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.6705 0.4016 0.7254 0.059(
.5227 (4) (
.5162 0.4769 0.8134 0.051(
.5460 (4) (
.5550 0.4528 0.9139 0.051(
.5556 (5) (
.5732 0.3612 0.9393 0.051(
.5391 (4) (
.5439 0.2956 0.8624 0.051(
.5155(4) (
L4942 (3) (
.5039(4) (
.5244 0.2382 0.7815 0.051(
.4833(4) (
.4894 0.1840 0.6948 0.051(
L4537 (3) (
.4403 0.2253 0.6011 0.051(¢
L4446 (3) (

(

.0353(4)
.0214 0.1709 0.4674 0.046(
.0744 (4) (
.0867 0.2026 0.3836 0.046(
.0948 (4) (
.1205 0.2954 0.3779 0.046(
.0766(4) (
.0896 0.3540 0.4566 0.046/(
.0389(3) (

0.4544(2) 0.5082

0.4472(3) 0.4685

0.4344(2) 0.4926
0.4270(2)
0.4153(2)
0.4084 (2)

0.5557
0.5872
0.5573

0.3992(3) 0.5913

0.3967(3) 0.6543

0.4036(2) 0.6825

0.4398(2) 0.8232

0.4258(2) 0.8836

0.3718(3) 0.8987

0.3328(3) 0.8528
0.3492(2)
0.3107(2)
0.2544 (2)

0.7930
0.7399
0.7438

0.2220(2) 0.6920

0.2463(2) 0.6367
0.3027(2) 0.6351
4238 0.3192 0.5976 0.051
.0644(4) 0.1867(2)
.0045 0.1761 0.7239 0.058
.1082(4) 0.1833(2) 0.7715
.0784 0.1712 0.8089 0.058
.1973(5) 0.1981(3) 0.7667
.2287 0.1961 0.8009 0.058
.2389(4) 0.2158(2) 0.7108
.2993 0.2253 0.7066 0.058
.1911(4) 0.2194(2) 0.6605
.2288(4) 0.2386(2) 0.5990
.3189(4) 0.2487(3) 0.5814
.3599 0.2433 0.6095 0.058
.3482(4) 0.2665(3) 0.5230
.4089 0.2726 0.5109 0.058
.2861(4) 0.2752(3) 0.4822
.3044 0.2883 0.4427 0.058
.1956(4) 0.2641(2) 0.5007
.1538 0.2697 0.4732 0.058
0.2080(3) 0.4652(

— — — — e e e — — — — — — — — — — —

0.2267(3) 0.4146

0.2817(3) 0.4115
0.3168(3) 0.4586

0.2958(2) 0.5089

0.0427(15) Uani
Uiso 1 calc R
0.0531(17) Uani
Uiso 1 calc R
0.0488(16) Uani
Uiso 1 calc R
0.0367(13) Uani
0.0331(12) Uani
0.0485(16) Uani
Uiso 1 calc R
0.0548(17) Uani
Uiso 1 calc R
0.0523(17) Uani
Uiso 1 calc R
0.0419(14) Uani
Uiso 1 calc R
0.0368(13) Uani
Uiso 1 calc R
0.0440(15) Uani
Uiso 1 calc R
0.0578(18) Uani
Uiso 1 calc R
0.0511(17) Uani
Uiso 1 calc R
0.0354(13) Uani
0.0322(12) Uani
0.0514(17) Uani
Uiso 1 calc R
0.0448(15) Uani
Uiso 1 calc R
0.0373(13) Uani
Uiso 1 calc R
0.0361(13) Uani
Uiso 1 calc R
0.0402(14) Uani
Uiso 1 calc R
0.0488(16) Uani
Uiso 1 calc R
0.0580(18) Uani
Uiso 1 calc R
0.0503(16) Uani
Uiso 1 calc R
0.0367(13) Uani
0.0376(14) Uani
0.0541(17) Uani
Uiso 1 calc R
0.062(2) Uani 1
Uiso 1 calc R
0.0618(19) Uani
Uiso 1 calc R
0.0477(16) Uani
Uiso 1 calc R
0.0443(15) Uani
Uiso 1 calc R
0.0522(17) Uani
Uiso 1 calc R
0.0562(17) Uani
Uiso 1 calc R
0.0493(16) Uani
Uiso 1 calc R
0.0350(13) Uani

Q.0 0



C66 C 0.0205(3) 0.3281(2) 0.5623(2) 0.0328(13) Uani 1 d

Co67 C 0.0345(4) 0.3843(2) 0.5676(3) 0.0456(15) Uani 1 d

H67 H 0.0541 0.4038 0.5351 0.046(6) Uiso 1 calc R

C68 C 0.0193(4) 0.4112(2) 0.6211(3) 0.0477(1l6) Uani 1 d

H68 H 0.0279 0.4489 0.6250 0.046(6) Uiso 1 calc R

C69 C -0.0085(4) 0.3814(2) 0.6681(3) 0.0407(14) Uani 1 d
H69 H -0.0183 0.3984 0.7049 0.046(6) Uiso 1 calc R

C70 C -0.0220(3) 0.3251(2) 0.6605(3) 0.0333(13) Uani 1 d
H70 H -0.0421 0.3051 0.6925 0.046(6) Uiso 1 calc R

0100 O 0.1219(3) 0.37021(18) 0.2898(2) 0.0594(12) Uani 1 d
Cl100 C 0.1210(4) 0.4169(3) 0.3060(3) 0.0499(16) Uani 1 d
Cl01 C 0.1842(7) 0.4386(4) 0.3541(5) 0.171(6) Uani 1 d

