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Supporting Information

Table S1 Coordinates used in the DFT calculations for [MoO(SMe),] in C, symmetry with a O-

Mo-S-C(a) dihedral angle = 58.8°
X y | z
0.0000 0.0000 0.0000
0.0000 0.0000 1.6690
2.2590 0.0000 -0.8160
0.0000 -2.2590  -0.8160
-2.2590 0.0000 -0.8160
0.0000 2.2590 -0.8160
1.4170 3.1120 -0.2120
-3.1120 1.4170 -0.2120
3.1120 -1.4170 -0.2120
-1.4170  -3.1120  -0.2120
-3.4550 2.0240 -1.0570
-2.4350 2.0100 0.4150
-3.9750 1.0970 0.3830°
2.0240 3.4550 -1.0570
2.0100 2.4350 0.4150
1.0970 3.9750 0.3830
3.9750 -1.0970 0.3830
3.4550 -2.0240 -1.0570
12,4350 -2.0100 04150
-2.0100 -2.4350 0.4150
-1.0970 -3.9750 0.3830
-2.0240  -3.4550  -1.0570

=
o

T D T N I DRI T Im 0000 nn wnuu




© 2000 American Chemical Society, Inorg. Chém., McMaster ic0005846 Supporting Info Page 2

-
. . -

Table S2 Coordinates used in the DFT calculations for [MoO(edt),] in C,, symmetry.

X y z

Mo 0.0000  0.0000  0.0000
0.0000 00000  1.6780
15912 15857 -0.7647
15912 1.5857  -0.7647
06611 30568  -1.0264
06611 30568  -1.0264
15912 -1.5857  -0.7647
15912 -1.5857  -0.7647
06611  -3.0568  -1.0264
06611  -3.0568  -1.0264
09325 33897  -1.8849
09325 33897  -1.8849
09325  -3.3897  -1.8849
09325  -33897  -1.8849
09325 36176  -0.2961
09325 36176  -0.2961
09325 36176  -0.2961
09325 36176  -0.2961
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