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C(47) -1934(5) 3547 (4) 109 (4) 67(2)
C(48) -1595(5) -3497(4) 966 (4) 67(2)
C(49) -2117(4) -2914(4) 1245(3) 54(1)
B(1) 4329(4) 8000(3) 2700(3) 31(1)
C(50) 5493(3) 8299(3) 2585(2) 30(1)
C(51) 6425(3) 8090(3) 3079(3) 35(1)
C(52) 7388(3) 8389(3) 2973(3) 42(1)
c(53) 7463 (4) 8911(3) 2351(3) 44(1)
C(54) 6572 (&) 9137(3) 1851(3) 44(1)
C(55) 5612(4) 8839(3) 1969(3) 43(1)
C(56) 4068(3) 9011(3) 2847(2) 30(1)
C(57) 3258(3) 9319(3) 2281(3) 36(1)
C(58) 3092 (4) 10202(3) 2417(3) 44(1)
C(59) 3735(4) 10818(3) 3121(3) 46(1)
C(60) 4549 (4) 10546(3) 3689(3) 46(1)
C(61) 4707(3) 9669(3) 3545(3) 38(1)
C(62) 3393(3) 7291(3) 1891(3) 33(1)
C(63) 2327 (4) 7017(3) 1833(3) 41(1)
C(64) 1508(4) 6400(3) 1179(3) 52(1)
C(65) 1736 (4) 6006 (3) 567(3) 53(1)
C(66) 2773(5) 6229(4) 613(3) 53(1)
C(67) 3584 (4) 6863(3) 1257(3) 42(1)
C(68) 4395(3) 7385(3) 3475(3) 30(1)
C(69) 4648(3) 6511(3) 3445(3) 37(1)
C(70) 4719 (4) 5944 (3) 4062(3) 44.(1)
C(71) 4525(4) 6219(3) 4744(3) 47(1)
C(72) 4257 (4) 7056 (&) 4794(3) 46(1)
C(73) 4191(3) 7624(3) 4165(3) 38(1)
C(74) 8114(16) 5382(11) 4226(8) 104(6)
c1l(1) 7711(4) 6314(3) 3868(3) 110(1)
C1(2) 7027(5) 4336(3) 3882 (4) 151(3)
C1(3) 9158 (4) 5235(4) 4006 (4) 157(2)
0(1) -5214(13) 5095(12) 44(12) 121(4)
C(7) -5156(14) 4723(11) -540(10) 86(4)
0(2) -4343(17) 4863(13) 2162(11) 163(6)
c(8) -4372(26) 5392(18) 1433(15) 162(9)
0(3) -4900(13) 5073(11) -1603(10) 145(5)

C(9) -6173(22) 4793(21) -1963(19) 160(9)
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Table 3. Bond lengths [pm] and angles {o] for 9.

Ag(1)-C(1) 208.2(4) Ag(1)-C(4) 209.2(4)
Fe(1l)-C(16) 200.3(6) Fe(1)-C(18) 201.0(7)
Fe(1)-C(19) 201.1(7) Fe(1)-C(17) 201.2(6)
Fe(1)-G(15) 202.1(7) Fe(1)-C(11) 202.6(4)
Fe(1)-C(12) 202.8(5) Fe(1)-C(10) 203.1(4)
Fe(1)-C(13) 203.5(5) Fe(1)-C(14) 205.6(4)
Fe(2)-C(20) 201.8(4) Fe(2)-C(25) 201.9(5)
Fe(2)-C(23) 202.2(5) Fe(2)-C(22) 202.5(5)
Fe(2)-C(29) 202.6(6) Fe(2)-C(26) 203.1(5)
Fe(2)-C(24) 203.1(4) Fe(2)-C(27) 203.7(5)
Fe(2)-C(28) 203.9(5) Fe(2)-C(21) 204.4(5)
Fe(3)-C(30) 202.4(4) Fe(3)-C(38) 203.0(5)
Fe(3)-C(33) 203.3(5) Fe(3)-C(35) 203.5(5)
Fe(3)-C(31) 203.9(4) Fe(3)-C(32) 203.9(5)
Fe(3)-C(37) 204.0(6) Fe(3)-C(39) 204.1(5)
Fe(3)-C(36) 205.5(6) Fe(3)-G(34) 205.5(5)
Fe(4)-C(40) 202.1(4) Fe(4)-C(44) 203.6(4)
Fe(4)-C(43) 203.7(5) Fe(4)-C(48) 203.8(6)
Fe(4)-C(41) 204.,0(5) Fe(4)-C(45) 204.3(5)
Fe(4)-C(46) 204.5(5) Fe(4)-C(47) 204.6(5)
Fe(4)-C(49) 204.7(5) Fe(4)-C(42) 204.8(5)
N(1)-C(1) 136.4(5) N(1)-C(2) 138.8(5)
N(1)-C(10) 142.1(5) N(2)-C(1) 135.4(5)
N(2)-C(3) 139.1(5) N(2)-C(20) 142 .4(5)
N(3)-C(4) 136.9(5) N(3)-C(5) 139.6(5)
N(3)-C(30) 141.8(5) N(&)-C(4) 135.0(5)
N(4)-C(6) 138.8(5) N(&) -C(40) 143.0(5)
C(2)-C(3) 132.2(6) C(5)-C(6) 132.6(7)
C(10)-C(11) 140.7(6) C(10)-C(14) 141.6(6)
C(11)-C(12) 143.0(7) C(12)-C(13) 139.4(7)
C(13)-C(14) 140.5(7) C(15)-C(19) 134(2)
C(15)-C(16) 143(2) C(16)-C(17) 135.4(14)
C(17)-C(18) 128.8(13) C(18)-C(19) 130.3(14)
C(20)-C(21) 141.2(6) C(20)-C(24) 141.8(6)
C(21)-G(22) 141.9(7) C(22)-C(23) 140.4(7)
C(23)-C(24) 141.2(6) C(25)-C(29) 139.9(8)
C(25)-C(26) 140.5(9) C(26)-C(27) 140.1(8)
C(27)-C(28) 140.5(8) C(28)-C(29) 140.6(8)
€(30)-C(34) 140.7(6) ¢(30)-C(31) 141.2(6)
C(31)-C(32) 142.2(7) C(32)-C(33) 140.5(8)
C(33)-C(34) 141.7(7) C(35)-C(39) 139.9(8)
C(35)-C(36) 140.4(8) C(36)-C(37) 141.5(9)
C(37)-C(38) 141.5(10) C(38)-C(39) 140.6(9)
C(40)-C(44) 140.9(6) C(40)-C(41) 142 .4(6)
C(41)-C(42) 140.4(7) C(42)-C(43) 141.4(7)
C(43)-C(44) 142.0(6) C(45)-C(49) 139.5(7)
C(45)-C(46) 140.9(7) C(46)-C(47) 139.7(8)
C(47)-C(48) 140.4(9) C(48)-C(49) 142.0(8)
B(1)-C(56) 164.0(6) B(1)-C(62) 164.5(6)
B(1)-C(50) 164.9(6) B(1)-C(68) 164.9(6)
€(50)-C(51) 139.4(6) €(50)-C(55) 139.7(6)
C(51)-C(52) 137.6(6) €(52)-C(53) 137.7(7)
C(53)-C(54) 136.8(7) C(54)-C(55) 138.4(6)
C(56)-C(61) 139.3(6) C(56)-C(57) 139.8(6)
C(57)-C(58) 139.4(6) C(58)-C(59) 137.0(7)
€(59)-C(60) 137.4(7) C(60)-C(61) 138.3(6)
C(62)-C(67) 139.1(6) C(62)-C(63) 139.6(6)

