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B.Sc. General Examination 2022
(Under CBCS Pattern)

Semester - VI
Subject: CHEMISTRY

Paper : DSE - 1B / 2B / 3B - T

Full Marks : 40

Time : 2 Hours

Candiates are required to give their answer in their own
words as far as practicable.

The figures in the margin indicate full marks.

(Application of Computers in Chemistry)

Group - A

Answer any four from the following questions  : 5×4=20

1. Explain the logical operators of basic programming. 5

2. Compare the compiled vs. interpreted languages. 5

3. What are strings ? Give example. 5

4. Describe the logic of matrix multiplication. 5

5. How many types of operators are there ? Explain with example. 5

6. Describe the relative operators of basic programming. 5

Question Paper

VIDYASAGAR UNIVERSITY
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Group - B

Answer any two from the following questions  : 10×2=20

7. Describe Newton-Raphson Method that is used to find the roots of an equation. 10

8. Find a real root of the equation x3 – x2 – 2 = 0 by Regula-Falsi method. 10

9. By Lagrange’s interpolation formula, find the form of the function given by :

 
: 0 1 2 3 4

: 3 6 11 18 27

x

f x 10

10. Calculate an approximate value of 2

0
sin x dx



  by Trapezoidal rule. 10

îDy˜%îy”

Group - A

öë ö„þy˜ ‰þyîû!Ýþþ ²ÌöìÙÀîû vþz_îû ”yç é 5×4=20

1Ð öî!¢„þ ö²Ìy@ùÌy!›‚ ~îû öëï!_«„þ xþ™yöìîûÝþîû=!œ îÄy…Äy „þöìîûyÐ 5

2Ð „þÁ™y£zœvþ î˜y› £zrÝþyîûöì²ÌöìÝþvþ ¦þy¡ìyîû “%þœ˜y „þöìîûyÐ 5

3Ð !ßþTÉ‚ !„þÚ vþz”y£îû’ ”yçÐ 5

4Ð ›Äy!ÝþÆ: =’ þ™kþ!“þ ë%!_«¢£ î’Å̃ y „þöìîûyÐ 5

5Ð „þ“þ •îûöì̃ îû xþ™yöìîûÝþîû xyöìŠéÚ vþz”y£îû’¢£ îÄy…Äy „þöìîûyÐ 5

6Ð öî!¢„þ ö²Ìy@ùÌy!›‚ ~îû !îûöìœ!Ýþ¦þ xþ™yöìîûÝþîû=!œîû ¢Á™öì„Åþ î’Å̃ y „þöìîûyÐ 5

Group - B

öë ö„þy˜ ”%!Ýþþ ²ÌöìÙÀîû vþz_îû ”yç  10×2=20

7Ð Newton-Raphson þ™kþ!“þ î’Å̃ y „þöìîûy ëy ~„þ!Ýþ ¢›#„þîûöì’îû ›)œ …¤%öì‹ öîîû „þîûöì“þ îÄî£*“þ £ëûÐ10

8Ð öîû=œyéôéšþyœ!¢ þ™kþ!“þöì“þ x3 – x2 – 2 = 0 ¢›#„þîûöì’îû ~„þ!Ýþ îyhßþî ›)œ=!œ ö…¤y‹Ð 10

9Ð Lagrange £zrÝþyîûöìþ™yöìœŸ˜ ~îû ¢)e myîûy– ²Ì”_ šþy‚Ÿöì̃ îû šþ›Å!Ýþ ö…¤y‹ 

 
: 0 1 2 3 4

: 3 6 11 18 27

x

f x

10Ð Trapezoidal !˜ëû› myîûy 2

0
sin x dx



  ~îû xy %̃›y!˜„þ ›y˜ †’˜y „þöìîûyÐ 10

——————



(  3  )

Or,

(Green Chemistry)

Group - A

A. Answer any four from the following questions  : 5×4=20

1. What are the roles of ‘Phase transfer catalyst’ in Green Chemistry ?

2. Write the merits and demerits of Microwave assisted reactions.

3. Write the use of supercritical CO2 as a green solvent.

4. (a) Define atom economy.

