24 (1) 25(1) -1(1) ©oo0(1) 1(1)
C(11) 26(1) - 23(1) 27(1) 2(1) ‘ 1(1) 3(1)
C(12) 22(1) 26 (1) 29(1) -2(1) .. - 1(1) 0(1)
C(13) 36 (1) - 30(1) 29(1) 2(1) 2(1) 6(1)
C(14) . 39(1) 26 (1) 45(2) -3(1) 5(1) 6(1)
C(15) 36(1) 40(1) 38(1) -14(1) 0(1) 7(1)
C(16) 46(2) 48 (2) 27(1) - -3(1) -1(1) 7(1)
C(17) 40(1) 32(1) 31(1) 3(1) 0(1) 2(1)
C(18) 27(1) 23(1) 34(1) 3(1) -2(1) 1(1)
c(19) = 32(1) 26 (1) 0 39(1) 2(1) 1(1) 2(1)
C(20) 27(1) 35(1) 52(2) 110(1) 1(1) 2(1)
C(21) 35(1) 33(1) 55(2) 11(1) -14 (1) -7(1)
C(22) 46 (2) 28(1) 42(2) -1(1) - -12(1) . -2(1)
C(23) 34 (1) 28(1) 37(1) -2(1) -1(1) S 2(1)
C(31) 76(2) 65(2) 49(2) -2(2) -2(2) 5(2)
- C1(3) 83 (1) 105(1) 51(1) . -16(1) -14(1) 36(1)

Cl(4) 93(1). 57(1) 84 (1) o 24(1) -16(1) -5(1)
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TableIL3, }Bond‘iéhgths (A] and anglesb[deg] for 2rCHééﬁ.

Pd(1) -N(1)

2.018(2)
Pd (1) -N(6) 2.020(2)
PA(1)-C1(2) 2.2787(7)
Pd(1)-C1(1) 2.2876(7)
N(1)-C(2) 1.330(3)
N(1)-N(5) 1.363(3)
C(2)-C(3) 1.390(4)
C(2)-H(2) 0.93
C(3)-C(4) 1.364(4)
C(3)-H(3) 0.93
C(4)-N(5) ©1.363(3)
C(4)-H(4) 0.93
N(5)-C(11) 1.492(3)
N(6)-C(7) 1.328(3) o
N(6)-N(10) 1.372(3)
C(7)-C(8) 1.394(4)
C(7)-H(7) 0.93
C(8)-C(9) 1.370(4) )
C(8) -H(8) 0.93
. C(9)-N(10) 1.351(3)
C(9)-H(9) 0.93
N(10)-C(11) 1.485(3)
C(11)-C(18) 1.530(3)
C(11)-C(12) 1.537(3)
C(12)-C(17) 1.388(3)
C(12)-C(13) 1.389(3)
C(13)-C(14) 1.390(3)
. C(13)-H(13) 0.93
C(14)-C(15) 1.377(4)
C(14)-H(14) 0.93 ,
C(15) -C(16) 1.396(4)
C(15) -H(15) 0.93
C(16)-C(17) - 1.382(4)
C(16)-H(16) 0.93
C(17)-H(17), 0.93
C(18)-C(19) 1.386(3)
C(18)-C(23) 1.399(3)
- C(19).-C(20) 1.391(4)
C(19)-H(19) . 0.93 -
C(20)-C(21) 1.382(4)
C(20) -H(20) '0.93
C(21) -C(22) 1.385(4)
"C{21)-H(21) 0.93
C(22)-C(23) 1.385(4)
C(22)-H(22) 0.93
C(23)-H(23) 0.93
C(31)-C1(3) 1.736(4)
C(31)-Cl(4) 1.759(4)
C(31) -H(31A) " 0.97
C(31) ~-H(31B) 0.97.
N(1)-Pd(1)-N(6) . ' 89.51(8)
N(1)-Pd(1)-C1l(2) 89.99(6)
‘N(6)-Pd(1)-Cl(2) > 179.32(6)
N(1)-Pd(1)-Cl (1) -177.23(6)

N(6)-Pd(1)-Cl(1) 90.14(6)
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N c1(2) -Pd(1)-C1l(1) . 90..38(3)

. C(2)-N(1)-N(5) 106.5(2)
C(2)-N(1)-Pd(1) ‘ 129.4(2)
N(5)-N(1)-Pd(1) 123.64(14)
N(1)-C(2)-C(3) 110.5(2)
N(1)-C(2)-H(2) , 124 .73 (15)
C(3)-C(2)-H(2) o 124.7(2)
C(4)-C(3)-C(2) 105.6(2)
C(4)-C(3)-H(3) 127.2(2)
C(2)-C(3)-H(3) 127.20(15)

" N(5)-C(4)-C(3) 107.9(2)
N(5)-C(4)-H(4) 126.04 (14)
C(3)-C(4)-H(4) 126.0(2)
N(1)-N(5)-C(4) 109.4(2)
N(1)-N(5)-C(11) 119.6(2)
C(4)-N(5)-C(11) - 128.1(2)
C(7)-N(6)-N(10) 0 .106.1(2)