C(63)-C(64) 138.6(7) C(64)-C(65) 136.7(8)



C(68)-C(73)
C(69)-C(70)
C(71)-C(72)
C(74)-C1(1)
C(74)-CL(2)
0(1)-C(7H#1
C(7)-0(L)#1
C(7)-C(7)#1
0(2)-0(3)#1
C(8)-C(9#1
C(8)-C(N)#1
0(3)-C(8)#1
C(9)-0(2)#1

C(1)-Ag(1)-C(4)
C(16)-Fe(1)-C(19)
C(16)-Fe(1)-C(17)
C(19)-Fe(1)-C(17)
C(18)-Fe(l)-C(15)
C(17)-Fe(1l)-C(15)
C(18)-Fe(1)-C(11)
C(17)-Fe(l)-C(11)
C(16)-Fe(l)-C(12)
C(19)-Fe(1)-C(12)
C(15)-Fe(1)-C(12)
C(16)-Fe(1)-C(10)
C(19)-Fe(1)-C(10)
C(15)-Fe(1)-C(10)
C(12)-Fe(1)-C(10)
C(18)-Fe(1l)-C(13)
C(17)-Fe(1l)-C(13)
C(1l)-Fe(l)-C(13)
€(10)-Fe(1)-C(13)
C(18)-Fe(1l)-C(14)
C(17)-Fe(l)-C(14)
C(11l)-Fe(l)-C(14)
C(10)-Fe(1l)-C(14)
C(20)-Fe(2)-C(25)
C(25)-Fe(2)-C(23)
C(25)-Fe(2)-C(22)
C(20)-Fe(2)-C(29)
C(23)-Fe(2)-C(29)
€(20)-Fe(2)-C(26)
C(23)-Fe(2)-C(26)
C(29)-Fe(2)-C(26)
C(25)-Fe(2)-C(24)
C(22)-Fe(2)-C(24)
C(26)-Fe(2)-C(24)
C(25)-Fe(2)-C(27)
C(22)-Fe(2)-C(27)
C(26)-Fe(2)-C(27)
C(20)-Fe(2)-C(28)
C(23)-Fe(2)-C(28)
C(29)-Fe(2)-C(28)
C(24)-Fe(2)-C(28)
C(20)-Fe(2)-C(21)
C(23)-Fe(2)-C(21)
C(29)-Fe(2)-C(21)
C(24)-Fe(2)-C(21)
C(28)-Fe(2)-C(21)
C(30)-Fe(3)-C(33)
C(30)-Fe(3)-C(35)
C(33)-Fe(3)-C(35)

138.8(6)
138.3(6)
137.5(7)
166(2)
177(2)
83(2)
83(2)
189(3)
119(2)
107(3)
146(3)
121(3)
95(3)

176.
66.
39.