(b) Write the four ‘R’ in Green Chemistry.

(c) Write the best solvent in Green Chemistry. 2+2+1

5. (a) What are ‘Ionic liqids’ ?

(b) How ‘Carbaryl’ is prepared after ‘Bhopal Gas tragedy ?

(c) Why solvent free method is environmental friendly ? 2+2+1=5

6. What is Right-Fit pigment ? Why these are called environment friendly ?

B. Answer any two : 10×2=20

1. (a) Write the significance of ‘Catalyst’ in green chemistry.

(b) Write an example of bio-catalyst.

(c) Write the use of ultrasound in Green Chemistry.

(d) Write the reagent used in methylation of active methylene group in Green Chemistry.
Give an example. 3+1+3+3=10

2. Discuss any four principles of Green Chemistry. 10

3. (a) What do you mean by Cradle to Cradle Carpeting ?

(b) Write the significance of inter esterification reaction for enhancement of quality of fat
or oil.

(c) Give an example of green method of oxidation of alcohol.

(d) Write the name and symbol of two heavy and toxic metals. 3+3+2+2=10
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4. What is the Conventional method for adipic acid preparation ? Why this method is not
environment friendly ? Write an alternative green method of this. 4+2+4=10

îDy˜%îy”

A. Answer any four : 5×4=20

1Ð @ùÌ#˜ þ™kþ!“þöì“þ ”Ÿy ßþiy˜yhsþ„þyîû# x %̃‡Ýþ„þ (Phase transfer catalyst) ~îû „þy‹ „þ#Ú

2Ð ›y£zöìe«yçöìëû¦þ xÄy!¢¢öìÝþvþ (Microwave - Assisted) !î!e«ëûyîû ¢%!î•y ç x¢%!î•y=!œ !„þ !„þÚ

3Ð @ùÌ#˜ oyî„þ !£¢yöìî ¢%þ™yîû !e«!Ýþ„þÄyœ CO2 ~îû îÄî£yîû vþzöìÍÔ… „þîûÐ

4Ð (a) xÄyÝþ› £zöì„þy˜!› (Atom economy) ~îû ¢‚Kþy ”yçÐ

(b) @ùÌ#˜ ö„þ!›!ßþTÉîû ‰þyîû!Ýþ ‘R’ !„þ !„þÚ

(c) @ùÌ#˜ þ™kþ!“þöì“þ îÄî£*“þ ¢îÅ_› oyî„þ !„þÚ 2+2+1

5Ð (a) xyëû̃ #ëû “þîûœ „þyöì„þ îöìœÚ

(b) ö¦þyþ™yœ †Äy¢ ”)‡ÅÝþ˜yîû þ™îû ‘Carbaryl’ !„þ¦þyöìî ÷“þ!îû „þîûy £ëûÚ

(c) oyî„þ£#˜ þ™kþ!“þ ö„þ˜ þ™!îûöìîŸ îyõþîÚ

6Ð îûy£zÝþ!šþÝþ !þ™†öì›rÝþ „þyöì„þ îöìœÚ ö„þ˜ ~öì”îûöì„þ þ™!îûöìîŸ îyõþî îœy £ëûÚ

B. Answer any two : 10×2=20

1Ð (a) @ùÌ#˜ ö„þ!›!ßþTÉöì“þ x %̃‡Ýþ„þ !„þ¦þyöìî =îû&cþ™)’ÅÚ

(b) ~„þ!Ýþ ÷‹î x˜%‡Ýþöì„þîû vþz”y£îû’ ”yçÐ

(c) @ùÌ#˜ ö„þ!›!ßþTÉöì“þ xyœÝþÆyéôé¢yvþzöì[þîû îÄî£yîû öœ…Ð

(d) ¢!e«ëû !›!í!œ˜ öëïöì†îû !›íy£zöìœŸ˜ ~ ö„þy˜ @ùÌ#˜ !î„þyîû„þ îÄî£yîû „þîûy £ëûÐ vþz”y£îû’¢£
öœ…Ð 3+1+3+3=10

