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Figure S 1. FT-IR of ciprofloxacin (CIP), unleached and leached imprinted polymer 

 

Figure S 2. Molecular structure of CIP and its ionic forms as a function of pH, calculated with 
pKa1 = 5.90 and pKa2 = 8.89 
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Figure S 4. Chromatograms of real river warter samples and extraction of spiked 

samples at diffrente concentrations 

Figure S 3. Influence of mass of polymer (A) and elution solvent (B) on CIP extraction recovery 
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Figure S 5. Reported chromatogram of 0.001 ppm CIP standrad solution 
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Figure S 6. Reported chromatogram of 0.01 ppm CIP standrad solution 
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Table S 1. Pseudo-first-order and pseudo-second-order parameters for CIP adsorption 

on polymers MIP4 and NIP4 

 

Polymer Lagergren first-order  Pseudo second-order  Interparticle mass 

transfer diffusion 

qe 

(mg g-1) 

k1 

(min-1) 

R2  qe 

(mg g-1) 

k2 

(mg g-1 min-1) 

R2  kid 

(mg g-1 min-1) 

R2 

MIP4 5.1103 0.0988 0.9740  5.4371 0.0361 0.9926  0.1425 0.9710 

NIP4 4.3379 0.0629 0.9312  4.8370 0.0183 0.9391  0.2610 0.9344 
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Table S 2 : Interaction configurations of methacrylic acid (MAA) with CIP molecule 

Interaction energies !!"# 

(kJ/mol) 

-72.12 -36.24 -19.30 

Configurations I- Double hydrogen bonds 

between carboxylic groups 

 

II- Hydrogen bond 

between H atom of MAA 

carboxylic group and 

carbonyl group of CIP 

 

III- Hydrogen bond 

between H atom of MAA 

carboxylic group and 

fluorine atom of CIP 
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-55.55 -25.98 

IV- Hydrogen bond between H of 

MAA carboxylic group and one 

nitrogen atom of CIP 

 

V-  flat interaction between MAA 

and CIP 
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Table S 3 : Interaction configurations of 2-vinylpyridine (2-VP) with CIP molecule 

Interaction energies !!"# 

(kJ/mol) 

-48.96 -53.43 -19.58 

 

Configurations 

I- Hydrogen bond 

between H atom of 

carboxylic group and 

nitrogen atom of 2-VP 

 

II- Pi-pi stacking 

between benzyl 

groups of CIP 

and 2-VP 

 

III- Hydrogen bond between H 

atom of ethylene group of 2-

VP and oxygen atoms of CIP 
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-8.46 -33.30 

 

IV- Hydrogen bond between H atom of 

ethylene group of 2-VP and nitrogen 

atom of CIP 

 

V- Hydrogen bond between N atom 

of 2-VP and h atom bonded to 

nitrogen atom in CIP 
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Table S 4 : Monomer-monomer interactions  

 

 

 

 

 

 

 

 

 

 

 

 

 

Interaction energies 

!!"# (kJ/mol) 

-50.88 -6.00 -17.30 

 

Configurations 

I- H bond between 

2VP nitrogen atom 

and H of MAA 

carboxylic group 

 

II- H bond between H 

atom of ethylene of 

2VP  atom and O 

atom of MAA 

carboxylic group 

 

III- Flat interaction 

between MAA 

and 2VP 
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                                Table S 5 : Monomers arrangement in MIP and NIP polymers 

 

 

 

 

 

 

 

 

 

 

 

 

  

I. MIP II. NIP 

  

III. CIP-MIP IV. CIP-NIP 


