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d-d* orbital energy difference (eV)

Ti shielding constant and NMR chemical shift with GIAO-QR-GUHF-MP2 method (ppm)

Molecule Magnetic shielding constant Chemical shift

Dia. Para. SD FC Total Theory Exptl.
TiCly 1604 -2002 -16 125 -289 0 0
TiBry 1603 -2511 -57 161 -804 515 483
Tily 1610 -3630 -207 231 -1996 1707 1278
TiMe, 1599 -3192 -13 128 -1478 1189 1325
Cp,TiCl, 1600 -1134 -5 111 572 -861 =773
Cp,Til, 1602 -1534 -29 182 221 -510 -517

(Cp=1-C5H5)