63
65

156

123
123

107
122

67

123
122
124
157

68

67

106

68
159

110

8(2)
0(4)
4(&)

.7(3)
L2(4)
66.
4(5)
(4
J1(4)
155.
162,
125.
128.
111.

68.
.9(3)
.0(4)
68.
.6(2)
124,
157.

68.

40,
109.
159.
158.

7(3)

0(5)
3(6)
8(4)
L(4)
6(2)
3(2)

4(2)

5(4)
3(4)
6(2)
5(2)
1(2)
9(3)
8(3)

L4(2)
.8(2)
L6(2)
.1(3)
.2(3)
124,

68.
161.

5(2)
3(2)
1(2)

L7(3)
107.

40.
158.

2(2)
3(2)
5(2)

.2(2)
40.
121.
40.
68.
159.

5(2)
6(2)
7(2)
9(2)
2(2)

.8(2)
.0(2)
67.

7(2)

.1(2)
167

QI

C(68)-C(69)
C(70)-C(71)
C(72)-C(73)
C(74)-CL(3)
0(1)-0(L)#l
0(1)-6(7)

C(7)-C(8)#1
0(2)-C(N#1
0(2)-C(8)

C(8)-0(3)#1
0(3)-0(2)#1
0(3)-¢(9)

C(9)-C(8)#1

C(16)-Fe(l)-C(18)
C(18)-Fe(1)-C(19)
C(18)-Fe(1)-C(17)
C(16)-Fe(1)-C(15)
C(19)-Fe(1l)-C(15)
C(16)-Fe(1)-C(11)
C(19)-Fe(1)-C(11)
C(15)-Fe(1l)-C(11)
C(18)-Fe(1l)-C(12)
C(17)-Fe(1l)-C(12)
C(11)-Fe(1)-C(12)
C(18)-Fe(1)-C(10)
C(17)-Fe(1)-C(10)
C(11)-Fe(1)-C(10)
C(16)-Fe(1)-C(13)
C(19)-Fe(1)-C(13)
C(15)-Fe(l)-C(13)
C(12)-Fe(l)-C(13)
C(16)-Fe(l)-C(14)
C(19)-Fe(1)-C(14)
C(15)-Fe(1)-C(14)
C(12)-Fe(1)-C(14)
C(13)-Fe(l)-C(14)
C(20)-Fe(2)-C(23)
C(20)-Fe(2)-C(22)
C(23)-Fe(2)-C(22)
C(25)-Fe(2)-C(29)
C(22)-Fe(2)-C(29)
C(25)-Fe(2)-C(26)
C(22)-Fe(2)-C(26)
C(20)-Fe(2)-C(24)
C(23)-Fe(2)-C(24)
C(29)-Fe(2)-C(24)
C(20)-Fe(2)-C(27)
C(23)-Fe(2)-C(27)
C(29)-Fe(2)-C(27)
C(24)-Fe(2)-C(27)
C(25)-Fe(2)-C(28)
C(22)-Fe(2)-C(28)
C(26)-Fe(2)-C(28)
C(27)-Fe(2)-C(28)
C(25)-Fe(2)-C(21)
C(22)-Fe(2)-C(21)
C(26)-Fe(2)-C(21)
C(27)-Fe(2)-C(21)
C(30)-Fe(3)-C(38)
C(38)-Fe(3)-C(33)
C(38)-Fe(3)-C(35)
CLA0Y Pl 2NN

141.2(6)
138.2(7)
139.9(6)
168(2)
77(3)
118(2)
146(3)
95(3)
151.7(10)
121(3)
119(2)
159(3)
107(3)

65.
37.
37.
41.

38

120

122
157

68

68
40
40
40

41

67

68

40
123
40

2 0
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0(4)
8(4)
4(4)
6(4)

.8(4)
109.
163.
126.

0(3)
4(5)
8(5)

.8(4)
107.

41,
161.
160.

40.
157.
.6(5)
4(6)

40,
161.
110.
124,

2(3)
3(2)
5(5)
4(5)
6(2)
6(5)

1(2)
5(5)
7(3)
2(4)

.1(2)
40.
68.

2(2)
8(2)

.2(2)
.6(2)
.5(2)
158.

7(2)

.6(3)
122.

3(3)

.0(2)

40.
107.
160.
121.

8(2)
8(2)
3(2)
2(2)

.8(3)
157.

0(2)

.0(2)
122,
68.

4(2)
1(2)

.3(2)
L4(2)
.8(2)
108.
123.
151,
108.

67.

0(2)
4(2)
8(3)
3(2)
6(3)

