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Table S1 Energy decomposition analysis (at BP86/TZ2P) for the interaction between two
[RuCp]" cations in the [Ru,Cp,]*" moiety with the geometry it has in complexes 2¢ and 3c.

2¢ (anti-) | 3¢ (syn-)

AEin 37.16 40.10

AEpauii 0.02 0.02

AEgstac | 37.69 40.92

AEqm —0.55 —0.83

Cartesian coordinates and energies for structures optimized at PBE/L1(Ru), L2 (C,H,0)

[2¢]*" E=-10527.60564514 a.u.

44 5.66652409 2.10799444  8.00868557
44 3.81983322 7.99465715  3.41629393
6 3.62728802 2.98474510 8.05193091
1 3.12772123  3.44715165  8.90329879
6 3.52243519 1.57997971 7.85173589
1 2.94790131 0.97162544  8.54869368
6 4.22346751 0.96406570 6.77994389
1 4.18714188 -0.11706234  6.65432535
6 5.02709180 1.75500265 5.91219858
1 5.60224033 1.27349018 5.12126934
6 8.04757159 5.33507637 5.85958288
1 8.59256014  4.85394800 5.04461264
6 8.70955602 6.22951069 6.70750390
1 9.76597006 6.44704225  6.54958536
6 8.01988374  6.83542775  7.75935123
1 8.53641283  7.52731483  8.42475582
6 6.66638361 6.54830786 7.96638638
1 6.13255617 7.01466165 8.79716907
6 4.54239585 5.28863728 7.29931463
1 4.20674247 5.59785835  8.29763132
6 5.92319561 4.07655226  5.19149698
1 6.62672081  3.47326765 4.60326928
6 6.69526780 5.05153818 6.05830308
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