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Large graphicalunitary groupapproach(GUGA) spin–orbitmultireferenceconfigurationinteraction(SOCI) singlesanddoublescal-
culationshave beenperformedon Am

���
, AmO� � , CmO� ��� , andCmO� � . Thegroundstateof theamericyl cationis

� �������
	���
�� � � .
The first ligandto metalcharge transfer(LMCT) stateis ��� �� � �� � �������� � � � . The groundandfirst LMCT statesof the isoelectronic
dioxoamericium(V)andcuryl cationsare

� ���� �� � � ������ and ��� �� � ���� �� �! ��#"�$ � � � . Thedioxocurium(V)cationgroundstateis
� ���� �� �! ��

�%$&
�� � � . Agreementwith experimentalLMCT excitation energiesis good. Otherintenseelectronictransitionsare ')(+*,' . Recent
softwaredevelopmentshaveenabledthecalculationof electricdipoletransitionmomentsfrom GUGA SOCIwavefunctionsa. Tentative
assignmentsb of the '-(+*.' transitionshave beenreevaluatedwith the new software. Calculationsareplannedto searchfor non-
linear minima of theseions. The actinidesaremodeledwith relativistic effective corepotentialsandGaussiancorrelationconsistent
double-zetapluspolarization(cc-pVDZ)basissets.
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