727N\
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C(38)-Fe(3)-C(31) 166.2(3) C(33)-Fe(3)-C(31) 68.2(2)
€(35)-Fe(3)-C(31) 118.6(2) C(30)-Fe(3)-C(32) 68.1(2)
C(38)-Fe(3)-C(32) 128.0(3) C(33)-Fe(3)-C(32) 40.4(2)
C(35)-Fe(3)-C(32) 151.2(2) CG(31)-Fe(3)-C(32) 40.8(2)
C(30)-Fe(3)-C(37) 166.7(3) C(38)-Fe(3)-C(37) 40.7(3)
C(33)-Fe(3)-C(37) 117.6(2) C(35)-Fe(3)-C(37) 67.4(2)
C(31)-Fe(3)-C(37) 127.9(3) G(32)-Fe(3)-C(37) 107.4(2)
C(30)-Fe(3)-C(39) 119.2(2) C(38)-Fe(3)-C(39) 40.4(3)
C(33)-Fe(3)-C(39) 129.4(3) C(35)-Fe(3)-C(39) 40.2(2)
C(31)-Fe(3)-C(39) 151.9(2) C(32)-Fe(3)-C(39) 166.6(2)
C(37)-Fe(3)-C(39) 68.0(3) C(30)-Fe(3)-C(36) 129.3(2)
C(38)-Fe(3)-C(36) 68.3(3) C(33)-Fe(3)-C(36) 150.5(2)
C(35)-Fe(3)-C(36) 40.1(2) C(31)-Fe(3)-C(36) 107.8(2)
C(32)-Fe(3)-C(36) 117.2(2) C(37)-Fe(3)-C(36) 40.4(3)
C(39)-Fe(3)-C(36) 68.1(3) G(30)-Fe(3)-C(34) 40.3(2)
C(38)-Fe(3)-C(34) 118.1(3) C(33)-Fe(3)-C(34) 40.5(2)
C(35)-Fe(3)-C(34) 130.1(2) C(31)-Fe(3)-C(34) 68.6(2)
C(32)-Fe(3)-C(34) 68.4(2) C(37)-Fe(3)-C(34) 151.2(3)
C(39)-Fe(3)-C(34) 109.2(2) C(36)-Fe(3)-C(34) 167.5(2)
C(40) -Fe (4) -C(44) 40.6(2) C(40)-Fe(4)-C(43) ) 68.0(2)
C(44)-Fe(4)-C(43) 40.8(2) C(40)-Fe(4)-C(48) 160.9(2)
C(44) -Fe(4)-C(48) 124.0(2) C(43)-Fe(4)-C(48) 107.8(2)
C(40)-Fe(4)-C(41) 41.1(2) C(44)-Fe(4)-C(41) 69.0(2)
C(43)-Fe(4)-C(41) 68.1(2) C(48)-Fe(4)-C(41) 156.5(2)
C(40)-Fe(4)-C(45) 108.9(2) C(4h4)-Fe(4)-C(45) 122.1(2)
C(43)-Fe(4)-C(45) 157.5(2) C(48)-Fe(4)-C(45) 67.4(2)
C(41)-Fe(4)-C(45) 125.2(2) C(40)-Fe(4)-C(46) 122.9(2)
C(4b)-Fe(4)-C(46) 157.9(2) C(43)-Fe(4)-C(46) . 160.3(2)
C(48)-Fe(4)-C(46) 67.4(3) C(41)-Fe(4)-C(46) 108.3(2)
C(45)-Fe(4)-C(46) 40.3(2) C(40)-Fe(4)-C(47) 157.6(2)
C(44)-Fe(4)-C(47) 160.4(2) C(43)-Fe(4)-C(47) 124.0(2)
C(48)-Fe(4)-C(47) 40.2(2) C(41)-Fe(4)-C(47) 121.5(2)
C(45)-Fe(4)-C(47) 67.5(2) C(46)-Fe(4)-C(47) 39.9(2)
C(40)-Fe(4)-C(49) 124.4(2) C(4bL)-Fe(&)-C(49) 107.5(2)
C(43)-Fe(4)-C(49) 122.1(2) C(48)-Fe(4)-C(49) 40.7(2)
C(41)-Fe(4)-C(49) 161.2(2) C(45)-Fe(4)-C(49) 39.9(2)
C(46) -Fe(4)-C(49) 67.7(2) C(47)-Fe(4)-C(49) 68.0(2)
C(40) -Fe(4)-C(42) 68.1(2) C(4b4)-Fe(4)-C(42) 68.7(2)
C(43)-Fe(4)-C(42) 40.5(2) C(48)-Fe(4)-C(42) 121.6(2)
C(41)-Fe(4)-C(42) 40.2(2) C(45)-Fe(4)-C(42) 161.0(2)
C(46)-Fe(4)-C(42) 124.3(2) G(47)-Fe(4)-C(42) 107.7(2)
C(49)-Fe(4)-C(42) 157.3(2) G(1)-N(1)-C(2) 110.7(3)
C(1)-N(1)-C(10) 124.3(3) C(2)-N(1)-C(10) 125.0(3)
C(1)-N(2)-C(3) 111.3(3) C(1)-N(2)-C(20) 125.5(3)
C(3)-N(2)-C(20) 123.1(3) C(4)-N(3)-C(5) 110.3(3)
C(4)-N(3)-C(30) 123.6(3) C(5)-N(3)-C(30) 126.1(3)
C(&4)-N(4)-C(6) 111.4(4) C(4)-N(&)-C(40) 123.8(3)
C(6)-N(4)-C(40) 124.7(4) N(2)-C(1)-N(1) 103.8(3)
N(2)-C(1)-Ag(l) 129.1(3) N(1)-C(1)-Ag(l) 126.7(3)
C(3)-C(2)-N(1) 107.5(4) €(2)-C(3)-N(2) 106.7(4)
N(4)-C(4)-N(3) 104.1(3) N(4)-C(4)-Ag(l) 130.4(3)
N(3)-C(4)-Ag(l) 125.5(3) C(6)-C(5)-N(3) 107.1(4)
C(5)-C(6)-N(4&) 107.0(4) C(11)-C(10)-C(14) 109.2(4)
C(11)-C(10)-N(1) 125.3(4) C(1l4)-C(10)-N(1) 125.5(4)
G(11)-C(10)-Fe (1) 69.5(2) C(1l4)-G(10)-Fe(l) 70.7(2)
N(1)-G(10)-Fe (1) 128.0(3) C(10)-C(11)-C(12) 106.8(4)
C(10)-C(11)-Fe(l) 69.9(2) C(12)-C(1l)-Fe(l) 69.4(3)
€(13)-C(12)-C(11) 107.8(4) C(13)-C(12)-Fe(1) 70.2(3)
€(11)-C(12)-Fe (1) 69.3(2) C(12)-C(13)-C(14) 109.5(4)
€(12)-C(13)-Fe(1) 69.7(3) C(1l4)-C(13)-Fe(l) 70.7(3)
C(13)-C(14)-C(10) 106.7(4) C(13)-C(14)-Fe(l) 69.1(3)
C(10)-C(14)-Fe(1) 68.8(2) C(19)-C(15)-C(16) 104 .4(7)

