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Prednaska 3: Shrnuti a obrazky
(podrobnéjsi material: Atkins, Molecular Quantum Mechanics, kapitola 2)

» Obecné vlastnosti a kvalitativni uvahy reSeni Schrodingerovy rovnice
* Volna Castice

« Bariéra potencialni energie (kone¢na, nekoneéna) - tunelovani

« Castice v krabici (jednorozmérné, dvojrozmé&rné)

 Harmonicky oscilator
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Zakriveni vinové funkce
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Volna castice — dvé slozky vinoveé funkce
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Volna castice — dvé slozky vinoveé funkce
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Pravdépodobnost pruchodu pravouhlou bariérou
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* Eckartova bariéra potencialni energie
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Castice v krabici — prvnich 6 hladin energie a vinovych

funkci

Potential energy, V(x)
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Harmonicky oscilator — vinove funkce
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Spektra linearnich konjugovanych molekul

e Chem. Phys. 189 (1994) 335 (DOI: 10.1016/0301-0104(94)00243-6)

e J. Chem. Educ. 74 (1997) 1317 (DOI: 10.1021/ed074p1317)
H—(C=C),—H™, ptiprava vybojem v H-C=C—-C=C—H /He,
selekce kvadrupolovym filtrem, akumulace v Ne matrici pri 5K

o model 1D krabice, E,, = n?h? / (8md?), pocet elektrona N

o podle Pauliho principu je obsazeno [N /2] hladin, box ma délku d ~ NN,
dlouhovinny okraj spektra odpovida prechodu [ N/2]| + 1 « [N/2]
s vlnovou délkou A = 8med?/(h(2[N/2] + 1)) ~ N (pro velka N)
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Fig. 4. The wavelength maxima A of the 0y transitions from Fig. 2

Fig. 2. The A *T1 e X *I1 transitions of the linear polyyne cations: H-(C=C) —H™* with n = 3-8 The ahsorption specira were recorded aftera  and Flg 3 p]l}l[ed agﬂ‘i‘nst the number of carbon atoms & of the
miss selecied beam of ions wias deposited concomitantly with neon gas to form a § K matris. The location of the band origins is marked, and absmbing species.

the arrows indicate vibrational progressions of the ions in the excited electronic statg,
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