Schroedinger equaticn

DFT method:
LDF
Hartree-Fock | approximation|
‘pproximation SR
+ corrections

Groung state roperts:
Wl energy surface (PEF),
s e e saies,
- anergies for breaking/forming bonds,
- transition statss,
- electronic properties, lie: ESP charges,
dipole maments and Higher mulipols,
polarizabilies.
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Celkowita energia elekironéw i nieruchomych s fer w
m:todzie CV'T:

E = Bgin + Een+ Bee + Eze + Epa
Bir. = T(6T16)

Bn= -3/ R

_ 1 p@e(r) 5 s
Bu =5/ ‘r_ﬂdrdr

Eee = Bup] = [exc(p())p(r)d’c (LDA)
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