Rapid Prediction of Optical Absorption property for Tetrapyrrole-Based

Photodynamic and Photothermal Therapy Agents
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ABSTRACT INTRODUCTION

Photodynamic therapy (PDT) and photothermal FDA-Approved Tetrapyrrole Macrocycle Photosensitizers in the US.

Representative clinical examples relevant to photodynamic therapy
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therapy (PTT) are minimally invasive lightbased
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A curated dataset of 1,437 tetrapyrrole macrocycles,

including porphyrins, chlorins, and bacteriochlorins,

was used to develop a physicsguided machine RESU LTS
learning framework. For each molecule, density

functional theory calculated HOMO-1, HOMO, The physicsguided machine learning framework rational design of nextgeneration photosensitizers

LUMO, and LUMO+1 energies were collected based accurately predicted frontier orbital energies and and photothermal agents with improved absorption
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