HI1O0A H 0.2254 0.4102 0.3695 0.178(19) Uiso 1 calc R

HI10B H 0.1530 0.4520 0.3870 0.178(19) Uiso 1 calc R

H10C H 0.2167 0.4682 0.3381 0.178(19) Uiso 1 calc R

Cl02 C 0.0528(5) 0.4568(3) 0.2775(4) 0.079(2) Uani 1 d

HI10D H 0.0140 0.4388 0.2454 0.178(19) Uiso 1 calc R

HI1IOE H 0.0825 0.4870 0.2602 0.178(19) Uiso 1 calc R

HIOF H 0.0180 0.4702 0.3084 0.178(19) Uiso 1 calc R

0200 O 0.1728(4) 0.1011(2) 0.4684(3) 0.0622(19) Uani 0.70 d P
C200 C 0.2496(5) 0.1091(3) 0.4762(4) 0.0359(19) Uani 0.70 4 P
C201 C 0.2877(5) 0.1461(3) 0.5239(3) 0.039(2) Uani 0.70 d P
H20A H 0.2410 0.1599 0.5461 0.023(7) Uiso 0.70 calc PR

H20B H 0.3162 0.1762 0.5055 0.023(7) Uiso 0.70 calc PR

H20C H 0.3311 0.1268 0.5518 0.023(7) Uiso 0.70 calc PR

C202 C 0.3119(6) 0.0837(4) 0.4390(4) 0.066(3) Uani 0.70 d P
H20D H 0.2796 0.0600 0.4089 0.023(7) Uiso 0.70 calc PR

H20E H 0.3551 0.0626 0.4651 0.023(7) Uiso 0.70 calc PR

H20F H 0.3421 0.1117 0.4184 0.023(7) Uiso 0.70 calc PR
loop_

_atom_site_aniso_label
_atom_site_aniso_U_11
_atom_site_aniso_U_22
_atom_site_aniso_U_33
_atom_site_aniso_U_23
_atom_site_aniso_U_13
_atom_site_aniso_U_12

Rul 0.0325(2) 0.0235(2) 0.0243(2) 0.00059(18) 0.00576(17) -0.00060(19)
Ru2 0.0249(2) 0.0288(2) 0.0327(3) 0.00090(19) 0.00489(18) -0.00047(19)
P1 0.0678(13) 0.0624(12) 0.0544(12) -0.0035(10) 0.0027(10) -0.0063(10)
F11 0.115(3) 0.060(3) 0.066(3) -0.012(2) 0.012(2) -0.003(2)

F12 0.140(4) 0.115(4) 0.094(4) -0.038(3) 0.054(3) -0.062(3)

F13 0.100(3) 0.132(4) 0.059(3) 0.009(3) 0.003(2) 0.036(3)

F14 0.095(3) 0.095(3) 0.083(3) -0.038(3) 0.008(3) 0.008(3)

F15 0.074(3) 0.105(4) 0.173(5) -0.016(3) 0.046(3) -0.024(3)

F16 0.194(6) 0.067(3) 0.095(4) -0.008(3) -0.060(4) 0.025(3)

P2 0.0504(11) 0.0666(12) 0.0445(11) 0.0105(9) 0.0055(8) 0.0082(9)

F21 0.053(3) 0.172(5) 0.111(4) 0.048(3) 0.027(3) 0.026(3)

F24 0.054(2) 0.088(3) 0.093(3) 0.010¢(2) 0.016(2) -0.002(2)

F22 0.062(4) 0.073(5) 0.155(7) 0.059(5) 0.024(4) 0.015(3)

F23 0.092(5) 0.212(10) 0.052(5) -0.047(5) -0.008(4) 0.019(6)

F25 0.089(6) 0.082(6) 0.255(12) 0.090(7) -0.036(7) —-0.010(5)

F26 0.149(8) 0.204(11) 0.099(7) -0.112(7) -0.039(5) 0.085(8)

P3 0.0443(9) 0.0393(9) 0.0364(9) -0.0009(7) 0.0041(7) 0.0054

F32 0.128(4) 0.050(2) 0.100(3) 0.013(2) -0.043(3) 0.012(3)

F35 0.109(4) 0.051(2) 0.111(4) 0.002(2) -0.028(3) 0.028(2)

F31 0.094(4) 0.048(3) 0.066(3) -0.004(3) -0.027(3) -0.024(3)

F33 0.080(4) 0.168(7) 0.094(5) -0.005(5) 0.057(4) 0.006(5)

F34 0.114(5) 0.058(3) 0.070(4) -0.012(3) —-0.045(4) -0.003(3)

F36 0.121(6) 0.156(7) 0.110(5) -0.031(5) 0.086(5) —-0.045(5)



P4 0.0483(10) 0.0484(11) 0.0727(14) 0.0098(10) -0.0025(9) -0.0024(9)
F41 0.065(3) 0.062(3) 0.113(4) 0.035(2) 0.000(2) -0.001(2)
F44 0.090(3) 0.069(3) 0.118(4) 0.026(3) —-0.013(3) 0.018(2)
F42 0.078(5) 0.089(6) 0.213(10) 0.083(6) —-0.055(6) —-0.054(4)
F43 0.137(6) 0.096(5) 0.026(3) -0.008(3) 0.013(3) 0.042(4)
F45 0.054(3) 0.067(4) 0.056(4) -0.015(3) -0.008(3) —-0.018¢(3)
F46 0.084(5) 0.113(6) 0.118(6) 0.016(5) 0.055(5) 0.025(5)

N1 0.030(2) 0.025(2) 0.026(2) 0.0001(18) -0.0018(19) 0.0011(18)
N2 0.033(3) 0.040(3) 0.030(3) -0.001(2) 0.007(2) 0.001(2)

