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Table 1. Atomic coordinates ( x 10A4) and equivalent isotropic
displacement parameters (AA2 x 10A3) for 1.

U(eq) is defined as one third of the trace of the orthogonalized
Uij tensor.

X Yy z U(eq)
Ru (1) 3174 (1) 4856 (1) 3083 (1) 10(1)
N(1) 1539 (3) 4783 (3) 2639 (1) 15(1)
N(2) 2885 (3) 3154 (3) 2594 (1) 13 (1)
N(3) 4655 (3) 4772 (3) 3591 (1) 12(1)
N(4) 3316 (3) 6429 (3) 3635(1) 13 (1)
c(1) 2509 (4) 7050 (3) 3600 (2) 15(1)
c(2) 1445 (4) 6710 (3) 3188(2) 15 (1)
c(3) 994 (4) 5655 (3) 2743 (2) 16 (1)
C(4) -115(4) 5313 (4) 2333 (2) 20(1)
C(5) -224 (4) 4255 (4) 1974 (2) 19 (1)
C(6) 811(3) 3923 (3) 2170(2) 15(1)
c(7) 1007 (3) 2857 (3) 1918 (2) 14 (1)
c(8) 1977 (3) 2508 (3) 2122 (2) 15(1)
c(9) 2221 (4) 1447 (3) 1858 (2) 17 (1)
C(10) 3256 (4) 1451 (3) 2169 (2) 15 (1)
c(11) 3682 (3) 2522 (3) 2632 (2) 14 (1)
c(12) 4742 (3) 2853 (3) 3046 (2) 15(1)
c(13) 5184 (3) 3900 (3) 3487 (2) 13 (1)
C(14) 6323 (3) 4268 (3) 3897 (2) 15 (1)
C(15) 6492 (4) 5371 (4) 4227 (2) 16 (1)
c(16) 5445 (3) 5694 (3) 4040 (2) 14 (1)
c(17) 5283 (3) 6792 (3) 4271 (2) 15(1)
c(18) 4254 (3) 7090 (3) 4088 (2) 14 (1)
C(19) 3988 (4) 8131 (4) 4370 (2) 18 (1)
C(20) 2915 (4) 8102 (4) 4071 (2) 18(1)
c(21) 694 (4) 7529 (3) 3206 (2) 16 (1)
c(22) 1310 (4) 8775 (4) 3027 (2) 17 (1)
c(23) 592 (4) 9507 (4) 3020 (2) 21 (1)
C(24) 738 (4) 8996 (4) 3193 (2) 20(1)
C(25) 1348(4) 7760 (4) 3374 (2) 22 (1)
Cc(26) 630 (4) 7032 (4) 3380(2) 21 (1)
c(71) 179 (4) 2110 (4) 1373 (2) 17 (1)
c(72) 382 (4) 2722 (4) 870 (2) 28 (1)
C(73) 415 (5) 2044 (5) 365(2) 38(1)
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for 1.

[A] and angles [deg]

Bond lengths

Table 2.
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C(176)-C(171)-C(17)
C(172)-C(171)-C(17)
C(173)-C(172)-C(171)
C(173)-C(172)-H(172)
C(171)-C(172)-H(172)
C(174)-C(173)-C(172)
C(174)-C(173)-H(173)
C(172)-C(173)-H(173)
C(175)-C(174)-C(173)
C(175)-C(174)-H(174)
C(173)-C(174)-H(174)
C(174)-C(175)-C(176)
C(174)-C(175)-H(175)
C(176)-C(175)-H(175)
C(175)-C(176)-C(171)
C(175)-C(176)-H(176)
C(171)-C(176)-H(176)
C(32)-C(31)-Ru(l)
C(32)-C(31)-H(31)
Ru(l)-C(31) -H(31)
0(33)-C(32)-0(34)
0(33)-C(32)-C(31)
0(34)-C(32)-C(31)
C(32)-0(34)-C(35)
C(36)-C(35)-0(34)
C(36)-C(35)-C(42)
0(34)-C(35)-C(42)
C(35)-C(36)-C(38)
C(35)-C(36)-C(37)
C(38)-C(36)-C(37)
C(37B) -C(37)-C(37A)
C(37B)-C(37)-C(37C)
C(37A)-C(37)-C(37C)
C(37B) -C(37)-C(36)
C(37A) -C(37)-C(36)
C(37C)-C(37)-C(36)
C(37)-C(37A) -H(37A)
C(37)-C(37A) -H(37B)
H(37A) -C(37A) -H(37B)
C(37)-C(37A) -H(37C)
H(37A) -C(37A) -H(37C)
H(37B) -C(37A) -H(37C)
C(37)-C(37B)-H(37D)
C(37)-C(37B) -H(37E)
H(37D) -C(37B) -H(37E)
C(37)-C(37B) -H(37F)
H(37D) -C(37B) -H(37F)
H(37E) -C(37B) -H(37F)
C(37)-C(37C) -H(37G)
C(37)-C(37C)-H(37H)
H(37G) -C(37C) -H(37H)
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C(36)-C(38)-H(38)
C(38)-C(39)-C(41)
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(54) -H(54B)

109.
109.
109.
109.
109.
121.
119.
119.
116.
119.
123.
109.
106.
108.
114.
107.
110.
109.
109.
109.
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109.
109.
109.
109.
109.
109.
109.
109.
109.
109.
109.
109.
109.
109.

104

123.

124

105.
110.
110.
110.
110.
108.
104.
110.
110.
110.
110.
108.
103.
111.
111.
111.
111.
109.
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110.
110.
110.
110.
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108.7

-C(54) -H(54B)

H(54A)

Symmetry transformations used to generate equivalent atoms:

for 1.

(AN2 x 10A3)

Anisotropic displacement parameters
The anisotropic displacement factor exponent takes the form:

Table 3.
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for 1.

[deg]

Torsion angles

Table 4.
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Ru(1l) -O(51) -C(54) -C(53) -107.7(3)
C(52)-C(53)-C(54)-0(51) -26.6(5)

Symmetry transformations used to generate equivalent atoms:



