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Fig. 7-3

Primérné energie pro atom
H v uniformnim elektrickém
poli sily F tak, jak vychazeji z
variacniho vypoctu v bazi
1s, 2p, (pIné Cary).

Nizsi z hodnot priimérné

energie ziskana z presnych
vypoctd (- — ).

Emergy (a.u.)




2.1 Distribuce naboje z HMO (Lowe 8-8)

Fig. 8-5 Hladiny energie a zndzornéni moleukovych orbitald ALLYLOVEHO SYSTEMU.
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Distribuce naboje v cyklopropenylu
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Figure 8-7 » The HMOs for the cyclopropenyl system: (a) ¢ = (1/+/ 3)(x14 x2+ x3); (b) o =
(1//2)(x1 — x2) (¢) (;}:2’ = (1/4/6)(x1 + x2 — 2x3). The nodal planes intersect the molecular plane

at the dashed lines.