C(i19Y-C(15)Y-Fe(1) TO 9(HY CC1E6N-C/F15Y_Fal1) 69 L15)Y
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C(17)-C(16)-C(15) 105.6(8) G(17)-C(16)-Fe(l) 70.6(4)
C(15)-C(16)-Fe (1) 69.9(4) C(18)-C(17)-C(16) 109.4(9)
C(18)-C(17)-Fe(1) 71.2(4) C(16)-C(17)-Fe(l) 69.9(4)
C(17)-C(18)-C(19) 110.1(10) C(17)-C(18)-Fe(l) 71.4(5)
C(19)-C(18)-Fe(l) 71.2(5) C(18)-C(19)-C(15) 110.5(10)
C(18)-C(19)-Fe(l) 71.0(5) C€(15)-C(19)-Fe(l) 71.0(5)
C(21)-C(20)-C(24) 109.0(4) C(21)-C(20)-N(2) 126.0(4)
C(24)-C(20)-N(2) 124.8(4) C(21)-C(20)-Fe(2) 70.7(2)
C(24)-C(20)-Fe(2) 70.0(2) N(2)-C(20)-Fe(2) 128.4(3)
C(20)-C(21)-C(22) 106.5(4) C(20)-C(21)-Fe(2) 68.6(2)
C(22)-C(21)-Fe(2) 68.9(3) €(23)-C(22)-C(21) 109.2(4)
€(23)-C(22)-Fe(2) 69.6(3) C(21)-C(22)-Fe(2) 70.3(3)
C(22)-C(23)-C(24) 107.9(4) C(22)-C(23)-Fe(2) 69.8(3)
C(24)-C(23)-Fe(2) 70.0(3) C(23)-C(24)-C(20) 107.4(4)
€(23)-C(24)-Fe(2) 69.2(3) C(20)-C(24)-Fe(2) 69.0(2)
C(29)-C(25)-C(26) 108.5(5) C(29)-C(25)-Fe(2) 70.0(3)
C(26)-C(25)-Fe(2) 70.2(3) C(27)-C(26)-C(25) 107.3(5)
C(27)-C(26)-Fe(2) 70.1(3) C(25)-C(26)-Fe(2) 69.2(3)
C(26)-C(27)-C(28) 108.8(6) C(26)-C(27)-Fe(2) 69.7(3)
C(28)-C(27)-Fe(2) 69.9(3) C(27)-C(28)-C(29) 107.4(5)
C(27)-C(28)-Fe(2) 69.7(3) G(29)-C(28)-Fe(2) 69.3(3)
C(25)-C(29)-C(28) 108.1(6) C€(25)-C(29)-Fe(2) 69.5(3)
C(28)-C(29)-Fe(2) 70.3(3) C(34)-C(30)-C(31) 109.8(4)
C(34)-C(30)-N(3) 124.5(4) C(31)-C(30)-N(3) 125.6(4)
C(34)-C(30)-Fe(3) 71.0(3) C(31)-C(30)-Fe(3) 70.2(2)
N(3)-G(30)-Fe(3) 128.6(3) C(30)-C(31)-C(32) 106.9(4)
C(30)-C(31)-Fe(3) 69.1(2) C€(32)-C(31)-Fe(3) 69.6(3)
C(33)-C(32)-C(31) 107.7(4) G(33)-C(32)-Fe(3) 69.6(3)
C(31)-C(32)-Fe(3) 69.6(3) C(32)-C(33)-C(34) 109.3(4)
€(32)-C(33)-Fe(3) 70.1(3) C(34)-C(33)-Fe(3) 70.6(3)
C(30)-C(34)-C(33) 106.3(4) C(30)-C(34)-Fe(3) 68.6(3)
C(33)-C(34)-Fe(3) 68.9(3) C(39)-C(35)-C(36) 109.7(5)
C(39)-C(35)-Fe(3) 70.2(3) C(36)-C(35)-Fe(3) 70.7(3)
€(35)-C(36)-C(37) 106.6(6) C(35)-C(36)-Fe(3) 69.2(3)
C(37)-C(36)-Fe(3) 69.2(4) C(36)-C(37)-C(38) 108.3(6)
C(36)-C(37)-Fe(3) 70.3(3) C(38)-C(37)-Fe(3) 69.3(4)
C(39)-C(38)-C(37) 107.9(6) C(39)-C(38)-Fe(3) 70.2(3)
C(37)-C(38)-Fe(3) 70.1(3) €(35)-C(39)-C(38) 107.4(6)
C(35)-C(39)-Fe(3) 69.7(3) C(38)-C(39)-Fe(3) 69.4(3)
C(44)-C(40)-C(41) 109.1(4) C(44)-C(40)-N(4) 125.5(4)
C(41)-C(40) -N(4) 125.3(4) C(44)-C(40)-Fe(4) 70.3(3)
C(41)-C(40)-Fe(4) 70.2(3) N(4)-C(40)-Fe(4) 128.4(3)
C(42)-C(41)-C(40) 107.3(4) C(42)-C(41)-Fe(4) 70.2(3)
C(40)-C(41)-Fe(4) 68.8(3) C(41)-C(42)-C(43) 108.2(4)
C(41)-C(42)-Fe(4) 69.6(3) C(43)-C(42)-Fe(4) 69.3(3)
C(42)-C(43)-C(4b) 108.8(4) C(42)-C(43)-Fe(4) 70.2(3)
C(44)-C(43)-Fe(4) 69.6(3) C(40)-C(44)-C(43) 106.6(4)
C(40)-C(44) -Fe(4) 69.1(2) C(43)-C(44)-Fe(4) 69.6(3)
C(49)-C(45)-C(46) 108.6(5) C(49)-C(45)-Fe(4) 70.2(3)
C(46)-C(45)-Fe(4) 69.9(3) C(47)-C(46)-C(45) 108.1(5)
C(47)-C(46)-Fe (&) 70.1(3) C(45)-C(46)-Fe(4) 69.8(3)
C(46)-C(47)-C(48) 107.9(5) G(46)-C(47)-Fe(4) 70.0(3)
C(48)-C(47)-Fe (&) 69.6(3) C(47)-C(48)-C(49) 108.3(5)
C(47)-C(48)-Fe(4) 70.2(3) C(49)-C(48)-Fe(4) 70.0(3)
C(45)-C(49)-C(48) 107.1(5) C(45)-C(49)-Fe(4) 69.9(3)
C(48)-C(49)-Fe (&) 69.3(3) G(56)-B(1)-C(62) 112.3(3)
C(56)-B(1)-C(50) 105.1(3) C(62)-B(1)-C(50) 111.0(3)
C(56)-B(1)-C(68) 112.5(3) C(62)-B(1)-C(68) 105.2(3)
C(50)-B(1)-C(68) 110.7(3) C(51)-C(50)-C(55) 114.5(4)
C(51)-C(50)-B(1) 125.7(4) €(55)-C(50)-B(1) 119.8(4)
C(52)-C(51)-C(50) 123.2(4) C(51)-G(52)-C(53) 120.2(4)
C(54)-C(53)-C(52) 118.9(4) C(53)-C(54)-C(55) 120.2(4)