N3 0.039(3) 0.026(2) 0.029(3) -0.0019(19) 0.006(2) -0.003(2)
N4 0.026(2) 0.023(2) 0.034(3) -0.0003(19) 0.0072(19) -0.0058(18)
N5 0.027(2) 0.031(2) 0.033(3) 0.004(2) 0.005(2) 0.0052(19)
N6 0.029(2) 0.043(3) 0.040(3) -0.003(2) 0.007(2) -0.007(2)
N7 0.040(3) 0.025(2) 0.030(3) -0.0039(19) 0.003(2) -0.001(2)
N8 0.035(3) 0.030(2) 0.030(3) 0.002(2) 0.007(2) -0.004(2)

N9 0.028(2) 0.032(2) 0.029(3) 0.0008(19) 0.0071(19) -0.0011(19)
N10 0.029(2) 0.028(2) 0.027(2) -0.003(2) 0.0080(19) 0.0024(19)
N11 0.030(2) 0.033(3) 0.035(3) 0.000(2) 0.007(2) -0.001(2)
N12 0.031(3) 0.034(3) 0.040(3) 0.002(2) 0.002(2) 0.001(2)
N13 0.031(2) 0.038(3) 0.030(3) 0.001(2) 0.005(2) 0.001(2)
N14 0.025(2) 0.026(2) 0.031(3) 0.001(2) 0.0030(19) 0.0042(18)
Cl 0.033(3) 0.030(3) 0.021(3) 0.001(2) 0.004(2) 0.004(2)

C2 0.034(3) 0.053(4) 0.032(3) —-0.005(3) 0.009(3) -0.004(3)
C3 0.045(4) 0.073(5) 0.049(4) -0.004(4) 0.019(3) 0.000(4)

C4 0.045(4) 0.065(5) 0.053(4) -0.018(3) 0.014(3) 0.019(3)

C5 0.050(4) 0.043(4) 0.046(4) -0.013(3) 0.003(3) 0.004(3)

C6 0.035(3) 0.033(3) 0.033(3) —-0.002(2) 0.006(3) 0.004(2)

C7 0.036(3) 0.024(3) 0.025(3) -0.004(2) 0.001(2) 0.001(2)

C8 0.047(3) 0.022(3) 0.025(3) -0.004(2) 0.000(2) -0.005(2)
C9 0.057(4) 0.031(3) 0.040(4) -0.007(3) -0.002(3) 0.001(3)
Cl0 0.079(5) 0.022(3) 0.055(4) 0.001(3) -0.007(4) -0.006(3)
Cll 0.067(5) 0.036(4) 0.047(4) 0.003(3) 0.002(3) -0.019(3)
Cl2 0.055(4) 0.034(3) 0.036(3) -0.004(3) 0.011(3) -0.008(3)
Cl3 0.027(3) 0.027(3) 0.036(3) 0.004(2) 0.007(2) -0.003(2)
Cl4 0.044(3) 0.043(3) 0.025(3) 0.003(3) 0.004(3) -0.012(3)
Cl5 0.042(3) 0.040(3) 0.028(3) 0.014(3) 0.000(3) -0.007(3)
Cle 0.020(3) 0.036(3) 0.032(3) -0.001(2) 0.003(2) -0.002(2)
Cl7 0.032(3) 0.037(3) 0.025(3) 0.000(2) 0.001(2) -0.002(3)
Cl8 0.035(3) 0.026(3) 0.035(3) 0.007(2) 0.007(2) -0.006(2)
Cl9 0.032(3) 0.027(3) 0.035(3) 0.006(2) 0.008(2) 0.000(2)
C20 0.037(4) 0.053(4) 0.056(4) 0.005(3) -0.005(3) 0.005(3)
C21 0.052(4) 0.055(4) 0.069(5) 0.011(4) -0.012(4) 0.018(4)
C22 0.069(5) 0.039(4) 0.075(5) 0.001(3) 0.006(4) 0.023(4)
C23 0.045(4) 0.030(3) 0.056(4) 0.005(3) 0.000(3) 0.006(3)
C24 0.034(3) 0.029(3) 0.038(3) 0.005(2) 0.012(3) 0.001(2)
C25 0.033(3) 0.025(3) 0.035(3) 0.002(2) 0.012(2) 0.001(2)
C26 0.033(3) 0.027(3) 0.037(3) -0.002(2) 0.018(2) -0.005(2)
C27 0.046(4) 0.033(3) 0.044(4) -0.008(3) 0.020(3) -0.003(3)
C28 0.045(4) 0.047(4) 0.056(4) -0.021(3) 0.022(3) -0.018(3)
C29 0.037(4) 0.060(4) 0.061(4) -0.025(3) 0.012(3) -0.016(3)
C30 0.032(3) 0.053(4) 0.046(4) -0.009(3) 0.010(3) -0.008(3)
C31 0.034(3) 0.037(3) 0.030(3) 0.002(2) 0.000(2) 0.000(2)
C32 0.044(4) 0.052(4) 0.031(3) 0.004(3) 0.002(3) 0.002(3)
C33 0.058(4) 0.071(5) 0.027(4) 0.007(3) -0.006(3) -0.010(4)
C34 0.058(4) 0.062(4) 0.027(3) 0.000(3) 0.008(3) -0.010(3)
C35 0.043(3) 0.036(3) 0.032(3) 0.001(3) 0.011(3) 0.001(3)
C36 0.037(3) 0.034(3) 0.030(3) 0.004(2) 0.009(2) -0.002(3)
C37 0.050(4) 0.057(4) 0.042(4) -0.001(3) 0.024(3) 0.000(3)
C38 0.042(4) 0.068(5) 0.059(5) 0.005(4) 0.024(3) 0.009(3)
C39 0.028(3) 0.070(5) 0.060(5) 0.006(3) 0.008(3) 0.003(3)
C40 0.039(3) 0.049(4) 0.036(4) 0.002(3) 0.000(3) -0.005(3)



