Unveiling the photosensitivity mechanisms of UVB filter PABA
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p-aminobenzoic acid or PABA is a controversial UV filter: DNA binding
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PABA-DNA non-covalent binding

1. Sampling of DNA binding sites through conventional MD

2. Intercalation binding profile through Umbrella Sampling
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PABA gets spontaneously intercalated in the DNA strand. Universidad Autgnoma

PABA favours population of charge-transfer states in the DNA PABA potentially induces @ g:lfi‘féﬂ%é
photodamage in the DNA

PABA deactivation routes lead to a long-lived triplet state
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