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Abstract

Markov decision processes (MDPs) are mathematical frameworks to model sequential
decision-making. They are discrete-time stochastic models where the controller chooses
actions based on the current state and then receives a reward and the state of the MDP
is updated based on a probabilistic transition function. A strategy is a mapping from the
execution of the system so far to the decisions available for the controller that tells how the
controller should behave in the system.

In this thesis, we study how to efficiently combine techniques from formal methods and
learning for online computation of a strategy that aims at optimizing the expected long
term reward in large systems modelled as MDPs. This strategy is computed with receding
horizon and using Monte Carlo tree search (MCTS). We augment the MCTS algorithm
with the notion of advice which guides the search in the relevant part of the tree using exact
methods. Such an advice can be symbolically written as a logical formula and computed
on-the-fly using model checking tools. We show that the classical theoretical guarantees of
Monte Carlo tree search are still maintained after this augmentation.

To lower the latency of MCTS algorithms with advice, we propose to replace advice coming
from exact algorithms with an artificial neural network (NN). For this purpose, we imple-
mented an expert imitation framework to train the neural network in order to replace the
expert advice by a lower-latency neural advice. This neural network can also be used as a
full-fledged strategy when minimal latency is required. This imitation framework relies on
a data generation algorithm which leverages formal methods in order to obtain noise-free
data. We use statistical model checking to detect when additional samples are needed and
generate these samples on demand when the performance of the learnt neural network does
not match the quality of the strategy computed offline.

To demonstrate the practical interest of our techniques, we implemented the frameworks on
different systems modelled as MDPs: in the game of Pac-Man and Frozen Lake and also

for safe and optimal scheduling of jobs in a task system.
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Chapter 1

Introduction

A decision-making procedure is a system with the following sub-elements: a controller
who is making the decision and an environment which is the part of the system not controlled
by the controller. The evolution of the system is partly dependent on the behaviour of the
controller and partly on the environment which could be antagonistic or stochastic in nature.
A strategy is a way how the controller should behave in the system. In other words, it is a
mapping from the execution of the system so far to the decisions available for the controller.
There is also a reward which defines how good a decision taken by the controller is. The
objective of the controller is to find a strategy that optimizes the reward accumulated in the

long term.

When a system fails or runs inefficiently, it leads to financial consequences or even
loss of lives. For example, in late 1970s, the state of Arizona, USA was spending about 14
million USD extra a year for maintenance of their existing highways until they developed
a pavement management system based on a Markov decision process model to improve
allocation of its limited resources while ensuring quality of the roads [GKW82]. A software
flaw in the radiation therapy machine Therac-25 caused the death of six cancer patients
between 1985 and 1987 as they were exposed to an overdose of radiation [LT93]. This

shows the necessity of constructing safe and efficient controller strategy for systems.

The importance of this has triggered numerous works in different research communities
within computer science, most notably in formal methods, and in artificial intelligence
and machine learning. The works done in these research communities have respective
weaknesses and complementary strengths. On the one hand, algorithms developed in
formal methods are generally complete and provide strong guarantees on the optimality of
computed solutions, but they tend to be applicable to models of moderate size only. On
the other hand, algorithms developed in artificial intelligence and machine learning usually
scale to larger models but only provide weaker guarantees. Instead of opposing the two sets
of algorithms, this thesis tries to combine the strengths of the two approaches in order to

offer new hybrid algorithms that scale better while providing guarantees.

In this thesis, as a running example, we will use a version of the game Pac-Man, a



1.1 Background

very popular arcade video game, created by Toru Iwatani in 1980 :

Example 1.1 In this game, Pac-Man has to eat food pills in an enclosed grid as fast as
possible while avoiding the ghosts. The agents (Pac-Man and the ghosts) can travel in four
directions unless they are blocked by the walls in the grid, and ghosts cannot reverse their
direction.

Figure 1.1: Pac-MAaN with 4 ghosts in a 9 x 21 grid. The figure has been generated using
the code from [DK].

The score decreases by 1 at each step, and increases by 10 whenever Pac-Man eats a
food pill. A win (when the Pac-Man eats all the food pills in the grid) increases the score
by 500. Similarly, a loss (when the Pac-Man gets eaten by a ghost), decreases the score by
500. Here the ghosts can be considered the part of the environment, not controlled by the
Pac-Man. The objective of the game is to find a strategy that optimizes the accumulated
score. 0

We have chosen this system as a running example for reasons. The state space
of the underlying system is way too large for the state-of-the-art implementations of exact
algorithms. Indeed, the reachable state space of the small grid shown here has approximately
10'¢ states. This calls for heuristic approaches used in learning. Even in this case, we will
show that, formal methods can play an important role and help the heuristic techniques.

1.1 Background

Formal methods In formal methods, the system is represented as a mathematical model

and the desired properties are described as a logical formula. This is useful to assert
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the correctness of the controller (model checking) or to automatically design a controller
strategy satisfying the specification (synthesis).

Model checking was introduced in the early 1980s by Clarke and Emerson [CES81]
and Queille and Sifakis [QS82]. This uses brute force to examine the entire state-space
in the model to check whether the specification is satisfied. Given its sound mathematical
foundation, it has been proved to be an effective technique. Typical properties that can be
checked using model checking are of a qualitative nature like: Can Pac-Man stay safe in
next 8 steps irrespective of whatever legal move the ghosts make? The answer of these
properties can be either ‘yes’ or ‘no’. While qualitative specifications are sufficient to model
yes-no properties, formal methods also help to answer quantitative properties like: Given a
strategy for Pac-Man, what is the score we can expect if the ghosts move uniformly in the
grid? For further details on model checking, we refer to [BKOS].

In a synthesis problem, the goal is to find a strategy such that if the controller fol-
lows that strategy, the system would satisfy the given specification. This problem was
originally stated by Alonzo Church [Chu57] in the context of circuits. In [McN65], Mc-
Naughton treated this problem in the framework of infinite-duration games. Biichi and
Landweber [BL69] solved it for specifications definable by monadic second order logic.
Algorithms for synthesis problems has been efficiently implemented in multiple tools, for
example Acacia+ [Boh+12] can synthesis strategies for specifications definable in linear

temporal logic.

Markov decision process A popular mathematical framework used to model decision-
making procedures with discrete state space is Markov decision process or MDP which
was introduced by Richard Bellman [Bel57a] in 1957. In an MDP, the transition of the
states satisfy Markov property i.e. given a state and a decision taken by the controller,
the immediate reward and the state evolutions are independent of all previous states and
decisions of the controller. We call the decisions available at a state actions. MDPs have
been used to model systems in various disciplines, including robotics, economics, biology

and manufacturing.

The value of a state is the amount of reward the controller can expect over the time
starting from that state. Bellman showed that these values form a functional equation,
now named as Bellman equation, and also showed a method, now popular as dynamic
programming [Bel57b], to solve these type of equations. Solving this equation also gives
us a strategy for the controller that optimizes the expected reward. The theory of MDP was
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further developed and extended by Howard [How60], Blackwell [Bla62; Bla65] and others.
We refer to [Put94] as a comprehensive book on Markov decision processes.

