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Tr[f)]=N (Conservation), D2=D (Idempotency), f)'=f(f)) (Purification)
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000 McWeeny 0 0f(D)=3D?-2D°0 0000000000 (McWeeny, Phys. Rev. 32, 335,
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SCF Cycle Time(TCP=1) Purification Energy Error
Diag(DIIS) 9 0.40 0
CG 10 95.2 30 1.36E-07
TCP 14 1 36 6.60E-08
TCP(DIIS) 9 1.07 36 1.00E-11
McWeeny 14 2.50 49 1.16E-07
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