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1. Research aim

Develop a multireference excited-state benchmark dataset for organic semiconductors and screen for inverted singlet-triplet gaps (INVEST), thermally activated delayed fluorescence (TADF) and anti-Kasha
candidates.

2. Why is it important?

Organic Semiconductors

Excited States

 Excited states control key optoelectronic applications.

d Organic semiconductors offer a sustainable alternative to traditional, inorganic semiconductors  In OLEDs, TADF and INVEST exploit reverse intersystem crossing (rlSC) to harvest otherwise dark
across a range of applications and benefits: triplet states, overcoming fluorescence-only singlet emission limits.
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3. The Project
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4. Result comparison 5. Applications

d The dataset was filtered for INVEST, TADF, and anti-Kasha candidates, then theory-level agreement
Method-dependent was compared to evaluate lower-cost screening reliability.
1 Comparing TD-DFT, CASSCF and NEVPT2 to assess the reliability of lower-cost methods: TADF INVEST Anti-Kasha
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