C41 0.045(3) 0.036(3) 0.030(3) —-0.005(3) 0.003(3) 0.000(3)
C42 0.059(4) 0.046(4) 0.026(3) —-0.003(3) 0.002(3) -0.002(3)
C43 0.085(5) 0.061(5) 0.024(4) 0.002(3) -0.004(3) 0.003(4)
C44 0.072(5) 0.044(4) 0.035(4) 0.004(3) 0.001(3) 0.003(3)
C45 0.044(3) 0.028(3) 0.034(3) 0.004(2) 0.002(3) 0.002(3)
Cd6 0.039(3) 0.029(3) 0.029(3) 0.007(2) 0.006(2) 0.007(2)
C47 0.071(5) 0.030(3) 0.052(4) 0.008(3) 0.003(3) 0.015(3)
C48 0.051(4) 0.024(3) 0.060(4) -0.007(3) 0.008(3) -0.001(3)
C49 0.032(3) 0.036(3) 0.045(4) -0.008(3) 0.009(3) 0.002(3)
C50 0.037(3) 0.035(3) 0.037(3) -0.003(3) 0.007(3) 0.000(3)
C51 0.036(3) 0.041(3) 0.043(4) 0.009(3) 0.006(3) -0.001(3)
C52 0.055(4) 0.054(4) 0.039(4) 0.009(3) 0.012(3) -0.001(3)
C53 0.071(5) 0.060(4) 0.049(4) 0.008(3) 0.031(4) -0.008(4)
C54 0.033(3) 0.052(4) 0.069(5) -0.002(3) 0.021(3) -0.003(3)
C55 0.034(3) 0.030(3) 0.048(4) 0.003(3) 0.013(3) -0.008(3)
C56 0.030(3) 0.030(3) 0.053(4) 0.000(3) 0.006(3) 0.000(2)
C57 0.031(3) 0.061(4) 0.070(5) 0.008(4) 0.006(3) 0.006(3)
C58 0.025(3) 0.069(5) 0.086(6) 0.002(4) -0.011(4) 0.001(3)
C59 0.047(4) 0.074(5) 0.058(5) 0.016(4) -0.019(4) 0.008(4)
C60 0.041(4) 0.054(4) 0.045(4) 0.004(3) -0.005(3) 0.001(3)
Cel 0.047(4) 0.049(4) 0.039(4) -0.002(3) 0.010(3) -0.001(3)
C62 0.061(4) 0.059(4) 0.040(4) -0.006(3) 0.020(3) 0.001(3)
Ce63 0.064(4) 0.065(5) 0.045(4) 0.008(4) 0.027(3) 0.000(4)
Ce64 0.060(4) 0.046(4) 0.043(4) 0.008(3) 0.010(3) 0.004(3)
Ce65 0.033(3) 0.037(3) 0.035(3) 0.010(3) 0.003(2) 0.005(2)
Ceb6 0.033(3) 0.033(3) 0.032(3) 0.002(2) 0.004(2) 0.001(2)
Ce7 0.056(4) 0.033(3) 0.049(4) 0.008(3) 0.011(3) -0.002(3)
Ce68 0.058(4) 0.025(3) 0.061(4) -0.003(3) 0.010(3) 0.002(3)
C69 0.042(3) 0.037(3) 0.043(4) -0.004(3) 0.005(3) 0.006(3)
C70 0.030(3) 0.032(3) 0.037(3) -0.001(3) 0.002(2) 0.003(2)
0100 0.066(3) 0.046(3) 0.065(3) -0.008(2) 0.005(2) -0.003(2)
Cl100 0.055(4) 0.048(4) 0.046(4) -0.002(3) 0.001(3) 0.001(3)
Cl101 0.192(12) 0.076(7) 0.205(12) -0.037(7) -0.133(10) 0.007(7)
Cl102 0.082(6) 0.072(5) 0.084(6) 0.010(4) 0.013(5) 0.031(4)
0200 0.031(3) 0.035(3) 0.116(6) -0.022(3) -0.007(4) -0.003(3)
C200 0.036(5) 0.019(4) 0.051(5) -0.006(4) 0.000(4) 0.004(3)
C201 0.040(5) 0.048¢(5) 0.031(5) 0.000(4) 0.011(4) -0.015(4)
C202 0.049(6) 0.079(7) 0.060(7) -0.023(6) —-0.025(5) 0.005(5)

_geom_special_details
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All esds (except the esd in the dihedral angle between two l.s. planes)

are estimated using the full covariance matrix. The cell esds are taken
into account individually in the estimation of esds in distances, angles
and torsion angles; correlations between esds in cell parameters are only
used when they are defined by crystal symmetry. An approximate (isotropic)
treatment of cell esds is used for estimating esds involving l.s. planes.

14

loop_
_geom_bond_atom_site_label_ 1
_geom_bond_atom_site_label_ 2
_geom_bond_distance
_geom_bond_site_symmetry_2
_geom_bond_publ_flag

Rul N7 2.045(4) . 2

Rul N10 2.054(4) . ?

Rul N8 2.059(4)
Rul N9 2.068(4)
Rul N3 2.072(4)
Rul N1 2.080(4)

[EVEREVERIVERIN]
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Fle
F15
Fl4
F13
Fl2
F1l1

R R R R R R NDN
)]
|
o

2)
2)
2)
F25 1.539¢
F26 1.553(¢
F21 1.581(
F24 1.587(
F22 1.595(

F23 1.604(
F23X
F22X
F23X
F25X
F25X
F26X
F22X
F26X 1.