2Ð @ùÌ#˜ ö„þ!›!ßþTÉîû öëöì„þyöì̃ y ‰þyîû!Ýþ ˜#!“þ îÄy…Äy „þîûÐ 10

3Ð (a) Cradle to Cradle ˜„þŸy „þyöì„þ îöìœÚ

(b) šþÄyÝþ îy ö“þöìœîû =’†“þ ›y˜ î,!kþöì“þ £zrÝþyîû ~ÞÝþy!îû!šþöì„þŸ˜ ~îû ¦)þ!›„þy !„þÚ

(c) @ùÌ#˜ þ™kþ!“þöì“þ xÄyœöì„þy£öìœîû ‹yîûöì’îû ~„þ!Ýþ vþz”y£îû’ ”yçÐ

(d) öëöì„þyöì̃ y ”%!Ýþ !î¡ìy_« ¦þyîû# •y“%þîû ˜y› ç ¢‚öì„þ“þ öœ…Ð 3+3+2+2=10

4Ð xÄy!vþ!þ™„þ xÄy!¢vþ ÷“þ!îûîû ²Ì‰þ!œ“þ þ™kþ!“þ !„þÚ ~£z þ™kþ!“þ þ™!îûöìîŸ îyõþî ˜y ö„þ˜Ú ~îû þ™!îûîöì“Åþ
~„þ!Ýþ þ™!îûöìîŸ îyõþî þ™kþ!“þ öœ…Ð 4+2+4=10

——————
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Or,

(Industrial Chemicals and Environment)

Group - A

A. Answer any four from the following questions  : 5×4=20

1. Describe Kroll process for the extraction of titanium metal. 5

2. (a) What is biochemical oxygen demand ?

(b) How fertilizers pollute the water sources ? 2+3=5

3. (a) What is ecosystem ? Write the name of four greenhouse gases.

(b) What are the differences between ferrous and non-ferrous metals ? (1+2)+2=5

4. (a) What is the average composition of air ?

(b) What kind of plant safety should be maintained for the production of Industrial gases ?
3+2=5

5. Discuss Merck’s method for the production of hydrogen peroxide. 5

6. What are the hazards in handling of the following industrial chemicals :

(a) Hydrogen chloride

(b) Caustic soda (2.5×2)=5

Group - B

B. Answer any two questions  : 10×2=20

7. (a) What are the uses of the following industrial gases :

(i) Nitrogen, (ii) Argon, (iii) Hydrogen

(b) What are the advantages and disadvantages of biocatalysts ? (2×3)+4=10

8. (a) What is ozone layer depletion ? Write the effects of ozone layer depletion.

(b) Which metal is purified by Mond’s process and how ? (3+2)+(1+4)=10

9. (a) Briefly discuss the manufacturing process of acetylene gas.

(b) How oxides of nitrogen act as air pollutants ? 7+3=10
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10. Write short notes on (any two) : 5×2=10

(a) Bleaching powder

(b) Photochemical smog

(c) Carbon Cycle

îDy˜%îy”

!î¦þy† éôé „þ

öë ö„þy˜ ‰þyîû!Ýþþ ²ÌöìÙÀîû vþz_îû öœöì…y é 5×4=20

1Ð Ýþy£zöìÝþ!˜ëûy› •y“%þ !˜ÜñyŸöì̃ îû ‘Kroll’ þ™kþ!“þ!Ýþ î’Å˜y „þöìîûyÐ 5

2Ð S„þV îyöìëûyöì„þ!›„þÄyœ x!:öì‹˜ ‰þy!£”y îœöì“þ !„þ öîyGþÚ

S…V ¢yîû !„þ¦þyöìî ‹öìœîû vþzê¢=!œöì„þ ”)!¡ì“þ „þöìîûÚ 2+3=5

3Ð S„þV îylßþ“þsþf îœöì“þ !„þ öîyGþÚ ‰þyîû!Ýþ @ùÌ#˜ £yvþz¢ †Äyöì¢îû ˜y› öœöì…yÐ

S…V öœï£‡!Ýþ“þ ~î‚ xöìœï£‡!Ýþ“þ •y“%þîû ›öì•Ä þ™yíÅ„þÄ öœöì…yÐ S1+2V+2=5

4Ð S„þV îyëû%îû †vþü vþzþ™y”y˜ öœöì…yÐ

S…V !ŸÒ †Äy¢ ²Ìlßþ!“þîû ‹˜Ä „þyîû…y˜yöì“þ !„þ •îûöì̃ îû ¢yî•y˜“þy xîœÁº̃  „þîûy ²Ìöìëûy‹˜ éôéééôéôé öœöì…yÐ
3+2=5

