
ML in 
Pharmacognosy & 
Biotech Discovery 

 

Dr. Anand Kumar Dakuri 
Mrs. Udaya Kumari Tula 

Mr. Prakash Nathaniel Kumar Sarella 
Dr. Durga Ganesh Jami 

Dr. Venkateswarlu Garla 

 
Copyright © 2025 ThinkPlus Pharma 

Publications 

All rights reserved 

ISBN: 9788198765741  
Scan to view online 

 
 
 
 
 
 
 
 
 



 

Editors 
 

Dr. Anand Kumar Dakuri 

Mrs. Udaya Kumari Tula 

Mr. Prakash Nathaniel Kumar Sarella 

Dr. Durga Ganesh Jami 

Dr. Venkateswarlu Garla 
 
 
First Edition: 2025 
ISBN: 9788198765741 
 
 
 
 
 

Maximum Retail Price: Rs. 1000/- (Inclusive of all taxes) 
 

 
 
Published by ThinkPlus Pharma Publications,  
9-15/1, Indrapalem, Kakinada, AP-533006, India. 
Website: www.books.jopir.in 

 

Cover Page Illustration: Kiran Priyam Kumar Sarella 

Printed at Tarangini Printing Works, Subhadra Arcade, 
Bhanugudi, Kakinada, AP-533003, India. 
 

Copyright © 2025 ThinkPlus Pharma Publications 
All rights reserved. No part of this publication may be 
reproduced or distributed in any form or by any means, or 
stored in a database or retrieval system, without the prior 
written permission of the publisher 

  
 

http://www.books.jopir.in/


DEDICATION 

 
This textbook is dedicated to 

The students and researchers of today and tomorrow, standing at 
the convergence of biology and artificial intelligence. Your 
curiosity to decode the language of life and your commitment to 
innovation will redefine the boundaries of medicine and 
agriculture. 
The educators and mentors who bridge the gap between the wet 
lab and the command line, imparting not only the technical skills 
of computation but also the ethical values essential for responsible 
scientific discovery. 
The practicing clinicians, pharmacologists, and agronomists who 
daily integrate these advanced tools into real-world practice, 
translating algorithms into life-saving diagnoses, novel 
therapeutics, and sustainable food systems. 
The patients and communities whose well-being remains the 
ultimate purpose of our technological pursuits, reminding us that 
behind every dataset and neural network is a human life deserving 
of our best care. 
And to all who strive to advance the symbiotic relationship 
between human intelligence and machine learning in service of 
planetary health. 
 
“May this book serve as a trusted companion as you explore the field of 

computational biology” 
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CHAPTER 1 

AI IN PERSONALIZED NUTRITION 

Author 

Dr. Venkateswara Reddy Basu,  
Professor and Head, Department of Pharmaceutics, 
Sri.K.V.College of Pharmacy, Chikkaballapura, Karnataka, India 

 
Abstract 
The transition from broad, population-based dietary guidelines to 
precision nutrition represents a fundamental evolution in healthcare, 
necessitated by the failure of "one-size-fits-all" approaches to address 
the rising burden of chronic metabolic diseases. Personalized 
nutrition operates on the premise that biological responses to dietary 
intake are highly variable, dictated by a unique interplay of genetic 
architecture, gut microbiome composition, and lifestyle factors. 
Artificial Intelligence serves as the indispensable engine for this 
paradigm, providing the computational capacity to aggregate and 
analyze vast, heterogeneous datasets ranging from single nucleotide 
polymorphisms and transcriptomic profiles to real-time blood 
biomarkers and continuous glucose monitoring data. Machine 
learning algorithms construct robust predictive models that forecast 
individual glycemic and lipemic responses by leveraging these high-
dimensional inputs, enabling the generation of tailored dietary 
recommendations optimized for specific metabolic goals. Beyond the 
scope of individual planning, AI tools are reshaping the landscape of 
nutritional epidemiology by establishing rigorous causal links 
between food components and disease phenotypes. Natural 
Language Processing algorithms mine the sprawling corpus of 
scientific literature to extract latent associations between bioactive 
compounds and health outcomes, disentangling the complex web of 
nutrient interactions. Simultaneously, advanced machine learning 
models identify non-linear correlations within large-scale cohort 
data, revealing how specific dietary patterns influence disease risk.  

