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Note: All questions are compulsory. Marks are indicated against each question in square

brackets.

Q1.SMILES isa specification in the form of a line notation for descrlbmg the structure of
chemical species using short ASCII strings.How can you define dlfferent_types of bonds in
SMILES? [3}(CO-4)

Q2. Write down various valid SMILES strings for the giﬁén structure [3](CO-S)
CHg=CH.CHg-CH=CH-CHg-OH

3. According to QSAR, activity is the fiinctiféﬁ of miolecular property. Discuss some properties

utilised by Hanschfor developing QSAR models [3}((30 5)

Q4. How can you calculate LogP" What 1s 1ts 1mportance in QSAR? [3[(CO-4)

Q5. What will be the effect of electron w1thdraw1ng group on ¢ of a ring atcched to carboxylic
acid? [3)(CO-4) i '

Q6. Claculate the Tamrnoto coefﬁment of subset (A, B, C, D, E) and subset (I, H, G, F, E,
DB3ICO-6)

Q7. How can Vou caléulate the bioavailability of an oral drug? [2](CO-6)

Q8. Calculate the ﬁ}drophobic substituent constant for the given benzene substituents, What will
be the effect of benzene substituents on the hydrophobicity? [S](CO-5)

COMNHg4
Benzene Chlorobenzene Benzamide

(Log P =2.13) (Log P =284 (Log P =0.64)



Q9. Different schemes can be utilised for molecular structure representation in 2D and 3D.
Discuss some 2D schemes which can represent 3D structures. [5] (CO-4)

Q10. What are the rules for multiple ring structure representations in SMILES? Write down valid
SMILES string for the given structure.[5](CO-5)




