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Answer any eight questions.
Each question carries a weightate of

(a) e*;(b) e™; (c) e ™™
2. Explain with exnmpl

is Ae~"/d%. Represent the function graphically. Explain.
n independent particle model\, B

o

10.
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12. Write Rogrigue’s formula. Use the formulate to find H(X) for v

= 4 in simple harmonic
oscillator.

,
§

)

13. Find the commutator{of I: and fJ 3

4

14. 1s wave function for H atom is Ae~"/%- Show that the maximum probability of finding the
electron is at r = dj. 3 ¥ ‘_3‘
15. State and prove G . at1on theorem. - Fagk w8 gt
16. Briefly discuss Fock’s modlﬁcatlon of Hartree‘self cgnswtent field method.
17. Compare semi empirical and abm‘fho methods of computational chemistry.
18. How do you classify basis sets 2 D1scuss o
- (6 x2=12)
Sectlon C % : : (
Answer any two questzons. '
Each question ‘carries a weightage of 5.
19. Discuss postulates of quantum mechamcs. 3 y 7
20. Apply Schrodmger wave equatmn for a sphencal rotor. F1nd eigen functlons and eigen
values i 4 e . &
21

Use'v vanatlon theorem to ﬁnd the ground state energy of partlcle in one dimensional box
with slanted bottom. F g

an

22. (a% Fmd the ground state energy of He by first order Perturbation method.
T,
(3} What are the general featuresa)’f a Gaussmn input file ?

Discuss.




