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Bis(cyclooctadienyl)titanium, Ti(η5-C8H11)2

Mass Spectrum (EI, 30 eV) m/z (relative intensity):  262 (31), 261 (14), 260 (48), 259 (29), 258 (100), 257 (29), 256 (20), 255 (15), 229 (11), 228 (23), 216 (18), 215 (16), 214 (29), 153 (10), 152 (51), 151 (10), 150 (26), 134 (11), 133 (10), 126 (15), 119 (14), 110 (39), 109 (14), 108 (64), 107 (61), 106 (17), 95 (15), 93 (37), 91 (20), 82 (43), 81 (32), 80 (52), 79 (93), 78 (15), 69 (10), 68 (21), 67 (68), 66 (15), 54 (28), 41 (19).

Bis(cyclooctadienyl)titanium Monocarbonyl, Ti(η5-C8H11)2(CO)

Mass Spectrum (EI, 30 eV) m/z (relative intensity):  290 (3), 262 (36), 261 (12), 260 (42), 259 (24), 258 (98), 257 (14), 256 (16), 255 (14), 229 (11), 228 (25), 154 (13), 153 (16), 152 (100), 151 (17), 150 (49), 126 (37), 113 (11), 91 (10), 79 (18).

Bis(cyclooctadienyl)vanadium, V(η5-C8H11)2

Mass Spectrum (EI, 17 eV) m/z (relative intensity):  265 (52), 263 (18), 262 (14), 261 (68), 260 (24), 259 (88), 258 (52), 257 (47), 256 (18), 244 (11), 232 (25), 231 (91), 218 (23), 156 (12), 155 (80), 154 (20), 153 (100), 142 (12), 130 (17), 129 (97), 116 (54), 79 (14), 67 (17), 51 (22).

Bis(cyclooctadienyl)chromium, Cr(η5-C8H11)2

Mass Spectrum (EI, 17 eV) m/z (relative intensity):  266 (33), 264 (22), 262 (100), 159 (14), 158 (77), 157 (10), 156 (31), 131 (16), 130 (58), 117 (13), 91 (12), 79 (18), 78 (13), 52 (48).

Bis(cyclooctadienyl)iron, Fe(η5-C8H11)2

Mass Spectrum (EI, 17 eV) m/z (relative intensity):  270 (27), 167 (12), 162 (16), 160 (12), 159 (24), 149 (36), 135 (11), 134 (41), 109 (19), 107 (26), 106 (19), 105 (38), 91 (76), 79 (100), 78 (65), 77 (59), 69 (29), 41 (48), 39 (41).
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Table 3S.
Selected Bond Distances (Å) and Angles (deg) for V(C8H11)2.
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Bond Distances

V-C(1)

V-C(2)

V-C(3)

V-C(4)

V-C(5)

C(1)-C(2)

C(1)-C(8)

C(2)-C(3)

C(3)-C(4)

C(4)-C(5)

C(5)-C(6)

C(6)-C(7)

C(7)-C(8)
2.169(3)

2.206(3)

2.242(3)

2.187(3)

2.182(3)

1.403(4)

1.519(5)

1.416(5)

1.408(5)

1.409(4)

1.515(4)

1.514(5)

1.511(6)

V-C(9)

V-C(10)

V-C(11)

V-C(12)

V-C(13)

C(9)-C(10)

C(9)-C(16)

C(10)-C(11)

C(11)-C(12)

C(12)-C(13)

C(13)-C(14)

C(14)-C(15)

C(15)-C(16)

2.175(3)

2.214(3)

2.238(4)

2.192(3)

2.185(3)

1.405(5)

1.516(5)

1.399(5)

1.418(5)

1.397(6)

1.513(5)

1.544(5)

1.520(5)

Bond Angles

C(8)-C(1)-C(2)

C(1)-C(2)-C(3)

C(2)-C(3)-C(4)

C(3)-C(4)-C(5)

C(4)-C(5)-C(6)

C(5)-C(6)-C(7)

C(6)-C(7)-C(8)

C(7)-C(8)-C(1)

127.4(4)

127.8(4)

130.2(3)

128.7(3)

126.3(3)

116.4(3)

114.2(3)

117.3(3)

C(16)-C(9)-C(10)

C(9)-C(10)-C(11)

C(10)-C(11)-C(12)

C(11)-C(12)-C(13)

C(12)-C(13)-C(14)

C(13)-C(14)-C(15)

C(14)-C(15)-C(16)

C(15)-C(16)-C(9)

128.0(3)

129.0(4)

129.9(4)

129.2(4)

126.1(4)

116.0(3)

112.8(3)

116.1(3)
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Table 12S.

V

C(5)

C(4)

C(3)

C(2)

C(1)

C(8)

C(7)

C(6)

C(13)

C(12)

C(11)

C(10)

C(9)

C(16)

C(15)

C(14)

Table 14S.

V

C(5)

C(4)

C(3)

C(2)

C(1)

C(8)

C(7)

C(6)

C(13)

C(12)

C(11)

C(10)

C(9)

C(16)

C(15)

C(14)

Table 15S.

H(5)

H(4)

H(3)

H(2)

H(1)

H(8A)

H(8B)

H(7A)

H(7B)

H(6A)

H(6B)

H(13)

H(12)

H(11)

H(10)

H(9)

H(16A)

H(16B)

H(15A)

H(15B)

H(14A)

H(14B)