5Ð £y£zöìvÈþyöì‹˜ þ™yîû:y£zvþ ²Ìlßþ!“þîû ‘Merck’s’ þ™kþ!“þ!Ýþ î’Å˜y „þöìîûyÐ 5

6Ð !˜Á¬!œ!…“þ !ŸÒ îûy¢yëû!˜„þ=!œîû îÄî£yöìîûîû ¢›ëû !„þ •îûöì̃ îû !îþ™” £öì“þ þ™yöìîû öœöì…y 

S„þV £y£zöìvÈþyöì‹˜ ö„Ïþyîûy£zvþ

S…V „þ!ÞÝþ„þ ö¢yvþy 2.5×2=5

!î¦þy† éôé …

öë ö„þy˜ ”%!Ýþþ ²ÌöìÙÀîû vþz_îû öœöì…y é 10×2=20

7Ð S„þV !˜Á¬!œ!…“þ !ŸÒ †Äy¢=!œîû îÄî£yîû öœöì…y 

˜y£zöìÝþÆyöì‹˜– xy†Å̃ – £y£zöìvÈþyöì‹˜

S…V ÷‹î x %̃‡Ýþöì„þîû ¢%!î•y ~î‚ x¢%!î•y=!œ !„þ !„þÚ S2×3V+4=10

8Ð S„þV çöì‹y˜ hßþöìîûîû £Éy¢ îœöì“þ !„þ öîyGþÚ çöì‹y˜ hßþîû £Éyöì¢îû ²Ì¦þyî !„þÚ
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S…V ö„þy˜ä •y“%þöì„þ öŸy•˜ „þîûy £ëû Mond’s þ™kþ!“þöì“þ ~î‚ !„þ¦þyöìîÚ S3+2V+S1+4V=10

9Ð S„þV xÄy!¢!Ýþ!œ˜ †Äyöì¢îû vþzêþ™y”˜ þ™kþ!“þ î’Å̃ y „þöìîûyÐ

S…V ˜y£zöìÝþÆyöì‹öì̃ îû x:y£zvþ=!œ !„þ¦þyöìî îyëû%”)¡ì’„þyîû# †Äy¢ !£¢yöìî „þy‹ „þöìîû öœöì…yÐ

7+3=10

10Ð ¢‚!Çþ® !îîîû’ öœöì…y éSöëöì„þyöì̃ y ”%!ÝþV  5×2=10

S„þV !îÏ!‰þ‚ þ™yvþzvþyîû

S…V xyöìœy„þ îûy¢yëû!˜„þ ö•¤yëûyŸy

S†V „þyîÅ̃  ‰þe«

—————
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Or,

(Quantum Chemistry, Spectroscopy & Photo Chemistry)

Group - A

Answer any four questions : 5×4=20

1. (a) Are the operators 
2

2

d

dx
 and  linear ? 3

(b) Write down the wave function of second quantum state for a quantum particle enclosed
in a one dimensional box 0 < x < a. 2

2. (a) Explain with reason why  0,xe x  is acceptable but  xe ,    is not acceptable

wave function. 3

(b) Explain degeneracy in energy level for two dimensional particle in a box. 2

3. (a) A quantum Harmonic Oscillator has mass 3 × 10–27 gm. If its mass becomes double
will it execute Simple Harmonic motion? How will its frequency be changed ? 3

(b) What is the ground state energy of rigid diatomic rotor ? Explain the terms. 2

4. (a) Why is methanol a good solvent for UV spectroscopy but not for IR spectroscopy ?
2

(b) Describe the effect of nuclear spin in Raman effect. 3

5. (a) Between CO and H2 which diatomic molecule is Raman active and why ? 2½

(b) Diatomic molecules such as CO, HF will show rotational spectrum whereas N2, O2
do not, why ? 2½