C(S4Y-C(55)Y-C(50) 122 OCAHY CrAEIN_CISEY_C(STN 1174 A7/ N\
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C(61)-C(56)-B(1) 121.1(4) C(57)-C(56)-B(1) 124.5(4)
C(58)-C(57)-C(56) 122.6(4) C(59)-C(58)-C(57) ©120.7(4)
C(58)-C(59)-C(60) 118.5(4) C(59)-C(60)-C(61) 120.2(4)
C(60)-C(61)-C(56) 123.7(4) C(67)-C(62)-C(63) 114.8(4)
C(67)-C(62)-B(1) 124.7(4) C(63)-C(62)-B(1) 120.2(4)
C(64)-C(63)-C(62) 123.0(4) C(65)-C(64)-C(63) 119.8(5)
C(66)-C(65)-C(64) 119.1(4) C(65)-C(66)-C(67) 120.8(5)
C(66)-C(67)-C(62) 122.4(5) C(73)-C(68)-C(69) 114.8(4)
C(73)-C(68)-B(1) 126.4(4) C(69)-C(68)-B(1) 118.8(4)
C(70)-C(69)-C(68) 123.1(&4) C(71)-C(70)-C(69) 120.0(4)
C(72)-C(71)-C(70) 119.1(4) C(71)-C(72)-C(73) 120.2(4)
C(68)-C(73)-C(72) 122.8(4) CL(1)-C(74)-C1(3) 113.6(9)
C1(1)-C(74)-C1(2) 110.5(11) C1(3)-C(74)-C1(2) 111.1(8)
0(1)#1-0(1)-C(7)#1 95(3) 0(1)#1-0(1)-C(7) 45(2)
C(T#1-0(1)-C(7) 139(2) O(L)#1-C(7)-0(1) 41(2)
O(1)#1-C(7)-C(8)#1 166(3) 0(1)-C(7)-C(8)#1 141(2)
O(1)#1-C(7)-C(7)#1 24.0(11) 0(1)-C(7)-C(M#1 16.7(9)
C(8)#1-C(7)-C(7)#1 156(2) C(9)#1-0(2)-0(3)#1 95(2)
C(9#1-0(2)-C(8) 44(2) 0(3)#1-0(2)-C(8) 51.3(13)
C(9)#1-C(8)-0(3)#1 88(2) C(9)#1-C(8)-C(7)#1 147(3)
0(3)#1-C(8)-C(7)#1 102(3) C(9)#1-C(8)-0(2) 38(2)
0(3)#1-C(8)-0(2) 50.0(11) C(7)#1-C(8)-0(2) 142(2)
0(2)#1-0(3)-C(8)#1 78.7(13) 0(2)#1-0(3)-C(9) 36.5(12)
C(8)#1-0(3)-C(9) 42.3(13) 0(2)#1-C(9)-C(8)#1 98(3)
0(2)#1-C(9)-0(3) 48(2) C(8)#1-C(9)-0(3) 50(2)

