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Cooperative and Competitive Roles of Charge-Transfer Terms in Molecular Cluster
Formation
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MP2 3[S)EL+ D1A2-D2A1 D1Al D2A1 D1A2 D2A2
X434 17 0.00 0.00 5 0 6 5b 0
X515 16 1.45 -1.38 4 1 5 5 0
X443 16 1.70 -2.07 3 2 4 4 1
X551 16 2.69 -2.85 4 1 5 5 0
PX9318 16 3.04 5.91 3 2 4 4 1
PI1226 16 3.94 6.68 4 1 5 5 0
X4412 16 6.26 -0.67 2 3 3 3 2
PI12476 16 6.32 10.60 3 3 3 3 2
PX;QO 16 7.69 10.74 3 2 4 4 1
PI2877 17 7.81 9.15 2 2 3 3 3