F36X 1.551(

F35 1.559(4

F33 1.561(5

F34 1.573(4)

F33X 1.573(14)

F32 1.574(4)

F31X 1.576(14)

F36 1.581(5)

F34X 1.584(14)

F31 1.601(4)
F31X
F36X (
F33X (
F31X (
F34X (
F33X (
F36X (
F34X (

F45X 1.570(

F45 1.569(5

F41 1.578(4

4
(
6
(
5
(
6

HFORRRRP PR
.

R PR OR O

.53

F44 1.579(
F46X 1.583
F42 1.583(
F42X 1.586
F43 1.591(
F43X 1.590
F46 1.605(
F42X 1.024
F46X 1.356
F43X 1.46(

2)
2)

4)
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F43
F45
F45
Fd6
Fd6
N1
N1
N2
N2
N2
N3
N3
N4
N4
N5
N5
N5
N6
N6
N7
N7
N8
N8
N9
N9
N10
N10
N11
N11
N12
N12
N13
N13
N14
N14
Cl
C2
C3
c4
C5
Coé
Cc7
c8
C9
clo0
Cl1
Cl3
Cl3
Cl4
Cl5
Cle
Cle
C1l7
c20
c21
C22
Cc23
Cc24
C25
C26
c27

F42X 1.641(17
F43X 0.96(3)
F45X 1.18(3)
F46X 1.024 (16
F45X 1.24(3)
Cl 1.335(6)
C7 1.388(6)
Cl 1.380(6)
C2 1.385(6)
Cé 1.390(6)
c8 1.350(6) .
Cl2 1.359(6)
Cl9 1.320(6)
C25 1.381(6)
Cl9 1.376(6)
C20 1.375(6)
C24 1.389(6)
C30 1.345(6)
C26 1.376(6)
C31 1.349(6)
C35 1.362(6)
C40 1.367(6)
C36 1.368(6)
C41 1.336(6)
C45 1.361(6) .
C50 1.349(6)
Cd6 1.365(6)
C51 1.350(6)
C55 1.356(6)
C60 1.353(7)
C56 1.360(7)
Cel 1.343(7)
Ce5 1.373(6)
C70 1.329(6)
Ceb6 1.359(6)
Cl3 1.468(7)
C3 1.326(8)
C4 1.418(8)
C5 1.343(8)
Co 1.424(7)
C7 1.369(7)
C8 1.455(7)
C9 1.400(7) .
Cl0 1.384(8) .
Cl1l 1.381(9)
Cl2 1.362(7)
Cl4 1.384(7)
Cl8 1.396(7)
Cl5 1.388(7)
Cle 1.381(7)
Cl7 1.401(7)
C1l9 1.480(7)
cl8 1.370(7)
C21 1.339(8)
C22 1.415(9)
C23 1.335(8)
C24 1.410(7)
C25 1.378(7)
C26 1.445(7)
C27 1.386(7)
C28 1.385(8)
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C28 C29 1.357(8) ?
C29 C30 1.366(8) ?
C31 C32 1.352(7) ?
C32 C33 1.405(8) ?
C33 C34 1.375(8) ?
C34 C35 1.384(7) ?
C35 C36 1.476(7) ?
C36 C37 1.403(7) ?
C37 C38 1.353(8) ?
C38 C39 1.367(8) ?
C39 C40 1.367(8) ?
C41 C42 1.365(7) ?
C42 C43 1.358(8) ?
C43 C44 1.379(8) ?
C44 C45 1.369(7) ?
C45 C4do6 1.492(7) ?
Cd46 C47 1.378(7) ?
C47 C48 1.382(8) ?
C48 C49 1.369(7) ?
C49 C50 1.380¢(7) ?
C51 C52 1.362(7) ?
C52 C53 1.377(8) ?
C53 C54 1.371(8) ?
C54 C55 1.385(7) ?
C55 C56 1.467(8) ?
C56 C57 1.384(7) ?
C57 C58 1.366(9) ?
C58 C59 1.381(9) ?
C59 C60 1.397(8) ?
Col C62 1.388(8) ?
C62 C63 1.378(8) ?
C63 C64 1.387(8) ?
Co64 C65 1.390(7) ?
Co65 C66 1.459(7) ?
Co66 C67 1.384(7) ?
Co67 C68 1.382(8) ?
C68 C69 1.363(8) ?
C69 C70 1.392(7) . 2
0100 C100 1.189(7) ?
C100 C101 1.428(9) ?
C100 C102 1.492(8) ?
0200 C200 1.163(9) . ?
C200 C201 1.439(10) ?
C200 C202 1.449(11) ?
loop_

_geom_angle_atom_site_label_1
_geom_angle_atom_site_label_2
_geom_angle_atom_site_label_3
_geom_angle
_geom_angle_site_symmetry_1
_geom_angle_site_symmetry_3
_geom_angle_publ_flag

N7 Rul N10 97.99(16) . . ?

N7 Rul N8 78.97(17) . . ?

N10 Rul N8 85.09(15)

N7 Rul N9 176.44(106)

N10 Rul N9 79.35(16) . . 7

N8 Rul N9 98.37(1l6) . . ?

N7 Rul N3 85.86(15) . . ?