Symmetry transformations used to generate equivalent atoms:

#1l -x-1,-y+1,-z




Table 4. Anisotropic displacement parameters [pm2 X 10_l] for 9.

The anisotropic displacement factor exponent takes the form:
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2 % D * %
=27 [ (ha ) U11 + ... + 2hka b U12 ]

Ul1l u22 U33 U23 Ul3 Ul2
28() 29(1) 23(1) 2(1) 0(L) 6(1)
37(1) 37(1) 34(1) 12(1) 15(1) 8(1)
43(1) 31(L) 30(1) 7(1) 7(1) 4(1)
34(1) 42(1) 39(1) 4(l) 2(1) 16(1)
34(1) 38(1) 40(1) -4(1) 12(1) 9(1)
24(2) 34(2) 26(2) 8(2) 6(1) 6(2)
28(2) 30(2) 21(2) 4(1) 4(1) 2(2)
27(2) 36(2) 21(2) 5(2) 2(1) 6(2)
30(2) 35(2) 22(2) 1(2) 3(2) 5(2)
29(2) 31(2) 24(2) 6(2) 9(2) 7(2)
27(2) 50(3) 30(2) 12(2) -4(2) 6(2)
33(2) 39(3) 25(2) 5(2) -3(2) -1(2)
26(2) 31(2) 27(2) 5(2) 6(2) 4(2)
34(2) 58(3) 23(2) 6(2) -2(2) 14(2)
38(3) 53(3) 24(2) -5(2) -2(2) 9(2)
33(2) 35(2) 23(2) 9(2) 9(2) 10(2)
35(2) 40(3) 35(2) 8(2) 7(2) 8(2)
57(3) 34(3) 37(3) 2(2) 14(2) 2(2)
78(4) 39(3) 58(3) 11(2) 43(3) 24(3)
45(3) 44.(3) 53(3) 18(2) 32(2) 18(2)

299(17) 46(4) 49(4) 5(3) 86(8) -12(7)
166(9) 208(12) 80(6) 81(7) 99(7) 120(10)
113(7) 103(7) 53(4) 24 (4) 34(5) -38(6)
177(11) 111(8) 80(6) 66(6) 52(7) 77(8)
71(5) 187(11) 50(5) 45(6) -9(4) -18(7)

33(2) 34(2) 21(2) 1(2) 7(2) 3(2)
36(2) 41(3) 38(3) 2(2) 9(2) 8(2)
49(3) 38(3) 50(3) 0(2) 7(2) 18(2)
52(3) 32(3) 45(3) -1(2) 11(2) 10(2)
36(2) 36(3) 33(2) 1(2) 3(2) 3(2)

122(6) 48(3) 49(3) 10(3) 50(4) 19(4)
94(5) - 56(4) 28(3) 2(2) 13(3) -10(3)
79(4) 58(4) 39(3) 22(3) 6(3) 1(3)
75(4) 55(3) 45(3) 21(3) 21(3) -2(3)
72(4) 81(4) 52(3) 19(3) 35(3) 20(3)
27(2) 33(2) 29(2) 5(2) 3(2) 7(2)
33(2) 47(3) 30(2) 6(2) 3(2) 17(2)
42(3) 54(3) 43(3) -7(2) 0(2) 19(2)
52(3) 31(3) 79(4) -1(3) 9(3) 12(2)
46(3) 41(3) 55(3) 19(2) 13(2) 12(2)
33(3) 62(4) 59(3) -6(3) 1(2) 9(2)
41(3) 79(4) 70(4) 4(3) 23(3) 12(3)
41(3) 89(5) 99(5) -24(4) 19(3) 24(3)
47(4) 81(5) 110(6) 23(4) 4(4) 39(3)
38(3) 94(5) 58(4) 7(3) -5(3) 25(3)
32(2) 35(2) 33(2) -2(2) 10(2) 5(2)
43(3) 48(3) 34(2) -2(2) 17(2) 4(2)
38(3) 55(3) 61(3) -12(3) 23(2) 9(2)

30(2) 54(3) 55(3) -8(2) 3(2) 15(2)
34(2) 42(3) 34(2) -6(2) 4(2) 10(2)
36(3) 52(3) 62(3) -4(3) 18(2) 3(2)
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C(47)
C(48)
C(49)
B(1)