6. (a) What are the limitations of Lambert-Beer’s Law ? 3

(b) The quantum yield of a reaction may be 100. — Justify or criticise. 2

Group - B

Answer any two questions  : 10×2=20

7. (a) A particle of mass 2.0 × 10–26 g is in a one-dimensional box of length 4.00 nm. Find
the frequency and wave length of the photon emitted when this particle goes from the
n = 3 to the n = 2 level. 3

(b) Zero point energy (ZPE) of a linear harmonic oscillator does not violate the Heisenberg
Uncertainty principle — Explain. 3

(c) What do you mean by most probable distances of electron from nucleus ? 2
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(d) Draw the radial distribution function of 3d orbital. 2

8. (a) Prove that position and momentum operators do not commute. 3

(b) Why can the Schrodinger equation not be solved exactly for atoms in which more than
one electron is present ? What is the possible way out from this problem ? 3

(c) Explain pictorically bonding and antibonding orbitals of 2H . 2+2

9. (a) Explain dissociation and pre dissociation level of diatom with the help of Jablonski
diagram. 3

(b) Out line the effect of isotopic substitution on the rotational spectra of molecules. 2

(c) How will you show using Infra red spectrum of O-Hydroxy benzaldehyde, the presence
of intramolecular hydrogen bonding in the molecule ? 3

(d) Why water is not used as a solvent in IR spectroscopy ? 2

10. (a) What is basic difference between NMR and ESR spectroscopy ? 2½

(b) At 462 nm a blue filter transmits 71% of the light and a yellow filter transmits 40.9%
of the light. What is the transmittance at the same wave length of two filters in
combination ? 2½

(c) Explain with example photosensitised reaction. 2½

(d) Illustrate photostationary states in dimerisation of anthracene. 2½

îDy˜%îy”

!î¦þy† éôé „þ

öë ö„þy˜ ‰þyîû!Ýþþ ²ÌöìÙÀîû vþz_îû öœöì…y é 5×4=20

1Ð S„þV
2

2

d

dx
 ~î‚  xþ™yöìîûÝþîû=!œ !„þ ÷îû!…„þÚ 3

S…V ~„þ!Ýþ ö„þyëûyrÝþy› îlßþ öë ~„þ›y!e„þ îyöì: (0 < x < a) xyîkþ– “þyîû !m“þ#ëû ö„þyëûyrÝþy› hßþöìîûîû
çöìëû¦þ šþy‚Ÿ˜ !œ…Ð 2

2Ð S„þV „þyîû’ ö”…yç éééôôôé  0,xe x  @ùÌ£’öìëy†Ä çöìëû¦þ šþy‚Ÿ˜– !„þlsþ  ,xe    @ùÌ£’öìëy†Ä ˜ëûÐ
3

S…V !m›y!e„þ òþ™y!ÝÅþöì„þœ £z̃  ~ î:ó ~îû öÇþöìe Ÿ!_«îû ò!vþöì‹ì̃ yöìîû!¢ó îœöì“þ !„þ öîyGþÚ 2
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3Ð S„þV ~„þ!Ýþ ¢îûœ ö”yœ†!“þ ¢Á™§¬ ö„þyëûyrÝþy› îlßþîû ¦þîû 3 × 10–27 gm ë!” vþz£yîû ¦þîû !m=’
„þîûy £ëû– “þöìî vþz£yîû „þÁ™yöìBþîû !„þ þ™!îûî“Åþ˜ £öìîÚ 3

S…V !mþ™yîû›y’%„þ !îû!‹vþ öîûyÝþöìîûîû ¢îÅ!˜Á¬ Ÿ!_« ›yey !„þÚ 2

4Ð S„þV !›íyöì̃ œ UV î’Åyœ#îû ‹˜Ä …%î ¦þyöìœy oyî„þ– !„þlsþ IR î’Åyœ#îû ‹˜Ä ˜ëû éôé ö„þ˜Ú 2