Model checking algorithms for Markov decision processes has been efficiently imple-
mented in tools like STorm [Deh+17] and PRISM [KNP11].

Planning with receding horizon control The dynamic programming techniques suffer
from what Bellman called ‘the curse of dimensionality’, meaning that their computational
requirements grow with the number of states. So it often becomes impractical to calculate
the whole strategy beforehand. In this case, we can apply an online iterative approach
where the controller, upon visiting a new state, computes a good action and takes it. Then
the state evolves stochastically to a new state according to the dynamics specified by the
MDP and the same process is repeated from the new state. This known as decision time
planning [SB18].

Specifically, we plan using receding horizon control [KH06] which has been used in
process control since the 1980s. In this approach, the controller fixes a horizon H and
finds a strategy that optimizes a combination of total reward that can be accumulated in H
steps and an estimation of the value of the state which will be reached in H steps. Then the
controller takes an action based on this strategy. For example, in the game of Pac-MaN, we
can guess that a state is bad if the Pac-Man is surrounded by ghosts and far from the food.
Then instead of computing a full plan involving faraway food pills and ghosts, it is more
intuitive for a player to aim for eating food pills nearby and trying to avoid ghosts that are

close as long as Pac-Man does not end up in such a bad state in near future.

Monte Carlo tree search Receding horizon techniques are often coupled with heuristic
search algorithms that avoid the full exploration at the expense of approximation. These
algorithms are based on Monte Carlo methods', developed by Stanistaw Ulam and John von
Neumann in the late 1940s, which use random simulations to solve intractable problems.
Abramson [Abr87] first implemented this in the context of games. The recent, most popular

and most successful heuristic search algorithm is Monte Carlo Tree Search or MCTS.

MCTS uses random simulations to identify the most promising action at the current

state by iteratively building a search tree which dictates which part of the MDP to simulate

"named after a casino in Monaco, as a codename, as the research was part of the development of fission
weapons in Los Alamos National Laboratory, USA.
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from. This idea of ‘adaptive’ sampling was introduced in [Cha+05] which talked about
balancing between exploration (looking in the part of the state-space that has not been
sampled enough yet) and exploitation (looking in the part of the state-space that appears
to be promising). The algorithm UCT (Upper Confidence Bounds applied to Trees) was
developed in [KS06] which deals with this exploration vs exploitation dilemma. MCTS
showed promising performance in games with very large state space like Go [Cou06]. The
most significant implementation of MCTS is in the computer program AlphaGo [Sil+16],
developed by Google Deepmind, which was able to defeat Lee Sedol, one of the strongest

player in history, in a five-game match with a score of four to one.

Artificial neural network Artificial neural networks or ANN were originally created by
Warren McCulloch and Walter Pitts [MP43] as models which loosely model the neurons in
a brain. These are widely used to approximate non-linear functions from a dataset of known
input and outputs. With the advancement of digital electronics, development of practical
artificial neural networks became feasible in the 1980s which made it popular in the field

of artificial intelligence and machine learning.

A feed-forward neural network is a directed graph divided in multiple layers where
each layer is a function acting on the output of the previous layer. Cybenko [Cyb89] showed
that a network with a single hidden layer containing a large enough number of sigmoid®
units can approximate any continuous function to any degree of accuracy. Despite this ‘uni-
versal approximation’ property of single-hidden-layer networks, in practice approximating
complex functions needs special architecture with multiple layers. Study of these ‘deep’
neural networks are known as deep learning[ GBC16].

Instead of explicitly writing the value of states in an MDP into a table during dynamic
programming, neural networks can be used to learn the values (as done during deep Q-
learning [Mni+15]). They can also be used to mimic an ‘expert’ strategy given training
data of the encountered states and actions performed using that strategy (as done during

imitation learning).

1

*a function of the form f(z) = 1=
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1.2 Contributions

Symbolic advice While MCTS may offer reasonable performances, they usually need
considerable adjustments that depend on the application to really perform well. One way to
adapt MCTS to a particular application is to bias the search towards promising subspaces
by supplying domain-specific knowledge. We show that this can be done using techniques
from formal methods. More precisely, a formal specification can be used to guide the
simulations to improve the quality of the search. We call these specifications advice. In
the game of Pac-MaN, since getting eaten by a ghost leads to an irrecoverably bad reward,
an example of good advice would be to avoid getting eaten by a ghost’. This can be used
to prune the search tree by removing the part of the tree containing the losing states. For

example, we can ask a question as follows:

Q: If Pac-Man takes the action ‘North’ from our current state, can he make sure to stay

safe in next 8 steps irrespective of whatever legal moves the ghosts make?

If the answer to our question is ‘No’, we can ignore the action ‘North’ and never simulate

from the subtree under the action ‘North’.

On the theoretical side, we study the impact of using symbolic advice on the guarantees
offered by MCTS. We identify sufficient conditions for the symbolic advice to preserve the
convergence guarantees of the MCTS algorithm. On a more practical side, we show how
symbolic advice can be implemented using different formal method techniques. These

results have been partially reported in [BCR20)].

To demonstrate the practical interest of our techniques, we implemented a framework
to run MCTS algorithms guided by symbolic advice on systems modelled as MDPs. We
applied our implementation on different systems: in the game of Pac-Man and also for safe

and optimal scheduling of jobs in a task system. The last work is reported in [Bus+21].

Imitation learning of expert strategies Our another contribution is to create an expert
imitation framework to train an artificial neural network in order to replace exact advice
by lower-latency neural advice, or even to imitate the expert strategy that can be computed
offline. This imitation framework relies on a data generation algorithm which leverages

3This could also be considered a piece of advice in real life; although statistically, compared to Pac-Man,
a sane human encounters much less number of ghosts in their life.
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formal methods in order to obtain ‘perfect data’ for our samples on the one hand and
to generate additional samples on the other hand, as long as statistical model checking*

indicates that it is required to improve the quality of the imitation.

In general, we define a ranking of actions for every state such that the maximally ranked
elements are those played by the strategy. Intuitively, the ranking tells us how good every
action is from the current state. We propose to train a neural network to learn such a ranking
function as an offline step. This neural network can then be used as a full-fledged strategy
or as a neural advice to efficiently guide MCTS. This neural advice generated aims for an

expected reward comparable with the expert advice, for a fraction of its online latency.

In order to stop the data aggregation loop, we monitor the practical performance of the
neural network. Classical metrics to evaluate a neural network may not be representative
of the expected reward the neural network will obtain when used as an advice or a full
strategy. Indeed, a strategy may make mistakes at crucial moments despite being almost
always correct in its decisions, leading to vastly different outcomes. Thus, we propose
using statistical model-checking to compute an approximation of the expected reward of

our learnt strategies.

We implemented this framework to imitate strategies and advice in two systems: in
the game of Pac-Man and Frozen-Lake.

