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Figure S1. FTIR spectra of (A) MBI, IIP-MBI-AA, NIP-MBI-AA, and NIP-AA; and (B) MBT, IIP-MBT-

AA, NIP-MBT-AA, and NIP-AA. 

Figure S2. Thermal gravimetric (blue) and differential thermal analysis (red) of IIP-MBI-AA, NIP-

MBI-AA, IIP-MBT-A, NIP-MBT-AA and NIP-AA. 
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Table S1. Comparative selected bond lengths (Å ) for MeHg+-MBI and MeHg+-MBT. 

material bond ś lengths 
theoretical 

values 

experimental 

values 

MeHg+-MBI 

Hg(20)-C(1) 2.232 - 

Hg(20)-S(2) 2.698 - 

S(2)-C(10) 1.739 - 

C(10)-NH(11) 1.375 - 

C(10)-N(9) 1.318 - 

MeHg+-MBT 

Hg(11)-C(12) 2.223 2.062 

Hg(11)-S(10) 2.717 2.369 

S(10)-C(8) 1.736 1.713 

C(8)-S(9) 1.784 1.782 

C(8)-N(7) 1.297 1.323 

The theoretical calculations were performed by DFT M062X and the experimental analysis for MeHg+-MBT was 

performed by single-crystal X-ray diffraction (Bravo et al. 1985). 

Table S2. Predicted binding energy of MeHg+-MBI and MeHg+-MBT with FMs. 

pre-polymerization ΔE with FM / kcal mol-1 ΔE with template MeHg+ / kcal mol-1 

MeHg+-MBI-2(AM) -15.4 -14.8

MeHg+-MBI-2(AA) -20.0 -13.3

MeHg+-MBI-2(MAA) -18.9 -12.7

MeHg+-MBI-1(4vp) -5.9 -13.4

MeHg+-MBI-1(1vim) -5.9 -14.2

MeHg+-MBI-2(2HM) -14.9 -10.4

MeHg+-MBT-1(AM) -5.4 -9.9

MeHg+-MBT-1(AA) -12.2 -11.0

MeHg+-MBT-(MAA) -12.1 -11.2

MeHg+-MBT-1(2HM) -9.8 -9.3

AM: acrylamide, AA: acrylic acid, MAA: methacrylic acid, 4vp: 4-vinylpyridine, 1vim: 1-vinylimidazole, 2HM: 

2-hydroxyethyl methacrylate
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Table S3. Selectivity parameters for the adsorption of Hg2+, Zn2+, Cd2+ and Pb2+ ions with respect to 

MeHg+. 

material ion Kd (MeHg+) Kd (ion) k I 

IIP-MBI-AA 

Hg2+ 

0.98 1.11 0.89 
2.5 

NIP-MBI-AA 0.35 1.01 0.35 

IIP-MBT-AA 4.38 5.07 0.86 
1.0 

NIP-MBT-AA 3.48 3.89 0.89 

IIP-MBI-AA 

Cd2+ 

0.74 0.04 19.8 
3.6 

NIP-MBI-AA 0.47 0.08 5.5 

IIP-MBT-AA 10.15 0.04 261 
1.1 

NIP-MBT-AA 7.5 0.03 230 

IIP-MBI-AA 

Pb2+ 

0.72 0.12 5.8 
1.2 

NIP-MBI-AA 0.50 0.10 5.0 

IIP-MBT-AA 7.85 0.03 288 
1.0 

NIP-MBT-AA 6.21 0.02 278 

IIP-MBI-AA 

Zn2+ 

0.76 0.02 35.2 
2.8 

NIP-MBI-AA 0.42 0.03 12.4 

IIP-MBT-AA 19.26 0.01 1510 
1.3 

NIP-MBT-AA 8.79 0.01 1164 
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