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In the Supplementary Information, we present the Molecular Electronic potential (MEP)
maps of selected PEG.drug complexes to provide a detailed understanding of their electronic
properties. Additionally, we include simulations of another conformer of bound system PEG-
drug 2. The optimized structure, relative energy, and drug surface coverage for these systems

are also provided.
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Figure S1: Visualization of Molecular Electronic Potential obtained from DFT calcula-
tions for PEG.drug complexes of HINA (a), HINB (b), MAYA (c), and CELB (d).
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Figure S2: Optimized structures of covalent bound PEG-drug 2 molecules obtained
from xTB calculations. The PEG fragments are presented in green color for a better
visualization.



Table S1: Relative energy (kJ/mol) of conformers for bound PEG-drug molecules ob-
tained from xTB calculations: the reference represents the most stable conformer, as
discussed in the main text.

Drug PEG-drug PEG-drug 2

HINA 0 139
HINB 0 95
MAYA 0 95
CELB 0 70
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Figure S3: Histograms of the fraction of drug surface covered by PEG molecule in bound
systems PEG-drug 2.
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