1.3 Related works

Simulation-based techniques has been used in statistical model checking [Dac+16;
YS02], which uses Monte Carlo methods to model check larger systems to get approximate
results that hold with high probability. The learning based methods used in planning and
reinforcement learning has been explored in [Bra+14; KPR18] for quantitative objectives
and in [Ash+17; KM17; Aga+22] for long-term rewards. Works has been done for partially
observable MDPs [Cha+17b] and other models which are too big to analysis using classical
model checking methods. Monte Carlo tree search has been used for priced timed automata
when the models are too big for existing complete methods [Jen+22].

In [Ash+18], MCTS has been combined with bounded real-time dynamic program-

“In statistical model checking, quantitative properties are checked by simulating enough executions of the
system till an estimation of the actual value can be computed with required precision and the confidence level.
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ming (BRTDP) technique to create hybrid algorithms to verify reachability in large MDPs.
In [BW15], the authors have integrated shallow minimax search in the MCTS framework.
In [Als+18; Jan+14], the authors provide a general framework to add safety properties to
reinforcement learning algorithms via shielding. These techniques analyse statically the
full state space of the game in order to compute a set of unsafe actions to avoid. A variation
of shielding called safe padding has been studied in [HAK?20].

In [GGR18], the scheduling problem was introduced but the authors made the assump-
tion that the underlying distributions of the tasks are known. In the work mentioned in the

thesis, we drop this assumption here and provide learning algorithms.

Using deep learning to replace expert (but expensive) policies by learnt strategies is
known to be advantageous when the expert policy is unable to meet real-time (latency)
constraints (see, e.g. [Iva+19, Section 5.2] and [Her+18]). In order to obtain a satisfactory
dataset to train on, we propose a sharp variant of the DAgger algorithm, a dataset aggregation
technique introduced in [RGB11; RB10]. A notable difference is that we propose to use
model checkers instead of human experts in order to get better-quality data. We also identify
so-called counterexample configurations in order to guide the aggregation loop to the most
interesting states. This is reminiscent of CEGAR approaches for hybrid systems such
as [CDS19] that identify states violating a property then focus the deep learning procedures
on such states.

1.4 Organization of this thesis

The thesis is organized in multiple chapters. Chapter 2 introduces necessary notions
and recalls the results needs for the next chapters. In Section 2.4, we also present an
algorithm to find practical strategies for reachability in an MDP. In Chapter 3 and 4, we
introduced techniques from formal methods that can be used in decision-time planning
to find optimal strategies in MDPs. Specifically, in Chapter 4, we introduced the notion
of advice and described their used in Monte Carlo tree search in Chapter 5. Chapter 7
discusses learning techniques to imitate a strategy generated by exact of heuristic methods.
Chapter 5 and 8 shows applications of the techniques presented in this thesis on different
systems modelled as MDPs.



Chapter 2

Preliminaries

2.1 Transition systems and games

In formal methods, Transition systems are used to describe the behaviour of a system.
Transition systems are directed graphs where the vertices represent states of the system and
edges model the transitions which denotes how the states of the system change. The states
are often labelled with atomic propositions which describes the characteristics satisfied by

that state. Formally we define the transition system like this:

_‘ Definition 2.1 (Transition system)
A (finite) transition system or a TS is a tuple T = (S, E, AP, L), where

e S is a finite set of states,

e E is a relation in S x S such that (s,s") denotes that there is a transition
available from s to s,

e AP is a finite set of atomic proposition,

e Listhe labelling function from S to 2F such that L(s) denotes the propositions
in AP that is satisfied by the state s.

The set of propositions AP often is not explicitly defined. In that case, it is assumed
that AP = S with labelling function L(s) = {s}.

For a transition system 7" = (S, E, AP, L), we will call the graph G = (S, F) the
underlying graph of T'.

Paths The transition system starts from some state sy in S and evolves according to the
relation F. That means, if s is the current state, a next state s’ is chosen in a nondeterministic
fashion, such that (s,s’) € E. We call a sequence of states p = qoq; . . . ¢; an i-length path
ifforallt € [0,7 — 1], (g, qt+1) € E. An infinite path is an infinite sequence p = qoq; . . .
such that for all t € N, (¢, ¢:+1) € E. We denote the finite prefix of length ¢ of a infinite
pathp = qoq: ... by pir = qoqi - . . ;- We respectively denote the last and first state of a path
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P = S0pS1 - . . Sp by last(p) = s, and first(p) = so. Let p = s¢s1...s;and p’ = s8] ... "

J
be two paths such that s; = s;,. Then, p - p denotes the path sps; ... s8] ... 8.

Example 2.1 Consider the transition system TS described in Figure 2.1 which models the
movement of a robot. When the robot moves, it either falls (e.g., due to some defect in its

motor) or it keeps moving. From the FALLEN state, the robot can start moving again.

C2
O =
g ® g 3
@ "v »
J\ ——
FALLEN

MoviING

Figure 2.1: A transition system

This transition system contains two states. From state MovING, there are two transitions
available leading either to the state FALLEN or to itself. From the state FALLEN, there is only
one transition. O

2.1.1 Two player games

A game is played between two players in a transition system, namely player 0 and
player 1. The set of states S is partitioned into two sets Sy and S;. The states in S is
controlled by player O so that player O can decide the next state the system would evolve to.
Similarly, the vertices in S} are controlled by player 1.

The winning condition in the game is defined by a set of infinite paths Wing C S*.
Player 0 wins the game if the infinite path generated during the game is in Win,y. Player 1
wins the game if the infinite path generated during the game is not in Winy. Formally we
define 2-player game as follows:

10



2.1 Transition systems and games

r‘ Definition 2.2 (2-player game)
A (2-player) game is a tuple G = (T', Sy, S1, Wing) where
o T'=(S,E, AP, L) is a transition system,
o (S0, S1) is a partition of the set of states S in T,
e Wing is a set of infinite paths.

For a game G = (T, Sy, S1, Wing) where T' = (So W Sy, E, AP, L), we call the tuple
(S, E, Sy, S1) the underlying game graph of G.

Strategies A (deterministic) strategy for player 0 in the 2-player game G is a function
o : S*Sy — S that assigns to each path sgs; ... s,, such that s, € Sy, a state s,,,1 € S
with (s, s,11) € E.

Foragame G = (T, Sy, S1, Wing), a state s and a strategy o for player 0, let Pathsg (s, o)
be the infinite paths p = sgps; ... in T such that sy = s and for all ¢t € N, if s, € 5; then
o(p¢) = se+1. A strategy o is winning for player 0 if Pathsg(s, o) € Wing.

Analogously, a strategy for player 1 is a function 7 : S*S; — S that assigns to each
path prefix sos ... s,, with S,, € Sy, a state s,; € S with (s, S,+1) € E. For a game
G = (G, Sy, S1, Wing), a state s and a strategy 7 for player 1, let Pathsg(s, 7) be the infinite
paths p = s¢s; ... in 7" such that sy = s and for all ¢ € N, if s, € Sy then 7(p;) = s¢41. A
strategy 7 is winning for player 1 if all paths in Pathsg(s, 7) N Wing = 0.

