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Table S1. Overview of commonly reported definitions of the IF in MIPs. The table lists the
definition, experimental determination methods, and success criteria. In this study, IF values

based on binding capacity and dissociation constant were used.

Equation Experimental Methods Success Criteria
Biding capacity-based: Batch rebinding: incubate [F, > 1 : the higher the ratio, the
IF, = % MIP/NIP with known analyte stronger the contribution of specific
IF initial ~ concentration  C;, recognition sites relative to
(Ci— v . L
Q=" measure  analyte  free nonspecific  binding.  Values
concentration Cr at significantly greater than 2-3 are

equilibrium (using UV—Vis,
HPLC, etc.).

often interpreted as strong evidence
of imprinting efficiency.

Dissociation constant-based: Adsorption isotherm  [Fy, > 1: A lower Ky for the MIP
IF. = Kanip experiments are fitted t0 compared to the NIP indicates
Kqg = .
“ Kamip models (mostly Langmuir,) to  stronger binding (higher affinity).

Langmuir-type isotherm
fitting:
Q _ Qmax . Cf

Kq + G

extract K, describing the
affinity of the binding sites.
Lower K; means stronger

binding.

Ratios > 2 are typically considered

indicative of efficient imprinting.

*C; initial analyte concentration (mg/L), Cy free analyte concentration at equilibrium (mg/L), V' volume of
adsorption solution (L), m polymer mass (g), @ equilibrium adsorption capacity (mg/g), @mnq, maximum binding
capacity (mg/g), K,; dissociation constant (M), k" capacity factor, tp retention time, t, column void time.
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Selected features

Figure S1. The stability-enhanced MRMR assigned scores for the selected features used in the similarity-based prediction model.