Keywords: Precision Nutrition, Nutrigenomics, Gut Microbiome, 
Glycemic Prediction, Digital Twin, Natural Language Processing (NLP) 
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Learning Objectives 

After completion of the chapter, the learners should be able to: 

• Explain the limitations of traditional, population-based 
dietary guidelines and the biological basis for personalized 
nutrition. 

• Examine how Artificial Intelligence integrates 
heterogeneous datasets including genomics, microbiome 
profiles, and lifestyle metrics to create holistic health 
models. 

• Demonstrate how machine learning algorithms predict 
individual glycemic and lipemic responses to specific food 
inputs. 

• Assess the efficacy of Natural Language Processing (NLP) 
in mining scientific literature to establish causal links 
between food components and disease phenotypes. 

• Design a conceptual framework for a personalized diet 
recommendation engine that incorporates real-time bio-
feedback loops. 

INTRODUCTION 

AI in Nutrition Planning and Personalized Diet 

he paradigm of human nutrition is currently 
navigating a seismic shift, moving away from the 
static, population-based epidemiology that defined 

the 20th century toward dynamic, precision-driven 
interventions. For decades, dietary guidance relied heavily on 
statistical averages the bell curve of population needs resulting 
in generalized advice like the food pyramid or universal 
Recommended Dietary Allowances (RDAs). While these 
frameworks succeeded in preventing overt deficiency diseases 
like scurvy or rickets, they have proven less effective in 
managing chronic metabolic conditions. This failure stems from 
a critical oversight: the "average" human is a mathematical 
construct, not a biological reality. Artificial Intelligence (AI) has 
emerged as the requisite tool to dismantle these generalized 
frameworks, offering the computational throughput necessary 
to model the infinite complexity of human metabolism. 

In the context of nutrition planning, AI functions not merely 
as a digital catalog of calories but as a high-dimensional 

T 
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prediction engine. It serves as the bridge between raw biological 
data and actionable health insights. Integrating vast streams of 
heterogeneous data ranging from genomic sequencing to real-
time glucose monitoring enables AI algorithms to forecast how 
specific nutrients will modulate metabolic responses, influence 
gene expression, and alter the gut microbiome in a specific 
individual. This technological evolution facilitates a transition 
from reactive dietary management, which treats dysfunction 
after it manifests, to proactive, predictive nutrition. The ultimate 
goal is to optimize physiological function and extend healthspan 
by ensuring that recommendations are mathematically tuned to 
the unique biological constraints and capabilities of the 
individual. 

Personalized Nutrition 

Personalized nutrition, often termed precision nutrition, 
represents the clinical application of systems biology to dietary 
prescription. It operates on the empirically verified premise that 
identical foods elicit divergent phenotypic responses across 
different individuals. Landmark studies, such as those 
conducted by the Weizmann Institute of Science, have 
demonstrated that the postprandial glycemic response to a 
standardized meal such as a banana or a slice of sourdough 
bread can vary wildly between two people, driven by factors 
independent of the food's inherent caloric or carbohydrate 
content. Where one individual maintains glycemic homeostasis, 
another may experience a pathological spike in blood sugar, 
triggering an insulin cascade that promotes lipogenesis and 
inflammation. 

This field focuses on characterizing the individual’s unique 
phenotype and genotype to tailor dietary intake with high 
specificity. It encompasses the rigorous analysis of metabolic 
phenotypes (metabotypes), genetic predispositions, epigenetic 
markers, and environmental exposures. The objective is to 
formulate dietary strategies that align with an individual's 
specific biological architecture. Distinctively mapping the inputs 
(dietary components) to the outputs (health biomarkers) allows 
personalized nutrition to preserve metabolic flexibility the 
body's ability to efficiently switch between oxidizing 
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carbohydrates and lipids for fuel. Additionally, it seeks to 
minimize the cumulative physiological burden of chronic 
inflammation and oxidative stress that results from a lifelong 
mismatch between a person's diet and their biochemistry. 

 

Figure 1.1: The Precision Nutrition Data Ecosystem 

The Role of AI 

The operationalization of personalized nutrition is a data 
challenge of staggering proportions. The human biological 
system is a network of networks, characterized by non-linear 
interactions and feedback loops. Analyzing this requires tools 
capable of managing complexity that far exceeds human 
cognitive capacity. AI, particularly Deep Learning architectures 
and Neural Networks, serves as the computational engine for 
integrating these disparately sourced data streams into a 
cohesive, navigable biological profile. 