A non-deterministic strategy for player 0 is a function o : S*S; — 2° that assigns
to each path sgs; ... s,, with s,, € Sy, a set of states S,; C S with (s, S,41) € F for
all s,,41 € S,41. Similar to deterministic strategies, for a game G = (7', Sy, S1, Wing), a
state s and a non-deterministic strategy o for player 0, let Pathsg(s, o) be the infinite paths
p = 5051 ...1in T such that sp = s and for all t € N, if s, € Sy then 5., € o(p);). We call
this strategy winning for player 0 if Pathsg(s, o) C Winy.

For a non-deterministic strategy o and a deterministic strategy o', we say o’ C o if for

all paths p € S*, 0'(p) € o(p). A strategy o is memoryless if o(p) depends only on last(p).

Reachability and safety games Depending on the condition ¢, we get different types of
2-player games. For example:

11
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Definition 2.3 (Reachability game)

Let G = (T, 5o, S1,Wing) where T' = (S, E, AP, L), FF C S and p = s¢$1 ... 1is in
Wing if there exists an i € N such that s; € F. G is called a reachability game.

Given a horizon H € N, let G = (T, Sy, S1, Wing) where T = (S, E, AP, L), F C S
and p = s¢8y ... is in Wing if there exists an 1 < H such that s; € F. G is called a

finite horizon reachability game.

Winning strategies (if exist) for both players in these games can be found by iteratively

constructing attractor sets using backward breadth-first search in time O(|S|+|E|) [BCJ18,

Theorem 1]. Also, the resulting strategies are memoryless.

|

Definition 2.4 (Safety game)

Let G = (T, 5o, S1,Wing) where T' = (S, E,AP,L), FF C S and p = s¢$1 ... is in
Wing if forallw € N, s; € F. G is called a safety game.

Given a horizon H € N, let G = (T, Sy, S1, Wing) where T = (S, E, AP, L), F C S
and p = s081...1is in Wing if for allw < H, s; € F. G is called a finite horizon
safety game.

Note that safety games are reachability games for player 1 with the target set S\ F'. So

for these games also memoryless winning strategies (if exist) for both players are computed
in time O(|S| + |E]).

Theorem 2.1 ([BJWO02, Fact 7])

In a safety game G, there exists a unique memoryless winning non-deterministic
strategy o for player 0 such that for all strategies o' winning for player 0 in G,

o Co.

We call this non-deterministic strategy in safety games, most general strategy for

safety.

2.2 Probability

We briefly introduce the concepts of probability measure and random variables which

will be useful for reasoning in the following chapters. The reader may refer to books on
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probability theory e.g. [Ros10; AD99] for further details.

Given a set of outcomes €, a o-algebra F C 29 is a set consisting of subsets of € that
contains the empty set () and is closed under complementation and countable unions. The

elements of the set F is called events.

A probability measure on (2, F) is a function P : F — [0, 1] such that P(Q2) = 1 and

if {A;}3°, C F is a countable collection of pairwise disjoint events, then
P4 =D _P(4).
i=1 i=1

A probability space is a tuple (2, F,IP) where F is a o-algebra on 2 and P is a probability
measure on (2, F). For an event e € F, the value P(e) is called the probability of the
event e. For the case when ) is countable, we can directly define a probability distribution
P:Q — [0,1] such that ) _,P(w) = 1. In that case, the probability of an event e is
> wee P(w). For a countable set S, we denote the set of all probability distribution by D(5).
The support of a distribution d € D(S) is the set Supp(d) = {s € S | d(s) > 0}.

We say two distributions d and d’ are structurally identical if Supp(d) = Supp(d').
Given two structurally identical distributions d and d’, for 0 < € < 1, we say that d is
e-close to d', denoted d ~¢ d', if Supp(d) = Supp(d’), and for all a € Supp(d), we have
that |d(a) — d'(a)| <e.

A (real-valued) random variable is a function X : (2 — R. The probability that X
takes a value in a set S C R is written as

P(X €S)=P{we Q| X(Q)eS}.

Example 2.2 The possible outcomes of a fair coin toss have two outcomes 2 = {heads, tails}.

With 29 as the o-algebra, the probability measure P is given by
1
P(¢) = 0, P({heads}) = P({tails}) = 3 P({heads,tails}) = 1.

We can then have a real-valued random variable X that models a payoff of 1 for a successful

bet on heads as follows:

X(w) 1 if w = heads,
w =
0 if w = tails.

This gives a probability distribution for X where P(X = 1) =P(X =0) = O

A set of n random variables X1, X5 ... X,, are independent if for any sequence of sets

13
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Sy, 5 ...5y,

n

IP’(/n\Xi €S =][P(xi€s).

i=1

We state the following inequality which is a useful property for random variables:

ﬁ‘ Theorem 2.2 (Chernoff-Hoeffding inequality [Hoe63, Theorem 2])
Let X1, Xs,... X, be independent random variables in [0,1]. Let S, = ) X,.
Then for all t > 0, the following bounds hold:

P[ 1S, — B[S, 2 t] <2-exp (_2%2)

2.2.1 Learning discrete finite distributions

To learn an unknown discrete distribution d defined on a finite domain Supp(d), we
collect independent and identically distributed (i.i.d.) samples from that distribution and
infer a model of it. Formally, given a sequence S = (s;),c; of samples drawn i.i.d. from
the distribution d, we denote by d(S) : Supp(d) — [0, 1], the function that maps every

element a € Supp(d) to its relative frequency in S, i.e.,

The following lemma tells us that if the size of S is large enough then the model d(S) is

close to the actual d with high probability:

Lemma 2.1 }
For all finite discrete distributions d with |Supp(d)| = r, for all €,y € (0,1) such
that min,esypp(a) (d(a)) > € if S is a sequence of n > 5 (In2r —Invy) i.i.d. samples
drawn from d, then d ~¢ d(S) with probability at least 1 — ~.

Proof For adistribution d, and an element e in Supp(d), suppose we collect m independent
and identically distributed (i.i.d.) samples from d. Let X fe, ..., X% be independent and
identically distributed random variables where

e _ 1 ifs; =e,

m

0 otherwise.

Note that E(X %) = d(e). Let S% = >~ X% Then, S% = d(S)(e), the relative frequency

14
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of e. As the variables are i.i.d., we have E(S%) = m - d(e).

