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[��]� ��?~ DMRG(-SCF)-CTS2uy@[Cu2O2]
2+��&js%#bis(!-oxo)7 !-": "

2peroxo

&UV2+�~`DMRG-SCF&UV"- Cu��& 3d, 4d./7 O��& 2p, 3p./WI��?

~ 32./7 28��89^_ CAS(28e, 32o)2�s�m7?~`OPpK=-\�*^ ANO5, 6� &

Cu : [21s 15p 10d 6f 4g / 8s 7p 5d 3f 2g] 7#O : [14s 9p 4d 3f / 5s 4p 3d 2f] &U 278OP2uy~`

��&��-����v_` 

 

Table I  Total energies (mEh) of the bis(!-oxo) and !-":"
2 peroxo isomers for various M 

 bis(!-oxo) !-": "
2 peroxo Relative energy 

HF -3426. 667452 -3426. 827816 +0. 160364 

CCSD(T) -3428. 301909 -3428. 363460 +0. 061550 

CAS(8e, 8o)-SCF -3427. 034302 -3427. 004374 �0. 029927 

CAS(8e, 8o)-RS2 -3428. 337813 -3428. 323250 �0. 014562 

DMRG(28e, 32o)-CI -3426. 999992 -3426. 979627 �0. 020364 

DMRG(28e, 32o)-SCF -3427. 490089 -3427. 532140 +0. 042050 

DMRG(28e, 32o)-CT -3428. 253888 -3428. 313440 +0. 059551 
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