_ C(7)-N(6)-Pd (1) __ 130.0(2) _

N(10)-N(6)-Pd(1) ‘ 123.91(15)
N(6)-C(7)-C(8) 110.6(2)
N(6)-C(7)-H(7) ' 124 .72(15)
C(8)-C(7)-H(7) 124.72(15)
C(9)-C(8)-C(7) ) 105.6(2)
C(9)-C(8)-H(8) 127.2(2)
C(7)-C(8)-H(8) 127.21(15)
N(10)-C(9)-C(8) 107.8(2)
N(10)-C(9)-H(9) ' 126.10(14)
C(8)-C(9)-H(9) ' 126.1(2)
C(9) -N(10) -N(6) 109.9(2)
C(9)-N(10)-C(11) - 127.5(2)
N(6)-N(10)-C(11) , 120.6(2)
N(10)-C(11)-N(5) - 108.0(2)
N(10)-C(11)-C(18) , 108.1(2)
N(5)-C(11)-C(18) 108.3(2)
N(10)-C(11)-C(12) 109.4(2)
N(5)-C(11)-C(12) 108.5(2)
C(18)-C(11)-C(12) : 114.3(2)
C(17)-C(12)-C(13) . 119.4(2)
C(17)-C(12)-C(11) 120.2(2)
C(13)-C(12)-C(11) ; . 120.5(2)
C(12)-C(13)-C(14) 120.1(2)
C(12)-C(13)-H(13) . ' 119.96(14)
C(14)-C(13)-H(13) £ 119.96 (15)
C(15)-C(14)-C(13) 120.7(2)
C(15)-C(14)-H(14) ' 119.66(15)
C(13)-C(14)-H(14) ‘ 119.66 (15)
C{14)-C(15)-C(16) _ 119.1(2)
C(14)-C(15)-H(15) 120.45 (15).
C(16)~-C(15)-H(15) , 120.45(15)
C(17)-C(16)-C(15) . 120.5(2)
C(17)-C(16)-H(16) : 119.8(2)
C(15)-C(16)-H(16) B 119.77(15)
C(16)-C(17)-C(12) 120.3(2)
C(16)-C(17)-H(17) . 119.9(2)
C(12)-C(17)-H(17) 119.87(14)
C(19)-C(18)-C(23) 119.1(2)
C(19)-C(18)-C(11). ' 121.6(2)
C(23)-C(18)-C(11) - 119.4(2) -
C(18)-C(19)-C(20) ' 120.3(2)

C(18)-C(19)-H(19) : 119.84(14)
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C(20)-C{19).=H(19) 119.8(2)
C(21)-C(20)-C(19). . '120.4(3)
C(21)~-C(20)-H(20) 119.8(2)
C(19)-C(20)-H(20) 119.8(2)
C(20) -C(21) -C(22) 119.7(2)
C(20)-C(21)-H(21) 120.2(2)-
C(22)-C(21)-H(21) 120.2(2)
C(21)-C(22)-C(23) 120.3(2)
C(21)-C(22)-H(22) 119.9(2)
C(23)-C(22)-H(22) ' 119.9(2)
C(22)-C(23)-C(18) '120.3(2)
C(22)-C(23)-H(23) 119.8(2)
C(18)-C(23)-H(23) 119.85(15)
Cl(3)-C(31)-Cl(4) ' 113.0(2) -
Cl(3)-C(31)-H(31A) 108.99(14)
Cl(4)-C(31)-H(31Aa) 0108.99(13)
Cl(3)-C(31)-H(31B) 108.99(13)
Cl(4)-C(31)-H(31B) - 108.99(14). ___

H(31A)jC(3l)—H(31E)_ 107.8

Symmetry transformations used to Jéiierate equivalent atoms:




- © 1?99 American Chemical Society, Organometallics, Tsuji om990508e Supporting Info Page 26

Table II-4.  Hydrogen coordinates ( x 10°4) and isotropic
displacement parameters (A™2 x 107°3) for 2. CH,Cl,.

X y 2z - Uleq)
H(2) 5941 (2) -394 (2) 4187 (1). 44
H(3) 4805(2) -1611(2) . 4277(2) 50
H(4) 3407(2) -1134(2) "~ 3661(1) 44
H(7) 5241(2) 2184 (2) 1854 (1) 39
H(8) 3780(2) 1991 (2) 1212(1) 44
H(9) 2752 (2) . 10681(2) 1914(1) = 38
H(13) 3258(2) - 2401(2) 3095(1) 38
"H(14) 3149(2) 3490(2) ' 3897(1) . 44
H(15) 3123(2) 3134 (2) . 5019(1) 45
H(1e) -  3198(2) - 1667(2) © 5337(1) . 48
H(17) 3375(2) 583(2) 4542 (1) 41
H(19) : 1705(2) - 818(2) © 3681(1) 39
H(20) ‘ 364 (2) 54 (2) 7o 3426(1) 46
H(21) 381(2) -1031(2) - 2618 (2) 49
H(22) 1750(2) -1360(2) 2068(1) ' 47
H(23) ? 3098(2) -617(2) 2329(1) 40
H(31a) 342(3) 1433 (2) 5845(2) 76

H(31B) 1253 (3) - 1894(2) 5601 (2) 76
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Table II-1. COSY spectrumof 1 |
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Table IV-1. COSY spectrum of 2
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Table IV-2. NOESY spectrum of 2
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