(=55)

Then from Theorem 2.2, we have:

P||Sm — E[Snll 2 ¢| <2-ex

T

Putting m > 5 (In2r — In~), we get,
P[5 — E[Sn]l 2 ] <

= =2

Since there are r elements in the domain, we need a total of at least m - r samples to

approximate d, and hence the result. (l

2.3 Probabilistic systems

2.3.1 Markov chain

Markov chains are transition systems where the state of the system evolves according
to a probability distribution. This distribution only depends on the current state of the
system and not on, for example, the whole history of the evolution of the system till the
current state. A Markov chain can be defined as follows:

Definition 2.5 (Markov chain)
A (discrete-time) Markov chain or an MC is a tuple M = (S, P, AP, L), where
e S is a countable set of states,
o P is a mapping from S to D(S) such that P(s)(s') denotes the probability of

moving from state s to state s' in a single transition,

o AP is a finite set of atomic proposition,
e L isthe labelling function from S to 2 such that L(s) denotes the propositions
in AP that are satisfied by the state s.

For ease of notation, we denote the value P(s)(s’) as P(s, s'). The set of propositions
AP often is not explicitly defined. In that case, it is assumed that AP = S with labelling
function L(s) = {s}.
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Paths For a Markov chain M, a path of length 7 > 0 is a sequence of 7 4+ 1 consecutive
states. We say that p = s¢sq ... s; is an i-length path in the MC M if for all t € [0,7 — 1],
se+1 € Supp(P(s;)). We also consider states to be paths of length 0.

An infinite path is an infinite sequence p = syS15s . . . of states such that for all t € N,
ser1 € Supp(P(s:)). We denote the finite prefix of length ¢ of a finite or infinite path
P = S0S1... by py = So...5,. For a finite or infinite path p = sps;..., we denote
its (i + 1) state by p[i] = s;. We respectively denote the last and first state of a path
/

P = 5051 ... 5, by last(p) = s, and first(p) = so. Let p = sps1...5; and p’ = 5057 ... 8]

!/

be two paths such that s; = s;,. Then, p - p’ denotes sgsq ... ;8] ... sh.

For an MC M, the set of all finite paths of length i is denoted by Paths’,. We denote
the set of all finite paths in M by Pathsj, and the set of finite paths of length at most H by
Pathsf/[H . The set of all infinite paths is denoted by Paths},.

If p € Paths’, and i < j, then let Pathsfw (p) denote the set of paths p’ in Paths?w such
that there exists p” € Paths),;* with p’ = p - p”. In particular, let Paths’,(s) denote the set
of paths p in Paths’,, such that first(p) = s. Similarly, if p € Paths,,, then let Paths,;(p)
denote the set of paths p’ in Paths), such that there exists p” € Paths,; with p’ = p - p".
For p € Paths,,, let Paths},(p) denote the set of paths p’ in Paths}, such that there exists
p" € Paths}, with p’ = p - p”. Paths},(p) is called the cylinder set of p.

o-algebra and probability measures The o-algebra 7V associated with the MC M is
the smallest o-algebra that contains the cylinder sets Paths},(p) for all p € Paths,,. For a

state s in S, a measure is defined for the cylinder sets as
- '
i:o P(St, 3t+1) if sop=s

Py s(Pathsy, (sos1 ... ;) =
0 otherwise.

Also Py (Pathsy,(s)) = 1 and Py (Pathsj,(s’)) = 0O for all states s’ # s. From
Carathéodory’s extension theorem [AD99, section 1.3.10], this can be extended to a unique
probability measure [P, ; on the aforementioned o-algebra. In particular, if C C Paths,, is
a set of finite paths forming pairwise disjoint cylinder sets, then

Pars(UpecPathsy, (p)) = > Py (Pathsy, (p)) -

peC

Example 2.3 Consider the Markov chain M described in Figure 2.2 which models the
movements of a robot. When the robot moves, with probability 0.15, the robot falls; and

16



2.3 Probabilistic systems

with probability 0.85, it keeps moving. From the fallen state, the robot can start moving
again with probability 0.5 in every try. This Markov chain contains two states, namely

Moving and FALLEN. The probability distributions are represented in the dotted lines.

Figure 2.2: A Markov chain

Consider the finite paths p; = MovING - FALLEN and p; = MoOVING - MOVING - FALLEN.

We have the following:
IP)M,MOVING(PathSTW(p1>> =0.15
Prsmovina(Pathsy (p2)) = 0.85 x 0.15 = 0.1275

The probability of the robot falling either at one or two steps starting from MovIiNG can
be calculated by Pys movin (Pathsy, (p1) U Paths};(p2)) = 0.15 + 0.1275 = 0.2775. This way
probability of the robot eventually falling is

e}
Z PrasMovina(Paths; ((MovinG)’ - FALLEN))
i=1

Which is equal to -7, ((0.85)""! x 0.15) = 1. O

We may omit the M from the subscript from the previous notations if the MC is clear
from the context.
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2.3.2 Probabilistic computation tree logic

Probabilistic computation tree logic or PCTL [HJ94] is a branching temporal logic
which can be used to formulate conditions on a Markov chain. PCTL state formulae over a
set of atomic propositions AP are defined according the following grammar:

D :=true|a| Py NPy | =P | P;(p)

where a € AP, ®; and &, are state formulae, ¢ is a path formula and J C [0, 1] is an

interval with rational bounds.

PCTL path formulae are defined according the following grammar:
0 =P | PLUDPy | L{U="Dy

where &, and @, are state formulae and n € N,

The satisfaction relation |= between an infinite play p = sgs; ... and a PCTL path
formula is defined as follows:

e p = O2if p[l] 2.
o p = &1UD, if there exists i € N such that p[i] = @5 and forall 0 < j < 4, p[j] = @;.
o p = ®US"P, if there exists i < n such that p[i| = @, and for all 0 < j < 4,

p[j] ): Py.

We define the probability of an PCTL path formula ¢ holding at a state s € .S by
Pr(s = @) = Pars({p € Pathsy, (s) | p = ¢})

The satisfaction relation |= between a state s € S and a PCTL state formula is defined

as follows:

o s | true.

o sf=aifa€ L(s).

sE® NDyif s =Py and s = Ds.
s = @ if s £ .

sEP;(0)if Py(sE ) € J.

Using the Boolean connectives A and —, we can define other Boolean connectives
such as V, —, <». The U operator (and its bounded version) also allows us to define some
other useful operators, namely ¢ and [J as follows:

OD =truetdd and 0OP = -0
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OS"P = true US"® and [P = ~OS"—P

In other words,

e p = O if there exists 7 € N such that s; = ©.

e p = O="® if there exists 7 < n such that s; = @.
e p=0difforalli € N, s; = &.

o pEUs"Pifforalli < n,s; = .

Checking if a state satisfies a PCTL formula @ is done by bottom-up traversal of the

parse tree of @ where the nodes of the parse tree represent the subformulae of @.

Theorem 2.3 ((BK08, Theorem 10.40]) }

For a state s € S in a Markov chain M, and PCTL state formula @, whether s |= ®
can be checked in time

O(pOZy(’M’) * Mmax * |¢’)

where Ny is the maximal step bound that appears in a sub path formula Y U="1),

of D (Nuax = 1 if D does not contain a US" operator).

2.3.3 Probabilistic bisimulation

Probabilistic bisimulation [SL94] relations are equivalence relations between states
which requires two bisimilar states to be equally labelled and exhibit equivalent stepwise
behaviour.