S…V òîû›’ ²Ì¦þyöìîó !˜vþz!„Ïþëû ‡)’Åöì̃ îû ²Ì¦þyî !„þÚ îÄy…Äy „þîûÐ 3

5Ð S„þV CO ~î‚ H2 îû ›öì•Ä ö„þy˜ x’%!Ýþ îû›’ ²Ì¦þyî ö”…yöìî ~î‚ ö„þ˜Ú 2½

S…V !mþ™yîû›y’%„þ x’%=!œîû ›öì•Ä CO, HF ‡)’Å̃  î’Åyœ# ö”…yëû– !„þlsþ N2, O2 ö”…yëû ˜y éôé ö„þ˜Ú
2½

6Ð S„þV öœ›îyÝÅþéôöîëûyîû ¢)öìeîû ¢#›yîkþ“þy=!œ !„þ !„þ Ú 3

S…V ~„þ!Ýþ !î!e«ëûyîû òö„þyëûyrÝþy› £zÓþó 100 £öì“þ þ™yöìîû éôé ßþºþ™öìÇþ xíîy !îþ™öìÇþ ë%!_« ”yçÐ 2

!î¦þy† éôé …

öë ö„þy˜ ”%!Ýþþ ²ÌöìÙÀîû vþz_îû öœöì…y é 10×2=20

7Ð S„þV ~„þ!Ýþ 2.0 × 10–26 g ç‹öì̃ îû îlßþ ~„þ!Ýþ 4.00 nm ÷”öì‡ÅÄîû ~„þ ›y!e„þ îyöì: xyîkþ xyöìŠéÐ
~£z îlßþ!Ýþ ë…˜ n = 3 öíöì„þ n = 2 hßþöìîû ëyöìî– “þ…˜ ú îlßþ öíöì„þ „þ“þ „þÁ™yBþ ç “þîûD
÷”öì‡ÅÄîû öšþyÝþ˜ !˜†Å“þ £öìîÚ 3

S…V îÄy…Äy „þîû éôôôôé ò!‹öìîûy þ™öìëûrÝþ Ÿ!_«ó £y£zöì‹˜îyöì†Åîû òx!˜Øþëû“þy ˜#!“þó vþzÍÔA‡˜ „þöìîû ˜yÐ 3

S†V !˜vþz!„Ïþëûy¢ öíöì„þ £zöìœ„þÝþÆöì̃ îû …%î ¢½þî“þ ”)îûc îœöì“þ !„þ öîyGþÚ 2

S‡V 3d „þÇþöì„þîû òöîû!vþëûyœ !vþ¢!ÝþÆ!îvþzŸ˜ šþy‚Ÿ˜ó xBþ˜ „þîûÐ 2

8Ð S„þV ²Ì›y’ „þîû éôéôôôé xîßþiy˜ ç ¦þîûöìî† xþ™yöìîûÝþîû „þ!›vþzÝþ „þöìîû ˜yÐ 3

S…V ~öì„þîû öîŸ# £zöìœ„þÝþÆ̃ ë%_« þ™îû›y’%öì“þ ö„þ˜ ö×y!vþDyöìîûîû ¢›#„þîû’ ¢!àþ„þ¦þyöìî ¢›y•y˜ „þîûy ëyëû
˜yÚ ~£z ¢›¢Äy ¢›y•yöì̃ îû ¢½þyîÄ þ™í !„þÚ 3

S†V 2H  îû öÇþöìe î!uþ‚ ç xÄy!rÝþ î!uþ‚ „þÇþ„þ=!œîû Šé!î !”öìëû îÄy…Äy „þîûÐ 2+2

9Ð S„þV !m þ™îû›y’% x’%îû öÇþöìe îõþ˜# ¦þyDy ç ¦þyDyîû xyöì†îû xîßþiy ö‹îœ!: !‰þöìeîû ¢y£yöìëÄ îÄy…Äy
„þîûÐ 3

S…V ‡)’Å̃  î’Åyœ#îû öÇþöìe x’%îû ›öì•Ä xy£zöì¢yöìÝþyþ™ ²Ì!“þßþiyþ™öì̃ îû ²Ì¦þyî xyöìœy‰þ˜y „þîûÐ 2

