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- P What’s the problem ?

ethods using Casida-like equation are blind to double excitations:
R CN\ (X _q (X
—-C* —R* Yn) "\ VYn

la,jb - 5lj(sab(€Ks - EKS) + 2(’a|bj) +f;a ,bj
C:ajb - 2('a|1b) +f;a_/b

With

for TD-DFT, and with

Riajb = 6ii0ap(eSY — €7V + 2(ialbj) — Wi
Cla}b - 2(la‘jb) ’sbtajz

for BSE



FAE What’s the solution ?

e solution is to use the spin-flip methods formally introduced by Krylov in 2001 for ClI
and EOM-CC '?

'A. I. Krylov, Chem. Phys. Lett., 2001, 338, 375-384.

ZAL 1. KrilovI Chem. Phis. Let—t.I 2001I 3SO| 522-530.
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