Definition 2.6 (Bisimulation for Markov chains) }
Let M = (S, P, AP, L) be a Markov chain. A (probabilistic) bisimulation is an

equivalent relation ~ on S such that for all states s, sy € S such that s; ~ sy, we

have:
o L(s1) = L(s2), and,
e Foranystatet € S, >, ,P(s1,t') =Y., P(s1,t).

If 51 ~ s9, we call 51 and s, bisimilar equivalent or bisimilar. The relation ~ partitions
the set S into equivalent classes. The set {s’ | s' ~ s} is denoted by [s].. We denote
the set of equivalent classes by S.. The first condition in Definition 2.6 states that the

bisimilar states are equally labelled. The last condition requires that for bisimilar states the
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probability of moving by a single transition to some equivalence class is equal.

Bisimulation can be used to define smaller Markov chains, which satisfies similar
properties as the original Markov chain.

,‘ Definition 2.7 (Bisimulation quotient of a Markov chain)
Let M = (S, P, AP, L) be a Markov chain. The quotient Markov chain is defined by
M. = (S., P, AP, L") where

o Fors,t €S, P'([s],[t]l~) =2y, P(s,t)

e Forse S, L'([s]~) = L(s)

Note that P’ and L’ are well-defined from the definition of bisimulation.

Bisimulation equivalent paths We can lift the notion of bisimulation equivalence to
paths. The paths p; = sps1 ... and po = tyt; . .. are bisimulation equivalent, denoted by
p1 ~ Do, if they are statewise bisimilar : p; ~ ps if and only if s; ~ ¢; for all + > 0.

Bisimulation closed o-algebra Let M = (S, P, AP, L) be a Markov chain. For classes
So,S1,...,5, € S., we denote the set of all infinite paths sps; ... such that s; € S;
for 0 < ¢ < N as Pathsy, (S9S1---S,). The bisimulation closed c-algebra is the
smallest o-algebra containing Paths}, (505 - - - Sj) for any sequence of equivalent classes
S0, 51, ..,5, € S.. We denote this o-algebra by F.

All events in FM are measurable with respect to the standard sigma algebra FM
associated with the Markov chain M. In other words, FM C FM as a basic element in F/

can be written as countable uninon of basic elements in F:

Paths%, (SoS)---Sk) = U Paths%, (sos1 - - - 5%)
s051---spEPathsy s
8, €8;,0<i<k

The following theorem states that bisimulation equivalence preserves PCTL-definable
properties:

Theorem 2.4 ((BK08, Theorem 10.67]) |
Let M = (S,P,AP, L) be a Markov chain and si,sy, € S. Then the following

statements are equivalent:

1. S1 ~ Sa.
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2. For a PCTL formula ®, the following statements are equivalent:
e 51 EPinM
e So =EPinM
o [s1]~ EDin M.

2.3.4 Markov decision process

A Markov decision process can be viewed as an extension of Markov chains and
transition systems with finite state space which allows both probabilistic and nondetermin-
istic transitions. It is also augmented with rewards corresponding to the states and the

state-action pairs. A Markov decision process can be defined as follows:

_‘ Definition 2.8 (Markov decision process)
A Markov decision process or an MDP is a tuple M = (S, A, P, R, Ry, AP, L),

where

e S is a finite set of states,

e A is a finite set of actions,

o P is a partial mapping from S x A to D(S) such that P(s,a)(s") denotes the
probability that action a in state s leads to state ',

e R is a partial mapping from S x A to R which defines the reward obtained for
taking a given action from a state,

Ry is a mapping from S to R that assigns a terminal reward to each state in S,

AP is a finite set of atomic proposition,

L is the labelling function from S to 24 such that L(s) denotes the propositions
in AP that is satisfied by the state s.

Note that not all actions may be legal from a state as P is a partial function. Therefore,
if an action a is legal from a state s, we will have ), o P(s,a)(s’) = 1. Otherwise,
we will have P(s,a)(s’) is undefined (denoted by L) for all s € S. Similarly, if an
action a is legal from a state s, R(s,a) will have a value in R. Otherwise, R(s,a) = L.
By abuse of notation, we can also use A to denote a mapping from S to 24, where
A(s) ={a € A|Vs P(s,a)(s") # L}, the set of legal actions from the state s.

Often the function R is not explicitly defined. In that case, it is assumed that

Rr(s) = 0. For ease of notation, we denote the value P(s,a)(s’) as P(s,a,s’). The set
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of propositions AP often is not explicitly defined. In that case, it is assumed that AP = S
with labelling function L(s) = {s}.

Paths The definitions and notations used for Markov chain can be extended in the case
of MDPs. For a Markov decision process M, a path of length ¢ > 0 is a sequence of ¢
consecutive states and actions followed by a last state. We say that p = spaps; . .. s; is an
i-length path in the MDP M if forall t € [0,7— 1], a; € A and s;1 € Supp(P(st,ar)). We
also consider states to be paths of length 0. We respectively denote the last and first state
of a path p = spags; . .. s, by last(p) = s, and first(p) = so.

An infinite path is an infinite sequence p = spapS; . . . of states and actions such that
forallt € N, a; € Aand s;,1 € Supp(P(s,a;)). We denote the finite prefix of length ¢ of
a finite or infinite path p = spagsy ... by py = soao ... s;. Let p = spaps; ... s; and p =
S0apS} - - - s; be two paths such that s; = s;,. Then, p-p’ denotes spags; - . . s;ays] - . . 8. Let
P = S0ap$1 - . - S; be apath, a be an action and s be a state of M such that s € Supp(P(s;, a)).

Then, p - as denotes the path syags; . . . s;as.

For an MDP M, the set of all finite paths of length ¢ is denoted by PatthM. We denote
the set of all finite paths in M by Paths), and the set of finite paths of length at most H by
Paths]%H . The set of all infinite paths is denoted by Paths?,.

If p € Paths’, and i < j, then let Paths{w (p) denote the set of paths p’ in Paths?w such
that there exists p” € Paths},* with p’ = p - p”. In particular, let Paths’, (s) denote the set
of paths p in Paths’,, such that first(p) = s. Similarly, if p € Paths,,, then let Paths,;(p)
denote the set of paths p’ in Paths), such that there exists p” € Paths,; with p’ = p - p”.
For p € Paths,,, let Paths},(p) denote the set of paths p’ in Paths?, such that there exists
p" € Paths}, withp’ =p - p”.

Strategies A (probabilistic) strategy is a function o : Paths); — D(A) that maps a path
p to a probability distribution in D(A). A strategy o is deterministic if the support of the
probability distributions o (p) has size 1. A strategy o is memoryless if o(p) depends only
on last(p), i.e. if o satisfies that for all p, p’ € Pathsyy, last(p) = last(p’) = o(p) = o (p').

