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Table 5Mn magnetic shielding constantc and NMR chemical shiftd with MP2 method (ppm)

41 JPara Jtotal 8(caled.) 8(exptl.)!

Mn(CO)sH 1906.45 4707.53 2801.08 0 0
Mn(CO)sF 1907.78 7150.37 5242.59 2441.51

Mn(CO)sCl 1904.55 6330.70 4426.15 1625.07 1626
Mn(CO)sBr 1904.11 6147.61 4243.50 1442.42 1470
Mn(CO)sL 1904.09 5591.17 3687.08 886.00 1145
Mn(CO)sCHs 1903.28 5089.81 3186.53 385.45 365

( )1 R.G.Kidd and R.J.Goodfellow “The Transition Metals” in “NMR and the Periodic

Table” ,R.K.Harris and B.E.Mann, Eds, Academic Press ,NY ,1978,Ch.8