S†V xîöìœy!£“þ (IR) î’Åyœ#îû ¢y£yöìëÄ “%þ!› !„þ¦þyöìî ö”…yöìî öë xöìíÅy£y£zöìvÈþy!: öîOyœ!vþ£y£zöìvþîû
›öì•Ä xyhsþƒ xy’!î„þ îõþ˜# î“Åþ›y˜Ú 3
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S‡V ‹œ ö„þ˜ xîöìœy!£“þ î’Åyœ# !˜’Åëû ëöìsþf îÄî£*“þ £ëû ˜yÚ 2

10Ð S„þV NMR ~î‚ ESR î’Åyœ#îû ›öì•Ä ›)œ þ™yíÅ„þÄ !„þÚ 2½

S…V 462 nm ~îû ~„þ!Ýþ ˜#œ !šþÎÝþyîû 71% xyöìœy !î!„þîû’ „þöìîû ~î‚ ~„þ!Ýþ £œ%” !šþÎÝþyîû 40.9%
xyöìœy þ™yàþyëûÐ ”%!Ýþ !šþÎÝþyîûöì„þ ~„þ¢yöìí ‹%öìvþü !”öìœ ~„þ£z “þîûD ÷”öì‡ÅÄ „þ“þ xyöìœy þ™yàþyöìîÚ

2½

S†V vþz”y£îû’¢£ xyöìœy„þ ¢‚öìî”˜Ÿ#œ !î!e«ëûy ¢Á™öì„Åþ îœÐ 2½

S‡V ~˜íÊy!¢öì̃ îû vþy£z›yîûy£zöì‹Ÿ˜ !î!e«ëûyîû òšþöìÝþy öÞÝþŸ˜y!îû xîßþiyó îœöì“þ !„þ öîyGþÚ 2½

____________
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Or,

(Molecular Modeling and Drug Design)

Group - A

Answer any four questions : 5×4=20

1. Match the sequences

(a) Z-matrix (i) Molecular representation

(b) Global minimum (ii) Molecular surface

(c) CPK (iii) Amino acids

(d) vad der Waals radii (iv) Internal coordinates

(e) Protein (v) Computer software

(f) MM2 program (vi) Potential energy surface

2. Construct the Z-matrix for ethylene molecule. 5

3. (a) Name two secondary structural elements of protein.

(b) Why sequence alignment algorithm is used in molecular modeling?

(c) Cite an alternative of sequence alignment algorithm. 2+2+1

4. Briefly discuss DOCK program for drug designing. Mention its limitations. 5

5. (a) Depict TIP3P and TIP5P water models.

(b) What are the advantages of TIP5P model over TIP3P model? 3+2

6. (a) Find the distance (rmin) between two atoms at which Lennard-Jones potential is
minimum.

(b) Express Lennard-Jones potential in term of this distance. 3+2

Group - B

Answer any two questions : 10×2=20

7. (a) What are the components of intramolecular interaction potential of a macromolecule ?

(b) How electrostatic interaction is accounted in molecular dynamics simulation ?

(c) Electrostatic interaction is long-ranged, whereas van der Waals interaction is short-ranged
— Explain.



(  13  )

(d) What is improper torsion angle ? 3+3+2+2

8. (a) What is saddle point in potential energy surface ?

(b) Energy-minimized structure is not always the most stable structure — Explain.

(c) Discuss conjugate-gradient energy minimization method. 2+3+5

9. Write a simple code for the Monte Carlo simulation of a system containing four Ar atoms.
10

10. (a) Write Newton’s equation of motion for simple atomic system.

(b) How the equation is solved by velocity Verlet algorithm ?

(c) How the temperature is defined in molecular dynamic simulations ?