For a probabilistic strategy o and i € N, let Paths’,; (') denote the paths p = sgaq . . . 5,
in Paths}; such that forall ¢ € [0,i—1], a; € Supp(c(p};)). Analogously, for a probabilistic
strategy o, let Paths}, (o) denote the paths p = spao . . . in Paths}, such that for all ¢t € N,
a, € Supp(o(p;)). Also, for a probabilistic strategy o, let Paths,;(o) denote the set of
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finite paths p = sgay . . . in Paths; such that for all ¢ € N, a; € Supp(c(py)). For a finite
path p of length i € N and some j > i, let Paths), (p, o) denote Paths}, (') N Paths), (p).
Similarly, for a finite path p, let Paths,;(p, o) denote Paths,,(c) N Paths,,(p) and let
Paths}, (p, o) denote Pathsy, (o) N Paths},(p).

For ease of notation, for a stategy o, we denote the value o(p,a)(s) as o(p, a, s).

A nondeterministic strategy is a function o : Paths,; — 24 that maps a finite path p
to a subset of A. For a strategy ¢’ and a nondeterministic strategy o, we say ¢’ C o if for
all p, Supp(c’(p)) C o(p). For a strategy o, we can construct a non-deterministic strategy
non-det(c) by non-det(c)(p) = Supp(a(p)).

Markov chain defined by strategies An MDP M equipped with a strategy o defines
an MC M,. Intuitively, this is obtained by unfolding M, using the strategy o and the

probabilities in M to define the transition probabilities and ignoring the rewards.

Formally M, = (Pathsy, (o), P,, AP, L,) where for all finite paths p € Pathsy, (o),
P,(p,p-as) = o(p,a) - P(last(p),a,s) and L,(p) = L(last(p)). Thus a finite path p in
Pathsys (o) uniquely matches a finite path p’ in M, when last(p’) = p. This way when a
strategy o and a state s is fixed, the probability measure defined in M, is also extended for
paths in Pathsy, (o). In other words, the cylinder set of a path p € Paths,; has probability
Py, s(Paths}, (p')), if p matches with p'.

For ease of notation, we write Py, as P7. We write the expected value of a random
variable X with respect to the probability distribution P7 as E7(X).

Example 2.4 Consider a simple Markov decision process M used in reinforcement learning
to train a robot the most effective way to move by associating rewards to different actions.
There are two possible ways for the robot to move: either it can walk or it can run. Running
is more rewarding (it gives 2 reward instead of 1), but also if the robot tries to run, with
probability 0.3, the robot falls. From the fallen state, the robot can stand again with
probability 0.5. The robot gets a reward of —1 when it tries to stand again from the fallen
state. This MDP is described in Figure 2.3. The terminal rewards are 0 for both states.

Consider the following memoryless strategy o
[walk — 0.5, run — 0.5] if last(p) = MovING

o(p) =

[stand — 1] if last(p) = FALLEN
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7 2
i 3 run
walk | 1 "l\p

MOVING

Figure 2.3: A Markov Decision Process

Then M, is the MC described in Example 2.3. U

Total reward The rotal reward of horizon n for a path p = spag ... in M is defined as
Reward, (p) = Z?;Ol R(si,a;) + Rr(sy).

The expected total reward of a probabilistic strategy o in an MDP M, starting from
state s and for a finite horizon n € N, is defined as Val},(s,0) = E? [Reward’;]. The
optimal expected total reward of horizon n starting from a state s in an MDP M is defined
over all strategies o in M as Val},;(s) = sup, Valjj;(s, o). One can restrict the supremum
to deterministic strategies [Put94, Theorem 4.4.1.b].

Average reward The (long-term) average reward of an infinite path p = spags; ... in M
is defined as AvgReward,,(p) = lim inf,,_, +Reward},(p).

The expected average reward of a probabilistic strategy o in an MDP M, starting
from state s, is defined as Valy(s,0) = E? [AvgReward,,]. The optimal expected average
reward starting from a state s in an MDP M is defined over all strategies o in M as
Valy/(s) = sup, Valy (s, o). One can restrict the supremum to deterministic memoryless
strategies [Put94, Proposition 6.2.1]. A strategy o is called e-optimal for the expected
average reward if Valy, (s, o) > Valy(s) — € for all s.
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Value iteration Value iteration is a dynamic programming [Put94, Section 4.5] technique
that uses the fact that for all sin .S and i € N:

Val%,(s) = Rp(s), and

acA

Valjh (s) = max | R(s, a) + Z P(s,a,s")Vali,(s) (2.1

We define opt);'(s) = argmax,c, [R(s,a) + >, P(s,a,s')Valy,(s)], ie. the action
that maximizes the value in the above equation'.

For a state s € S and 7 € N, let aj\’j’s denote a deterministic strategy that maximizes
Vall, (s, o), and refer to it as an optimal strategy for the expected total reward of horizon i
at state s. Then for a state s and a horizon ¢, 05\28(1)) = opté\;'p | (last(p)). We also define,
Valyi'(s,a) = [R(s,a) + 3., P(s,a,s)Valy(s')] for a state s and an action a.

Moreover, +Val},(s) approximates Valy(s):

Theorem 2.5 ([Put94, Theorem 9.4.1.b])
For an MDP M, a state s € S,

1
lim —Val’},(s) = Valy(s)

n—oo M,

This gives Algorithm 1 to approximate the long term average reward. This involves

iterating Equation 2.1 till a suitable stopping condition is met to get an e-close value.

Algorithm 1 Value iteration

Input: MDP M, a state sy € .S and a precision € > 0
Output: a value v such that [v — Valy(s)| < e

n<+<0
vo(s) = Ry(s) forall s € S
while stopping criterion is not met do
for s € S do
Un41(S) = maxgea [R(s,a) + >, P(s,a,s")v,(s)]
end for
n<—n+1
end while
return v, (so)

D A A S oy

I'There could be more than one action in the set that maximizes the value. In that case, we can take any
one of the action. In other words, there could be multiple deterministic strategies that optimizes the expected
reward.
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Unfortunately, this has two problems:

o For a state s, even though 1 Val},(s) converges, opt},(s) may not converge; so it is
not possible to find an optimal or e-optimal strategy.

e For general MDPs, it is not always easy to define a good stopping condition.

The first problem does not arise in a specific class of MDPs called strongly aperiodic MDP.
A Markov decision process is strongly aperiodic if P(s,a,s) > 0forall s € S and a € A.
One can make an MDP strongly aperiodic without changing the optimal expected average
reward and its optimal strategies [Put94, Section 8.5.4] with the following transformation:

,‘ Definition 2.9 (Aperiodic transformation)
For an MDP M = (S,A,P,R,Rr,AP, L), we define a new MDP M, =
(S,A,P,,R,Rp, AP, L) for 0 < o« < 1, where forall s € S and a € A,

e P.(s,a,s) =a+ (1 —a)P(s,a,s)and

o Py (s,a,8)=(1—a)P(s,a,s) forall s # s.
Notice that M, is strongly aperiodic.