Genomics and Transcriptomics Integration 

At the foundational layer, AI algorithms analyze genomic 
data to identify Single Nucleotide Polymorphisms (SNPs) that 
dictate nutrient absorption, transport, and metabolism. For 
instance, variations in the MTHFR gene can significantly impair 
folate metabolism, necessitating methylated forms of vitamins, 
while variants in the APOE gene modulate lipid clearance and 
Alzheimer's risk, influencing optimal saturated fat intake. 
Machine learning models ingest these genetic variances to 
predict phenotypic responses to macronutrients and 
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micronutrients. 

Table 1.1: Nutrigenetic Variants and AI-Derived Interventions 

Gene Biological 
Function 

Variant Impact AI-Recommended 
Intervention 

MTHFR Folate 
conversion to 
active form 

Reduced 
enzymatic 
efficiency (30-
70%) 

Increase methylated 
folate (B9) & choline; 
reduce processed 
folic acid. 

FTO Energy 
homeostasis 
& satiety 

Higher ghrelin 
levels; 
increased 
adiposity 

High-protein 
breakfast to 
suppress ghrelin; 
strictly monitor 
saturated fats. 

APOE 
(e4) 

Lipid 
transport & 
cholesterol 

Delayed 
clearance of 
chylomicrons 

Strict limit on 
saturated 
fats/alcohol; increase 
Omega-3 (DHA). 

LCT Lactase 
enzyme 
production 

Lactase non-
persistence 
(Intolerance) 

Eliminate lactose; 
prescribe 
calcium/Vitamin D 
supplements. 

TCF7L2 Insulin 
secretion 
regulation 

Impaired 
insulin release; 
T2D risk 

Focus on low-
glycemic load foods; 
maximize fiber 
intake to blunt 
spikes. 

 
However, DNA is merely the blueprint; transcriptomics 

reveals the execution. AI analyzes gene expression data to 
observe how specific nutrients act as signaling molecules. 
Bioactive compounds do not just provide energy; they bind to 
nuclear receptors (like PPARs or LXRs) to upregulate or 
downregulate metabolic pathways. AI models map these 
nutrigenomic interactions, predicting how a specific dietary 
pattern might silence pro-inflammatory genes or activate 
antioxidant defense mechanisms in real-time, providing a 
dynamic view of how diet influences the "software" of the cell. 

Microbiome Composition and Function 

The gut microbiome presents a dataset of immense 
complexity, containing trillions of symbiotic bacteria with a 
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collective gene pool the microbiome that exceeds the human 
genome by a factor of 100. AI models, particularly those utilizing 
dimensionality reduction and clustering techniques, parse high-
throughput 16S rRNA sequencing and whole-genome shotgun 
metagenomics data. These models move beyond simple 
taxonomic listing (who is there) to functional analysis (what they 
are doing). 

Table 1.2: Multi-Omics Data Layers in AI Models 

Data 
Layer 

Biomarkers AI Processing 
Technique 

Clinical Insight 
Generated 

Genomic
s 

SNPs (FTO, 
MTHFR, 
APOE) 

Supervised 
Classification 

Predisposition to 
obesity or nutrient 
malabsorption. 

Microbio
me 

16S rRNA, 
Firmicutes/B
acteroidetes 

Unsupervised 
Clustering 

Fermentation capacity 
(SCFA production) 
and inflammation 
risk. 

Metabol
omics 

Amino 
acids, 
Lipids, 
Glucose 

Dimensionalit
y Reduction 
(PCA) 

Real-time metabolic 
flux and insulin 
sensitivity status. 

Digital 
Phenoty
pe 

Sleep 
stages, 
HRV, Steps 

Time-Series 
Analysis 
(RNN) 

Impact of circadian 
rhythm and stress on 
nutrient processing. 

 
Machine learning algorithms correlate specific bacterial 

consortia with host metabolic health. For example, they analyze 
the enzymatic capacity of the microbiome to ferment dietary 
fibers into Short-Chain Fatty Acids (SCFAs) like butyrate, which 
nourishes colonocytes and regulates systemic immunity. 
Conversely, AI can identify microbiomes prone to converting 
dietary choline into Trimethylamine N-oxide (TMAO), a 
compound linked to atherosclerosis. Learning these input-
output relationships allows AI to predict how specific prebiotics 
or probiotics will shift the community structure, allowing for 
diet modifications that cultivate a microbiome profile associated 
with lean mass, insulin sensitivity, and gut barrier integrity. 

Lifestyle and Blood Biomarker Fusion 

To create a truly holistic model, AI systems integrate 
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