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The first triple-decker complex with the PtMe; fragment: CpCo(pu-1,3-
CngME5)PtM€3
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Alexander R. Kudinov*

Cartesian coordinates and energies for structures optimized at PBE/L2

2 E=-20494.71896351 a.u.
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6 3.76036797 0.58748242 -0.71550147
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5 0.35830254 -0.47080823 -1.30007636
6 0.27461313 -2.86988310 -0.00000439
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1 0.75068934 -3.30595031 -0.89186824
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1 -0.62838893 -1.00414002 3.23791506
1 0.92539812 -0.20039294  3.46691794
6 3.58616650 -0.76086327 -1.16221667
1 3.51718105 -1.09148849 -2.19376440
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CpCo(pu-1,3-C3B2Mes)RuCp
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Cp*PtMe; E =-18934.31171601 a.u.
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6 1.38211457 -1.01939059
6 1.41890030 0.34340817
6 1.57047435 2.68983340
1 2.63120303 2.99183772
1 1.10359460 3.14196666
1 1.10360024  3.14197026
6 -1.84488263 0.86268219
1 -2.90117686  0.69479008
1 -1.63655629 0.42132041
1 -1.66131352 1.94631034
6 1.44943500 -2.24417274
1 2.47371761 -2.65004018
1 0.79704117 -3.04191010
1 1.14356253 -2.03392398
6 1.44945099 -2.24417092
1 2.47373556 -2.65003500
1 1.14359311 -2.03391214
1 0.79705485 -3.04191254
6 -1.88589156 -1.59695647
1 -2.93533021 -1.27599252
1 -1.70591152 -2.20783668
1 -1.70591749 -2.20782873
6 1.49928582 0.81774901
1 2.54248043 1.03391990
1 1.11726007 0.06644525
1 0.92100256 1.73914329
6 -1.84487066 0.86264246
1 -2.90117221  0.69462715
1 -1.66151410 1.94631219
1 -1.63643660 0.42142112
6 1.49930234 0.81773596
1 2.54249986 1.03390820
1 0.92102081 1.73913065
1 1.11728495 0.06643137
6 1.41890531 0.34340068
Cp*RuCp E =-5114.68791519 a.u.
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1 -2.46474202 -1.79084522
1 -3.07881691 -1.14183794
1 -2.03733364 -2.57527162
6 0.84176585 -2.59062553
1 0.94153094 -2.89784413
1 1.81967614 -2.73329388
6 -2.20369409 1.60109923
1 -2.46474298 1.79084817
1 -2.03733207 2.57526742
1 -3.07882057 1.14184146
6 0.37707421 -1.16071731
1 0.71267659 -2.19363967
6 -0.98742240 -0.71735881
1 -1.86608304 -1.35573195
6 -0.98742299 0.71736130
1 -1.86608429 1.35573351
6 1.22938503 -0.00000118
6 0.37986704 1.16911710
6 2.72397265 -0.00000211
1 3.04655546 -0.00000230
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