€(50)
c(51)
C(52)
€(53)
C(54)
C(55)
C(56)
c(57)
C(58)
C(59)
C(60)
c(61)
C(62)
C(63)
C(64)
C(65)
C(66)
c(67)
C(68)
C(69)
C(70)
c(71)
c(72)
C(73)
C(74)
C1(1)
c1(2)
c1(3)

77 (4)
71(4)
56(3)
29(3)
33(2)
31(2)
26(2)
34(3)
45(3)
38(3)
29(2)
36(2)
48(3)
60(3)
47(3)
31(2)
37(2)
35(3)
40(3)
62(4)
79(4)
51(3)
24(2)
33(2)
41(3)
40(3)
49(3)
37(2)
179(17)
128(3)
249(6)
113(4)

39(3)
46(3)
54(3)
30(3)
27(2)
41(2)
51(3)
48(3)
46(3)
45(3)
31(2)
36(2)
39(3)
32(3)
34(3)
39(3)
26(2)
34(2)
38(3)
33(3)
42(3)
39(3)
30(2)
31(2)
29(2)
42(3)
50(3)
35(2)
81(10)
66(2)
53(2)

147(4)

86(5)
96(5)
53(3)
31(3)
32(2)
31(2)
45(3)
53(3)
48(3)
48(3)
36(2)
36(2)
52(3)
59(3)
50(3)
38(3)
36(2)
49(3)
67(4)
42(3)
32(3)
35(3)
35(2)
44.(3)
53(3)
43(3)
36(3)
42(3)
60(8)

152(4)
240(6)
197(6)

-15(3)
20(3)
5(3)
5(2)
3(2)
9(2)
8(2)
5(2)
17(2)
16(2)
11(2)
7(2)
17(2)
11(2)
-6(2)
5(2)
11(2)
0(2)
3(3)
6(2)
3(2)
8(2)
7(2)
6(2)
13(2)
20(2)
8(2)
11(2)
-10(7)
27(2)
29(3)
-70(4)

49 (4)
40(4)
28(3)

6(2)
14(2)

9(2)

8(2)
23(2)
25(2)
17(2)
16(2)
10(2)
19(2)
33(3)
18(2)

7(2)
10(2)
11(2)

7(3)
-5(3)
14(3)
17(2)

8(2)
10(2)

8(2)

53(2)
17(2)
14(2)
69(10)
61(3)
207(6)
46(4)

-2(3)
20(3)
7(3)
9(2)
9(2)
9(2)
10(2)
6(2)
11(2)
15(2)
10(2)
12(2)
22(2)
20(2)
2(2)
10(2)
14(2)
10(2)
12(2)
9(2)
17(3)
14(2)
6(2)
6(2)
6(2)
1(2)
9(2)
12(2)
18(10)
41(2)
28(3)
45(3)
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Table 5. Hydrogen coordinates ( x 104) and 1isotropic

displacement parameters (pm2 b4 lO_l) for 9.

X y z U(eq)
H(2) 3175 897 5119 48
H(3) 3357 2592 5075 46
H(5) -3209 841 -130 50
H(6) -2557 -457 -485 51
H(11) -242 -650 3577 47
H(12) -285 -2371 3250 55
H(13) 1587 -2414 3502 62
H(14) 2815 -755 3968 51
H(15) 2103 -59 5982 164
H(lé6) 112 -1015 5462 146
H(17) 63 -2680 5125 122
H(18) 1830 -2760 5361 136
H(19) 3069 -1228 5891 145
H(21) 59 2727 3232 48
H(22) 370 4491 3164 58
H(23) 2342 5293 3821 55
H(24) 3280 4039 4329 47
H(25) 2101 2181 2138 82
H(26) 321 2501 1434 81
H(27) 665 4259 1407 80
H(28) 2645 5028 2099 75
H(29) 3531 3733 2549 78
H(31) -2026 1358 2602 46
H(32) -2092 3013 3015 60
H(33) -2145 3930 1836 70
H(34) -2081 2881 690 58
H(35) -4694 405 689 68
H(36) -4673 874 : 2083 76
H(37) -4725 2587 2161 94
H(38) -4760 3153 819 99
H(39) -4762 1788 -97 83
H(41) -939 -1068 -498 51
H(42) 367 -2029 43 61
H(43) 894 -1899 1574 60
H(44) -80 -848 1999 47
H(45) -3207 -2216 558 63
H(46) -3005 -2907 -689 71
H(47) -1714 -3887 -234 80
H(48) -1106 -3798 1298 81
H(49) -2039 -2760 1792 65
H(51) 6395 7727 3504 42
H(52) 7996 8236 3327 50
H(53) 8116 9110 2272 53
H(54) 6611 9496 1425 53
H(55) 5013 9007 1619 51
H(57) 2807 8915 ‘ 1790 43
H(58) 2534 10377 2020 53
H(59) 3621 11412 3213 55
H(60) 5000 10958 4176 55
H(61) 5278 9509 3941 46
H(63) 2158 7263 2257 49

H(64) 797 6253 1156 62

111111 . o o e D
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H(66) 2939 5948 201 63
H(67) 4288 7011 1266 50
H(69) 4775 6306 2984 45
H(70) 4898 5371 4018 53
H(71) 4576 5839 5168 56
H(72) 4116 7249 5252 55
H(73) 4001 " 8190 4211 45

H(74) 8355 5497 4832 124




