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The presented Auxiliary Materials reports the initial results obtained with NEVPT? for
the 3%, and 3 states of Sc2 employing the same basis set and complete active space
used throughout the studies presented in this communication. Figure A shows the potential
energy curves for the 3Y and °Y; states of scandium dimer, from which it is clear that in

the absence of intruder states the ground state of scandium dimer is °%; .
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FIG. A. Potential energy curves for the 5% and 3% states obtained with the NEVPT2 method.
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