
Two post-doctoral research posi1ons in an1-cancer biologic design using explainable AI and 
genera1ve AI 
 
Two post-doctoral research posi1ons are available in AI-inspired drug design in the Biomedical 
Compu1ng Group headed by Professor Jagath Rajapakse (hEps://personal.ntu.edu.sg/asjagath/) at 
Nanyang Technological University, Singapore, for a period of three years star1ng from 1 July 2025. 
 
The project inves1gates the design of biologics (pep1des and an1bodies) as an1cancer therapeu1c 
agents by using eXplainable AI (XAI) and genera1ve AI (genAI). First, we build predic1ve AI models such 
as large language models (LLM) for predic1ng binding affini1es of biologics. Second, we use XAI 
approaches such as integrated gradients for iden1fying the features of predic1ve models and the 
mechanism of ac1on of biologics. Third, using these features as constraints, we will use genAI 
techniques such as LLM and diffusion models to generate biologics with an1-cancer proper1es. The 
candidate will develop necessary predic1ve AI, XAI and genAI methods for design of an1-cancer 
biologics. 
 
The postdoctoral candidate is to have a PhD in a related field and experience in deep learning 
architectures and frameworks like Pytorch/Tensorflow. Candidates with Master degrees with a strong 
related background will also be considered. Interested candidates must email their CVs to 
asjagath@ntu.edu.sg. Only shortlisted candidates will be no1fied. 
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