(d) Give names of the methods used to maintain constant temperature and constant pressure
in simulations. 2+4+2+2

îDy˜%îy”

!î¦þy† éôé „þ

öë ö„þy˜ ‰þyîû!Ýþþ ²ÌöìÙÀîû vþz_îû öœöì…y é 5×4=20

1Ð vþy˜!”öì„þîû ¢öìD îy›!”„þ ö›œyçÐ

(a) Z-matrix (i) Molecular representation

(b) Global minimum (ii) Molecular surface

(c) CPK (iii) Amino acids

(d) vad der Waals radii (iv) Internal coordinates

(e) Protein (v) Computer software

(f) MM2 program (vi) Potential energy surface 5

2Ð £z!í!œ˜ä x’%îû ‹˜Ä Z-matrix ÷“þîû# „þîûÐ 5

3Ð S„þV ö²Ìy!Ýþöì̃ îû !m“þ#ëû e«öì›îû ”%!Ýþ †àþ˜†“þ vþzþ™y”yöì̃ îû ˜y› öœ…Ð

S…V éMolecular modeling ôé~ sequence alignment ö„þ˜ îÄî£yîû „þîûy £ëûÚ

S†V Sequence alignment ~îû ~„þ!Ýþ !î„þÒ þ™kþ!“þ vþzöìÍÔ… „þîûÐ 2+2+1
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4Ð Dock program ¢Á™öì„Åþ ¢‚öìÇþöìþ™ öœ…Ð ~îû ¢#›yîkþ“þy vþzöìÍÔ… „þîûÐ 5

5Ð S„þV ‹öìœîû TIP3P ç TIP5P model ~îû !‰þe xBþ˜ „þîûÐ

S…V TIP3P ~îû “%þœ˜yëû TIP5P ~îû ¢%!î•y „þ#Ú 3+2

6Ð S„þV ”%!Ýþ þ™îû›y’%îû ›öì•Ä öë ”)îûöìcîû ‹˜Ä Lennard-Jones potential )̃Ä˜“þ›– ö¢£z ”)îûc !˜’Åëû „þîûÐ

S…V ö¢£z ”)îûöìcîû ¢y£yöìëÄ Lennard-Jones ¢›#„þîû’!Ýþ öœ…Ð 3+2

!î¦þy† éôé …

öë ö„þy˜ ”%!Ýþþ ²ÌöìÙÀîû vþz_îû öœöì…y é 10×2=20

7Ð S„þV î,£”éôéx’%îû intramolecular interaction potential ~îû vþzþ™y”y˜=!œ öœ…Ð

S…V Molecular dynamics simulation ~ „þ#¦þyöìî electrostatic interaction ²Ìöìëûy† „þîûy £ëûÚ

S†V van der Waals interaction £œ ßþºÒéôéþ™!îû¢öìîûîû !„þlsþ electrostatic interaction ”#‡Åéôéþ™!îû¢öìîûîû
éôééôééôé îÄy…Äy „þîûÐ

S‡V Improper torsion ö„þy ä̃ !„þÚ 3+3+2+2

8Ð S„þV Potential energy surface ~ saddle point „þ#Ú

S…V Energy-minimized †àþ˜ ¢îÅ”y x!•„þ ¢%!ßþi“þ †àþ˜ ˜ëû éôééôé îÄy…Äy „þîûÐ

S†V Conjugate-gradient energy minimization method !Ýþ xyöìœy‰þ ỹ „þîûÐ 2+3+5

9Ð ‰þyîû!Ýþ argon þ™îû›y’% xyöìŠé ~›˜ ~„þ!Ýþ system ~îû ‹˜Ä Monte Carlo simulation ~îû ö„þyväþ öœ…Ð
10

10Ð S„þV ¢îûœ þ™yîû›y’!î„þ system ~îû ‹˜Ä Newton ~îû †!“þ!î”Äyîû ¢›#„þîû’ öœ…Ð

S…V ~£z ¢›#„þîû’!Ýþ velocity Verlet algorithm ~îû ¢y£yöìëÄ „þ#¦þyöìî ¢›y•y˜ „þîûy £ëûÚ

S†V Molecular dynamic simulations ~ vþz¡Œ“þy „þ#¦þyöìî ¢‚Kþy!ëû“þ „þîûy £ëûÚ

S‡V !ßþiîû vþz¡Œ“þy ç ‰þyþ™ î‹yëû îûy…yîû ‹˜Ä simulations ~ öë þ™kþ!“þ=!œ îÄî£yîû „þîûy £ëû ö¢=!œîû
˜y› öœ…Ð 2+4+2+2

_____________