N10 Rul N3 175.85(16) . . 2



N8 Rul N3 97.22(1
N9 Rul N3 96.87(1
N7 Rul N1 97.48(1
N10 Rul N1 99.23(
N8 Rul N1 174.81(
N9 Rul N1 85.32(1
N3 Rul N1 78.65(16)
N12 Ru2z N11 78.94(1
N12 Ru2 N13 96.95(1
N1l Ruz N13 172.83(
N12 Ru2 N14 87.48(1
N1l Ru2 N14 95.01(1
N13 Ruz N14 78.86(1
N12 Ru2 N6 92.31(17
N1l Ru2 N6 89.13(16
N13 Ru2 N6 96.95(17
N14 Ru2 N6 175.74(1
N12 Ru2 N4 169.22(1
N1l Ruz N4 94.94 (16
N13 Ruz N4 90.00(1l6
N14 Ruz N4 101.99(1
N6 Ruz N4 78.63(16)
F16 P1 F15 91.3(3)
Fl6 P1 F14 90.2(3
F15 P1 F14 91.1(3
F16 P1 F13 178.4(
F15 P1 F13 90.0(
F14 P1 F13 90.8(
F16 P1 F12 90.4(
F15 P1 F12 177.5
F14 P1 F12 90.7(
F13 P1 F12 88.2(
F16 P1 F11 90.4(
F15 P1 F11 89.5(
2
(
(

6)
6)
6)
15)
15)
5)

F14 pP1 F11 179.
F13 P1 F11 88.6
F12 P1 F11 88.7
F23X P2 F25X 91.6(1
F23X P2 F22X 99.6(1
F25X P2 F22X 168.5(
F23X P2 F25 132.2(1
F25X P2 F25 41.3(7)
F22X P2 F25 127.2(9
F23X P2 F26 130.8(1
F25X P2 F26 137.4(9
F22X P2 F26 31.2(6)
F25 P2 F26 96.2(7
F23X P2 F21 83.0(
F25X P2 F21 89.9(
F22X P2 F21 89.2(
F25 P2 F21 88.3(4
F26 P2 F21 91.5(4
F23X P2 F24 94.5(
F25X P2 F24 89.2(
F22X P2 F24 92.2(
F25 P2 F24 92.7(4
F26 P2 F24 90.9(4
F21 P2 F24 177.3(
F23X P2 F22 40.6(
F25X P2 F22 131.4
(

)
)
3
8
(
F22X P2 F22 60.0(7

)
)
9)
)

7)
7)
17)
6)
6)
7)
)

)

)
7)
6)
)

)
5)



F25
F26
F21
F24

F23X P2 F26X 175.
F25X P2 F26X 83.7
F22X P2 F26X 85.0
P2 F26X 42.9(7
P2 F26X 53.8(7
P2 F26X 95.3(7
P2 F26X 87.2(7
P2 F26X 144.3(
8
7
(

F25
F26
F21
F24
F22

F23X P2 F23 45.8(
F25X P2 F23 46.2(
F22X P2 F23 145.3

P2 F22 172.7(

)

P2 F22 91.1(6
P2 F22 91.4(3

7
)
)
P2 F22 87.3(3)
0
(
(

12)
0)
)

F25 P2 F23 87.4(6)
F26 P2 F23 176.4(6)
F21 P2 F23 89.2(3)
F24 P2 F23 88.3(3)
F22 P2 F23 85.3(5
P2 F23 129.7(9)

F26X
F23X
F23X
F22X
F23X
F23X
F25X
F25X
F25X
F26X
F22X
F22X
F26X
F26

F26

F22
F22
F22
F23
F23
F23
F25
F25
F25
F26
F26
F26
F22X
F22X

F22X 120.9(10)
P2 64.6(7)
P2 58.0(5)
F25X 125.1(10)
P2 62.2(6)
P2 63.5(6)
F26X 138.6(13)
P2 68.6(8)
P2 71.5(8)
F26X 137.8(13)
P2 72.9(10)
P2 64.9(6)
P2 75.9(10)
F22 137.5(14)

P2 F22X F22 62.0(6)

F22
F22
F23
F25
F25
F23
F25
F25
F26

F23X
F23X
F23X
F25X
F25X
F25X
F26X
F26X
F26X

F23 143.2(14)

P2 74.9(9)
P2 72.0(8)

F23 140.3(13)

P2 70.1(8)
P2 70.4(8)

F26 126.0(11)

P2 65.6(7)
P2 61.3(6)

F36X P3 F35 94.2(12)
F36X P3 F33 141.5(15)
F35 P3 F33 87.8(3)
F36X P3 F34 128.4(15)
F35 P3 F34 89.6(3)
F33 P3 F34 90.0(4)

F36X P3 F33X 171.4
F35 P3 F33X 93.7

F33 P3 F33X 35.4
F34 P3 F33X 55.2
F36X P3 F32 84.1
F35 P3 F32 178.0
F33 P3 F32 94.2(
F34 P3 F32 90.6(
F33X P3 F32 88.1
F36X P3 F31X 89.

(1
10)
9)
10)
12)
3)
)
)
10
(1

(
(
(
(
(
3
3
(
0

D D e ) ) e a0 o) e



F35 P3 F31X 97.5(10) . . ?
F33 P3 F31X 52.8(12) . . ?
F34 P3 F31X 141.5(13) ?
F33X P3 F31X 86.5(15) . . ?
F32 P3 F31X 83.5(10) . . ?
F36X P3 F36 38.0(13) . . ?
F35 P3 F36 89.7(4) . . ?
F33 P3 F36 177.4(4) . . ?
F34 P3 F36 90.7(4) . . ?
F33X P3 F36 145.7(11) . . ?
F32 P3 F36 88.3(4) . . ?
F31X P3 F36 127.0(13) ?
F36X P3 F34X 95.1(17) . . ?
F35 P3 F34X 93.9(11) . . ?
F33 P3 F34X 123.1(11) . . ?
F34 P3 F34X 33.3(10) . . ?
F33X P3 F34X 87.9(14) . . ?
F32 P3 F34X 85.2(11) . . ?
F31X P3 F34X 167.5(15)

