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SUPPORTING INFORMATION



DFT Analysis of syn-8b
(syn-[Mo,Cpy(p- e 5: 5, 11"-SPMes*)(CO)s])

Optimized Geometry

Table S1: Selected distances (A) and angles (deg.)

Parameter (Xray) DFT
Mo1l-P 2.434 2.499
Mol-S 2.565 2.631

S-P 2.036 2.059
1.951 1.969

Mol-CO 1.960 1.979
Mo2-P 2.415 2.460
Mo2-CO 2.002 1.982
Mo2-C21 2.289 2.337
Mo2-C26 2.229 2.272
Mo2-C25 2.275 2.335
Mo2-C24 2.499 2.632
Mo2-C23 3.237 3.306
Mo2-C22 3.221 3.274
P-C21 1.783 1.815
C9-06 1.148 1.162
C8-05 1.159 1.168
C10-07 1.100 1.158
C21-C26 1.476 1.480
C26-C25 1.429 1.436
C25-C24 1.420 1.416
C24-C23 1.490 1.476
C23-C22 1.336 1.343

C22-C21 1.498 1.503




Table S2: Molecular Orbitals of syn-8b.
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HOMO
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HOMO-1  -5.25




HOMO-2  -5.50

HOMO-3  -5.62

HOMO-4 -6.01

HOMO-5 -6.30
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141

140
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Table S3: Cartesian Coordinates for syn-8b.
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Table S4: Atomic Charges for syn-8b.
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