Reseni 2D Schrodingerovy
rovnice Lanczosovou
diagonalizaci

Bc. Katerina Pivonkova, Tobias Polacek, Bc. Jan Slany
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e rotacné symetricky gaussovsky potencial s grupou symetrie O(2)

$2_|_ 2
V(z,y) = —Voexp (_T’f) ’

kde Vo =2eV a o =2nm

e potencial s grupou symetrie Cj, pripominajici molekulu benzenu

r — Rcos %) + (y — Rsin &F)?

6
(
V(IL’,y) =—-W E €Xp [_ ’ 202
n=1

s parametry Vo =2eV, 0 = 0.8nm, R = 2 nm.
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Matice H s rozméry N X N

1. Uvodnf ¢4st postupu

(a) vi je ndhodny normovany vektor délky N
(b) = Hv,

(¢) ag = W) vy

(d) w1 =w] —aivy

2. Iteracni ¢ast postupu, for j =2,..., m

(a) B = [w;—1
(b) vj =w;_1/B;
(c) WJ = HVJ
(d)
)

(e

Odj _WJ Vj

W, = Wj Q;Vy — ﬁj—lvj—l



Matice H s rozméry N X N
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