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In Reinforcement Learning (RL), exploration involves efficiently discovering new states, while balancing this with exploiting known states to maximize immediate rewards. This exploration-exploitation (E2E)

dilemma is complex and often specific to the task and domain. The poster:
* recalls Markov Decision Process (MDP) and RL approach

* Indicates practical usefulness of RL

* briefly introduces a subsection of related exploration methods

Main Model: Markov Decision Process (MDP)

An MDP formulation of the decision-making task consists of a tuplet (5, A, R, p,7):
« S is a set of available states s € 5.
« Ais a set of available actions a € A.
*« R: (S x A) — R is areward function that assigns a state-action pair an immediate reward r; (reinforcement).
* p(sia1]8t, az) IS a transition function, i.e. the probability of moving from s; to s;.1 via action a;.

 ~v is a discount factor that determines the importance of future rewards by reducing their present value and bal-
ancing immediate and long-term gains.

The basic scheme of agent’s interactions is shown in the Figure below
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Solution: Reinforcement Learning (RL)

RL solves an MDP whenever the reward or transition function is unknown. It mimics human "trial-and-error" learning.
The solution maximizes the cumulative reward and is based on the Bellman equation. Q™ (s, a) is a Q-function express-
ing the utility of the state-action pair when executing decision policy .

The basic update in the Q-learning algorithm is as follows.

Q-leaning update
input - initial Q-function Q°?, reward function R, learning rate «, factor ~, terminal state s, initial state s, and
max_iter as maximum number of iterations of t.
settimet =20
while ¢t < max_iter

if St = Sterm

set St to S0

end if

choose action a;, get s;,,.1 (using on exploration algorithm).

Q" (8¢, ar) = QOld(St, ar) + ary + v maxgea QOld(StH, a) — QOld(Su at))

QOZCZ(St, at) _ Qnew(st’ at)

t=t+1
end while
Note: when dealing with high-dimensional state spaces the traditional Q-learning would be infeasible due to the large
size of the state-action space. To overcome that, deep Q-learning, which uses neural networks to approximate the
Q-value function, is used.

Example of application to biology-related tasks

A paper [1] uses an RL-based methodology to generate optimal in-silico protocols for the simulated fabrication of ep-
ithelial sheets. In other words, a systematic method to find the best computer simulations for creating virtual models of
epithelial tissues of certain sizes and shapes is proposed. The environmental model (Palacell2D, [1]) deterministically
stimulates cell proliferation and apoptosis based on internal cellular pressure. The goal is twofold:

 to maximize cell growth by systematically changing the direction and volume of external pressure,
« To maximize the fraction of resulting cells within a predefined area.

This task is modeled via MDP as follows:

« state - number of cells and position of vertices in the PalaCell2D model

« action - change in direction and volume of external pressure

 reward- (increment in the number of cells; the fraction of cells in the target)

« transition function - an action defines a new state deterministically (no uncertainty is present).

« parameter ~ - is discounting factor, € [0.95, 0.99]

The following Figure, [1], describes the structure of the solution [1]. It uses an Actor-Critic algorithm, a modification
of RL that combines policy optimization (actor) and value function estimation (critic). An important part of the solution
forms exploration.
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Examples of other biological problems that can be solved by RL methods:
« Modeling and controlling Gene Regulatory Networks, [2].
« Developing new drugs and treatments with molecular sequences, [2].

 Protein structure prediction, [3].

Selected exploration methods

The exploration is an important task in RL that solves the E2E dilemma, which:
« Enables the agent to efficiently discover new “state-action” pairs.
 Improves the agent’s ability to adapt to new, unseen, situations.

« Helps the agent to generalize knowledge acquired.
 Avoid local optima and improves policy performance.

The algorithms below are proven to solve this dilemma and some of them can be of use for applications of RL in a
wide variety of tasks including biology-related tasks.

e-greedy exploration
The most basic exploration algorithm characterized by parameter ¢, [4]

* At each time step it takes a parameter ¢, € |0, 1] and generate a random number ¢ in the same range

* If ¢ < e random action is chosen (exploration), otherwise, optimal action is chosen (exploitation). For Q-learning
optimal action is a”" = argmaz.caQ(s, a)

« Decrease epsilon (start from 1 and decrease to 0 over time)
Main features:
« simple to implement and understand and relatively easy tuning of ¢
« works well for simple environments but inefficient for complex environments
* may lead to a suboptimal solution.

Boltzmann exploration
Actions are selected probabilistically based on Boltzmann distribution [4].
Q(s¢,04)

A
plails:) = c - TN Temperature parameter )\; > 0 controls exploration. (1)
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High temperature stimulates exploration. Temperature can be lowered over time to shift from exploration to exploitation.
The main features are:

« adjusting temperature ensures a smooth transition from exploration to exploitation
* high chance to find a good action even when exploring.
* sensitivity to temperature selection and high complexity.
Upper Confidence Bound exploration
 counts the number k of times a certain action has been taken at a given state.

« calculates a penalization term dependent on £ is added to the reward. This term is higher for actions that have
been taken less frequently

Main features :
 simple to implement and deterministic
« might not be applicable for tasks with large state spaces as the chance of arriving in the same state again is low.

Intrinsic curiosity module

When immediate rewards are sparse it is better to use "curiosity" as an intrinsic signal controlling exploration [5].
Instead of raw data in concerns prediction feature vector ¢(s;)

The method consists of two steps.

« Encode states s; and s;,; into features ¢(s;) and ¢(s;,1) and train inverse model to predict action a; = g(s¢, st11,0)
 Using ¢(s;) and a; to predict next $(St+1) with the intrinsic reward given by "curiosity"

rj; = g||¢(/5;1) — ¢(s411)), where u > 0 is the scaling factor. (2)

Main features:
« able to focus on the phenomena that can be either controlled or affected by the agent.
« favors transitions that have high prediction error (i.e. higher curiosity), which stimulates exploration.
 high computational complexity
* balance of intrinsic reward (curiosity) to real reward is difficult to find.

« design of intrinsic reward needs attention
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