F36 P3 F34X 57.8(11) . . ?
F36X P3 F31 51.0(14) . . ?
F35 P3 F31 88.3(2) . . ?
F33 P3 F31 90.7(4) . . ?
F34 P3 F31 177.8(3) . . ?
F33X P3 F31 125.7(11) . . ?
F32 P3 F31 91.4(2) . . ?
F31X P3 F31 39.8(11) . . ?
F36 P3 F31 88.5(4) . . ?
F34X P3 F31 146.1(11) . . ?
F31X F31 F36X 127.5(14)
F31X F31 P3 68.9(9) . . ?
F36X F31 P3 62.6(8) . . ?
F33X F33 F31X 132.6(16)
F33X F33 P3 73.0(10) . . ?
F31X F33 P3 64.2(8) . . ?
F34X F34 F33X 134.8(14)
F34X F34 P3 74.0(11) . . ?
F33X F34 P3 62.4(7) . . ?
F36X F36 F34X 129.3(14)
F36X F36 P3 69.4(10) . . ?
F34X F36 P3 61.2(7) . . ?
F31 F31X F33 130.3(15)

F31 F31X P3 71.4(10) . . ?
F33 F31X P3 63.0(8) . . ?
F33 F33X F34 132.6(14)

F33 F33X P3 71.7(10) . . ?
F34 F33X P3 62.4(7) . . ?
F34 F34X F36 132.8(15)

F34 F34X P3 72.7(10) . . ?
F36 F34X P3 61.0(7) . . ?
F36 F36X F31 137.5
F36 F36X P3 72.6(
F31 F36X P3 66.4(
F45X P4 F45 44.2(
F45X P4 F41 76.2( .
F45 P4 F41 91.4(3 .2
F45X P4 F44 104.7(12) . . ?
F45 P4 F44 89.9(3) . . ?
F41 P4 F44 178.7(2) . . ?
F45X P4 F46X 77.1(15) . . ?
F45 P4 F46X 120.4(8) . . ?
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F41 P4 F46X 82.2
F44 P4 F46X 97.0

F45 P4 F42 170.3
F41 P4 F42 90.7(3

(6)

(6)
F45X P4 F42 127.6(15)

(6)

)

)

F44 P4 F42 87.9(3
F46X P4 F42 50.7(6)
F45X P4 F42X 158.1(14)
F45 P4 F42X 151.9(7)
F41 P4 F42X 86.7(6)
F44 P4 F42X 92.2(6)
F46X P4 F42X 87.2(9)
F42 P4 F42X 37.7(6)
F45X P4 F43 130.1(15)
F45 P4 F43 89.8(4)
F41 P4 F43 89.8(3)
F44 P4 F43 90.3(3)
F46X P4 F43 148.8(8)
F42 P4 F43 99.7(6)
F42X P4 F43 62.2(6)
F45X P4 F43X 77.6(16)
F45 P4 F43X 35.3(12)

F41 P4 F43X 90.0
F44 P4 F43X 91.1

(11)
(11)

F46X P4 F43X 154.6(14)
F42 P4 F43X 154.1(13)
F42X P4 F43X 116.6(14)
F43 P4 F43X 54.4(12)
F45X P4 F46 45.9(13)
F45 P4 F46 84.6(4)

F41 P4 F46 93.6(3)

F44 P4 F46 86.4(3)
F46X P4 F46 37.5(6)
F42 P4 F46 85.8(b)
F42X P4 Fd46 123.5(7)
F43 P4 Fd46 173.5(4)

P4 F46 119.9(13)

F43X
F42X
F42X
F46X
F43X
F43X

F42
F42
F42
F43
F43

F46X 132.9(11)
P4 71.3(8)
P4 64.6(6)
P4 62.7(8)

F42X 121.4(10)

P4 F43 F42X 58.8(b)

F43X
F43X
F45X
F46X
F46X
F45X
F42

F42

F45
F45
F45
Fd6
Fd6
Fd6
F42X
F42X

F45X 135.1(19)
P4 73.5(11)
P4 67.9(9)
F45X 120.4(17)
P4 70.1(8)
P4 65.6(9)
P4 71.0(8)
F43 129.6(11)

P4 F42X F43 59.0(5)

F45
F45
F43
F45
F45
Fd6
Fd6
Fd6
F42

F43X
F43X
F43X
F45X
F45X
F45X
F46X
F46X
F46X

F43 133.9(14)

P4 71.1(10)
P4 62.8(8)

F46 124.0(19)

P4 67.9(10)
P4 68.5(10)
F42 131.2(13)
P4 72.4(8)
P4 64.7(6)
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Cl
Cl
C7
Cl
Cl
C2
c8
c8
Cl2
Cl1l9
C1l9
C25
C1l9
Cl1l9
c20
C30
C30
C26
C31
C31
C35
Cc40
Cc40
C36
c41
c41
C45
C50
C50
Cdo
C51
C51
C55
Ce60
Ce60
C56
Cel
Cel
C65
Cc70
Cc70
Co66
N1
N1
N2
C3
C2
C5
c4
Cc7
Cc7
N2
Coé
Coé
N1
N3
N3
C9

Cl0 Cc9 c8 117.
Cl1l Cc10 €9 120.

