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Table 1. Mulliken charge and spin populations at each subsystem.

Subsystem Charge population Spin population

0. DC-UHF UHF (diff) DC-UHF UHF (diff.)

1 +0.012377 +0.012643  (-0.000266) +0.040231 +0.040214  (+0.000017)
2 +0.008396 +0.008442  (-0.000046) +0.011348 +0.011348  (+0.000000)
3 +0.009144 +0.009136  (+0.000008) +0.000991 +0.001032  (-0.000041)
4 +0.019452 +0.019535  (-0.000083) +0.002174 +0.002476  (-0.000302)
5 +0.044251 +0.043888  (+0.000363) +0.012829 +0.012569  (+0.000260)
6 +0.114448 +0.114481  (-0.000033) +0.077113 +0.077118  (-0.000005)
7 +0.291940 +0.291877  (+0.000063) +0.355318 +0.355251  (+0.000067)
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