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ARTICLE INFO ABSTRACT

Despite their huge technological interest, practical application of MXene nanomaterials is somehow hampered by
their potential toxicity. In this regard, the present work showcases the design and implementation of a full in-
silico methodalogy for the toxicological analysis of nanoparticles (NPs) of two MXenes within a human cell

ety functional theory environment, employing cost.cffective computational approaches to achieve a preliminary hazard estimation in
Membrane permesbility the absence of experimental data. This study combines computational methodologies of very different nature,
from Density Functional Theory (DFT) calculations for a full quantum mechanics optimization of the system of
interest and thermodynamical approximations like the COSMO-RS methodology for the analysis of the behaviour
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PXOAS® GPHMRQV WDMKHU WDQ FROMGHUQ) VDIHW

HOYILRQP HQO SHURWP DQFH DQG  WWFKQIEDO | XQFWRQDOW
LQGHSHQGHQWD

YJUXWH (PSRZHIQJ 66E ' HAMRQVIRUO ; HCHV
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