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Supplementary Information: Characterising Data
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Data for [Ti(-C5Me5){MeC(NiPr)2}(NtBu)]  (1a)

Elemental analysis for C22H41N3Ti

Found (calculated): C 67.1 (66.8); H 10.4 (10.5); N 10.2 (10.6) %

1H NMR data (500.0 MHz, 298 K, C6D6)
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IR data (KBr, Nujol mull)

2722 (w), 2041 (w), 1597 (w), 1339 (s, br), 1317 (m), 1244 (s), 1213 (s), 1174 (s), 1143 (w), 1122 (m), 1057 (w), 1018 (m), 812 (m), 754 (w), 723 (m), 700 (w), 623 (m), 591 (m), 554 (s), 534 (s), 507 (w), 419 (s) cm-1 

EI mass spectrum

m/z = 395 [M]+  (30 %)

m/z = 380 [M-Me]+   (100 %)

Data for [Ti(-C5Me5){MeC(NiPr)2}(NAr)]  (1b)

Elemental analysis for C26H41N3Ti

Found (calculated) : C 70.0 (70.4); H 9.3 (9.3); N 9.4 (9.5) %

1H NMR data (500.0 MHz, 298 K, C6D6)
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13C-{1H} NMR data (125.7 MHz, 298 K, C6D6)
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IR data (KBr, Nujol mull)

2720 (w), 2595 (w), 2046(w), 1892 (w), 1838 (w), 1785 (w), 1653 (w), 1623 (w), 1587 (m), 1407 (s), 1364 (s), 1334 (s), 1310(s), 1295 (s), 1216 (s), 1174 (m), 1157 (w), 1139 (w), 1121 (m), 1096 (m), 1055 (w), 1014 (m, br), 973 (m), 959 (m), 914 (w), 894 (w), 873 (w), 815 (s), 760 (s), 743 (m), 723 (m), 618 (m), 589 (m), 574 (w), 565 (m), 547 (w), 445 (s) cm-1

EI mass spectrum

m/z = 443 [M]+  (100 %)

Data for [Ti(-C5Me5){MeC(NiPr)2}{O(CO)N(tBu)}] (2a)

Elemental analysis for C23H41N3O2Ti

Found (calculated): C 62.9 (62.9) H 9.3 (9.4) N 9.1 (9.6) % 

1H NMR data (500.0 MHz, 298 K, C6D6)
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13C-{1H} NMR data (125.7 MHz, 298 K, C6D6)
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IR data (KBr, Nujol mull)

2723 (w), 1662 (s), 1646 (s, br), 1589 (m), 1494 (m), 1355 (s), 1313 (w), 1243 (m), 1208 (m), 1174 (w), 1127 (m), 1066 (w), 1024 (w, br), 940 (m), 923 (w), 826 (w), 797 (m), 782 (w), 722 (m ,br), 681 (w), 656 (w, br), 597 (w), 578 (w), 527 (w, br), 466 (s), 431 (w), 410 (m) cm-1   

EI mass spectrum 
m/z = 439 [M]+ ( 20 %)

Data for [Ti(-C5Me5){MeC(NiPr)2}{O(CO)N(Ar)}] (2b)

Elemental analysis for C27H41N3O2Ti

Found (calculated): C 66.1 (66.5); H 9.1 (8.5); N 8.2 (8.6) %

1H NMR data (500.0 MHz, 298 K, C6D6)
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13C-{1H} NMR data (125.7 MHz, 298 K, C6D6)
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IR data (KBr, Nujol mull)

2955 (s), 2726 (w), 1669 (s, br), 1577 (w), 1405 (w), 1328 (w), 1309 (m), 1282 (m), 1247 (m), 1207 (m), 1172 (s, br), 1116 (w), 1002 (w), 910 (m), 821 (m), 790 (m), 762 (m), 723 (m, br), 687 (w), 631 (w), 587 (w), 549 (w), 467 (m), 443 (m) cm-1
Data for [Ti2(-C5Me5)2{MeC(NiPr)2}2{-O)2] (3)

Elemental analysis for C36H64N4O2Ti2
Found (calculated): C 63.5 (63.5); H 9.3 (9.5); N 5.3 (8.2) %

1H NMR data (500.0 MHz, 298 K, C6D6)
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13C-{1H} NMR data (125.7 MHz, 298 K, CDCl3)
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IR data (KBr, Nujol mull)

2360 (w), 2342 (w), 1652 (w), 1495 (m), 1325 (m), 1306 (m), 1261 (m), 1201 (m), 1172 (w), 1094 (m, br), 1012 (m), 809 (s), 722 (w), 637 (m), 611 (w), 557 (w), 442 (w), 423 (w) cm-1
EI mass spectrum

m/z = 340 [1/2 M]+  (15%)

Data for [Ti(-C5Me5){MeC(NiPr)2}{O(CO)N(Ar)(CO)O}] (4)

Elemental analysis for C28H41N3O4Ti

Found (calculated): C  63.3 (63.3); H 7.2 (7.8); N 8.1 (7.9) %

1H NMR data (300 MHz, 298 K, C6D6)
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2725 (w), 1694 (s), 1651 (s), 1556 (w), 1314 (w), 1262 (w, br), 1234 (w), 1206 (m), 1173 (m), 1158 (m), 1124 (w), 1030 (w), 1004 (s), 811 (m), 782 (w), 771 (m), 742 (w), 724 (m), 685 (w), 652 (w), 611(m), 587 (w), 528 (m), 511 (w), 453 (m, br) cm-1  

EI mass spectrum

m/z = 531 [M]+  (5 %)
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