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Motivace: od jednoduchych modell k atomim (vodiku © )
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B ABFEH™ - 0.25(1a) (15 (2bF
0.2061 B*(2b)* - (1a)*(2B)Y")

12A (D)) ~ 0.61((Aa)* (1) - (1a)™
1B (D;) ~ 0.68((1a)*(15)" + (1 2b)
YA (Qy) ~ 1.00(1a)*(15)“(2b

Motivace: od atomu
vodiku k elektronové
strukture komplexnich
molekulovych systému
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Prednaska 2: Zaklady kvantové mechaniky (Atkins: Molecular
Quantum Mechanics, vétsi ¢ast kapitoly 1)

Formalni struktura, postulaty kvantové mechaniky, vinova funkce, operatory

Heisenberg - maticova formulace (stavovy vektor konstantni, operatory se
méni v ¢ase)

Schrédinger — , vinova“ formulace (funkce, diferencialni rovnice;
operatory konstantni, stavovy vektor)

Pozdéji bylo ukazano, zZe jde o dvé ekvivalentni formulace

Max Planck: ,Experiments are the only means of knowledge at our disposal.
The rest is poetry, imagination®
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Podrobneéjsi obsah prednasky 2

Pozorovatelné veliCiny v klasické a kvantové mechanice
Operatory

Vlastni funkce, vlastni hodnoty

Reprezentace

Komutacni relace

Konstrukce operatoru

Integraly (z vyrazu obsahujicich operatory)

Postulaty kvantové mechaniky

Casové zavisla a Gasové nezavisla Schrédingerova
rovnice

Hermitovske operatory

Diracova ,braket* notace
Vlastosti hermitovskych operatoru
Komplementarita veli€in

Princip neurcitosti



Paul Dirac: , The fundamental laws necessary for the
mathematical treatment of a large part of physics and the
whole of chemistry are thus completely known, and the
difficulty lies only in the fact that application of these laws
leads to equations that are too complex to be solved.*
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