N1
N1
N1
N2
N2
N2
N3
N3
N3
N4
N4
N4
N5
N5
N5
N6
N6
N6
N7
N7
N7
N8
N8
N8
N9
N9
N9
N1
N1
N1
N1
N1
N1
N1
N1
N1
N1
N1
N1
N1
N1
N1
Cl
Cl
Cl
C2
C3
c4
C5
Coé
Coé
Coé
Cc7
Cc7
Cc7
c8
c8
Cc8

C7 107.7(4) .
Rul 138.1(3)
Rul 113.0(3)
C2 129.6(5)
Ce 109.1(4)

C6 121.3(5)
Cl2 118.5(4
Rul 116.5(3
Rul

C

Ru?2
Ru2

C
C
C
C

Ru?2
Ru2

C

Rul
Rul

C

Rul
Rul

C

Rul
Rul

0
0
0
1
1
1
2
2
2
3
3
3
4
4
4

N2 108.3(4
Cl3 127.1(
Cl3 123.6(

N2
c4
C3
Coé
N2
C5
C5
N1
c8
c8
C9
Cc7
Cc7

124.
25 107.
138.
113.
20 129.
24 108.
24 122.
26 11le6.
127.
116.
35 118.
125.
116.
36 117.
126.
115.
45 117.
126.
115.
118.
126.
115.
117.
126.
115.
119.
124.
115.
118.
126.
115.
118.
126.
114.

C4d6
Rul
Rul
C55
Ru2
Ru2
C56
Ru2
Ru?2
C65
Ru2
Ru?2
C66
Ru2
Ru2

119.3
121.0
121.1
118.5
105.1
136.2
118.7
109.8
134.0
116.1
121.8
113.9
124.2

Cl2z Cc11 c10 118.
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N3 Cl2 C1l1 122.7(6)
Cl4 C13 C18 118.5(5)
Cl4 C13 C1 123.1(5)
Cl8 C13 C1 118.3(4
Cl3 Cl14 Cc15 120.
Cle C15 C14 120.7
Cl5 Cle C17 118.8
Cl5 Cle C19 121.9
Cl7 Cle C19 119.2
Cl8 C17 Cle 120.1
3
4
(
(
(
3

ul

~—_—_—— e~~~ ~ ~ PP A A~ U A A~~~ U~~~ U~~~ ~ DU~ DU~ A~~~ PP A~~~ ~~~
oo 01 O 01 O 01—

Cl7 cl18 Cc13 121.
N4 C19 N5 109.4(
N4 C19 Cl6 127.4
N5 C19 Cl6 123.2
C21 C20 N5 119.0
C20 C21 c22 120.
C23 C22 Cc21 120.9
C22 C23 C24 120.0
C25 C24 N5 105.2(¢
C25 C24 C23 137.2
N5 C24 C23 117.5(
C24 C25 N4 109.3(
C24 C25 C26 132.4
N4 C25 C26 118.2(
N6 C26 C27 121.5(
N6 C26 C25 113.2(
C27 C26 C25 125.2
Cc28 C27 C26 119.3
C29 C28 C27 119.4
C28 C29 C30 119.0
N6 C30 C29 124.3(
N7 C31 C32 123.4(
C31 C32 C33 118.0
C34 C33 C32 119.7
C33 C34 C35 119.3
N7 C35 C34 120.9(
N7 C35 C36 114.8(
C34 C35 C36 124.3
N8 C36 C37 121.0(
N8 C36 C35 114.2(
C37 C36 C35 124.7
C38 C37 C36 119.4
C37 C38 C39 120.3
C40 C39 C38 119.3
C39 C40 N8 122.5(
N9 C41 C42 123.8(
C43 C42 C41 118.8
C42 C43 C44 119.1
C45 C44 C43 119.6
N9 C45 C44 121.6(
N9 C45 C46 114.2(
C44 C45 Cdo 124.
N10 C46 C47 120.
N10 C46 C45 115.
C47 Cd46 C45 124.
Cd6 C47 C48 120.
C49 Cc48 Cc47 119.
Cc48 C49 C50 118.
N10 C50 C49 123.
N1l C51 C52 123.
C51 C52 C53 118.
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C54 C53 C52 118.
C53 C54 C55 120.
N1l C55 C54 121.
N1l C55 C56 114.
C54 C55 C56 124.
N12 C56 C57 120.
N12 C56 C55 114.
C57 Cb6 C55 124.
C58 C57 C56 120.
C57 C58 C59 118.
C58 C59 C60 119.
N12 C60 C59 120.
N13 C61 C62 123.
C63 Co62 Col 118.
C62 C63 Co64 119.
C63 C64 Co65 119.
N13 C65 C64 120.
N13 C65 C66 114.
C64 C65 Cobo 124.
N14 C66 C67 121.
N14 C66 C65 115.
C67 Cbb6 Cob5 123.
C68 C67 Co6 119.
C69 C68 Co67 118.
C68 C69 C70 119.
N14 C70 C69 122.

\1LOCX)}—‘OU1LO(Y\(Y\CX)J>OCX)(Y\LO(Y\U1CX)\IJ>U1}—‘OLO
U'lU'l@@@@@@@@@@@@@@@@@@@@@@@@

L N B B B S I S R I N N B B B N N N N A

)
)
)
)
)
)
)
)
)
)
)
)
)
)
)
)
)
)
)
)
)
)
)
)
)
)
7
0
3
7
9
4

0100 C100 c1lo01 122. (7) ?
0100 C100 Cc102 122.0(6) ?
C101 C100 C102 115.3(7) ?
0200 €200 C201 120.7(8) ?
0200 €200 C202 122.9(8) ?
C201 C200 C202 116.4(7) ?

_diffrn_measured_fraction_theta_max 0.965

_diffrn_reflns_theta_full 28.31
_diffrn_measured_fraction_theta_full 0.965
_refine_diff_density_max 0.709
_refine_diff_density_min -1.014

_refine_diff_density_rms 0.104