Every finite path in M is also in M,,. Thus, for a strategy o in M,, there is a o in M
whose domain is restricted to the paths in M. The following theorem states that aperiodic
transformation does not change the optimal expected average reward and a strategy that
optimizes the expected average reward in the transformed MDP is also a strategy that
optimizes the expected average reward in the original MDP:

Theorem 2.6 ([Put94, Section 8.5.4])
Let M be an MDP. For a € (0,1), M, is a new MDP generated by applying the

aperiodic transformation mentioned above. Then the set of memoryless strategies

that optimizes the expected average reward in M, is the same as the set of memo-
ryless strategies the optimizes the expected average reward in M. Also from any s,
Valy(s) = Valy, ().

For i € N, let ', refer to a deterministic memoryless strategy that maps every state s
in M to the first action of a corresponding optimal strategy for the expected total reward of
horizon 1, so that o, (s) = a}js(s). For a large enough n, in a strongly aperiodic Markov
decision process, the strategy o, is e-optimal for the expected average reward:
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,_‘ Theorem 2.7 ([Put94, Theorem 9.4.5])

For a strongly aperiodic Markov decision process M, it holds that
Valy(s) = lim [Val(s) — Val,(s)]
Moreover, for any € > 0 there exists N € N such that for alln > N, for all s,
Valy(s,oh) > Valpy(s) —e.

End components For an MDP, an end component is a sub-MDP that is closed under
probabilistic choices and that is strongly connected.

,_‘ Definition 2.10 (End component of an MDP) N
For an MDP M = (S, A, P, R, Ry), an end-component (EC) is a sub-MDP M’ =
(T, A", P', R, R}.) such that

o forall s € T and a € A, Supp(P(s,a)) C T, and,

o the underlying graph of M’ is strongly connected, i.e., for any vertex q; and g

in M', there is a path from q; to g, and also from qs to q;.
A maximal end-component (MEC) is an end component not included in another

end-component.

We may omit the M from the subscript from the previous notations if the MDP is clear

from the context.

2.3.5 Underlying game graph of an MDP

The underlying structure of an MDP can be seen as a game graph where the nondeter-
minism is controlled by player 0 and the probabilistic transitions are controlled by player 1.

Formally we define the game graph as follows:

—_ Definition 2.11 |
Foran MDP M = (S, A, P, R, Ry, AP, L), we define the underlying game graph of
M as Gy = (QoWQ1, E,Qo, Q1) where

e Qy=Sand (@, =S x A.
e For qo = s9 € Qo and ¢ = (s1,a1) € Q1, (qo,q1) € E if so = s, and
a; € A(sp).
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2.3 Probabilistic systems

o For ¢ = (s1,a1) € Q1 and qo = so € Qo (¢1,90) € E if sp €
SUPP(P(31,CL1>)-

An infinite path p = spags; ... in M uniquely matches with an infinite path p’ =
Goq1 - - . in Gy where for all i € N, ¢ = s; and ¢o;41 = (S4,a;). We can extract a
deterministic strategy o in M from a strategy o¢,, for player 0 in G. Formally, o,(p) = a

if o, (p) = (last(p), a) where p matches with p/'.

Example 2.5 The underlying game graph of the MDP in Example 2.4 is described in
Figure 2.4. Player O vertices are denoted by circles and player 1 vertices are denoted by
boxes.

(MOVING, run)

(MOVING, walk) (FALLEN, stand)

Figure 2.4: A 2-player game

Consider the safety game where player 0 needs to avoid the vertex FALLEN. A strategy
og,, for player 0 such that og,,(p) = (MovING, walk) if last(p) = MovING is winning for
player O from the state MovING.

This gives a deterministic strategy o, in M to avoid the state FALLEN from the state
MovinG where o, (p) = [walk — 1] where last(p) = MoviNG. O

For ease of notation, for a deterministic strategy ¢ in M, we will also denote the
corresponding strategy for player 0 in the underlying 2-player game as 0. For a € AP, let
S,={s eS| L(s) =a}. Fora € AP, for a formula ¢ € {Qa,Oa, 0= a,05"a}, we
will write s |= ¢ if for all paths p € Paths},(s), p = ¢. Then for a state s € S, we have
the following:
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2.4 Distance-optimal strategy for reachability

e The reachability game in G,, with target set .S, is winning with strategy og,, if
so = Qa in M,.

e The finite reachability game in G, with target set .S, and horizon H is winning with
strategy og,, if so = O0=ain M,.

e The safety game in G,; with target set .S, is winning with strategy og,, if so = Oa in
M,.

e The finite safety game in G,, with target set S, is winning with strategy og,, if
so = O=Hq in M,.

2.3.6 Approximating MDPs

AnMDP M = (S, A, P, R, Ry, AP, L) is said to structurally identical to another MDP
M' = (S,A, PR, Ry, AP, L) if forall s € S and a € A, we have that Supp(P(s,a)) =
Supp(P'(s,a)). For two structurally identical MDPs M and M with probability distribution
P and P’ respectively, we say that M is e-approximate to M’, denoted M ~¢ M, if for all
se€ Sanda € A: P(s,a) ~° P'(s,a).

The following Lemma captures the idea that optimal strategy in an MDP M’ that
approximate MDP M, would be a e-optimal strategy in the original MDP M.

ﬁ‘ Lemma 2.2 (Adapted from [Chal2, Theorem 5])
Consider B € (0,1), and MDPs M and M’ with set of state S such that M ~"% M’

withng < ﬁgfg:'i“ , where puin is the minimum probability appearing in M. For a state

s € S, let 0 be a memoryless deterministic strategy such that Valy: (s, o) = Valy (s).

Then, it holds that |Valy/(s,0) — Valy(s)| < 5.

2.4 Distance-optimal strategy for reachability

Given an MDP M = (S, A, P,R, Ry, AP, L), let T' C S. An objective we could be
interested in is to find a strategy that maximizes the probability to reach the target. Formally,
let Py, (OT) denote the value Py, (s = OT'), the probability to reach a state in 7" from
the state s in the Markov chain M,,. We want to find a strategy in

Y s(0T) = argmax Py, (OT) .
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2.4 Distance-optimal strategy for reachability

Example 2.6 We can represent the game Frozen Lake as a Markov decision process. In
this game, a robot moves in a slippery grid. It has to reach the target while avoiding holes
in the grid. Each state in the MDP represents the current position of the robot in the grid.
The states representing the target and the holes can be assumed to be sink state, i.e., the
robot cannot move to any other positions from this state. Part of the grid contains walls
and the robot cannot move into it. The frozen surface of the lake being slippery, when the
robot tries to move by picking a cardinal direction, the next state is determined randomly
over the four neighbouring positions of the robot, according to the following distribution
weights: the intended direction gets a weight of 10, and other directions that are not a wall
and not the reverse direction of the intended one get a weight of 12. There are no rewards,
and the terminal reward is 1 when the robot reaches the target and 0 otherwise. 0

Figure 2.5: A 6 x 6 layout for Frozen-Lake

Figure 2.5 shows a grid of size 6 x 6. Note that there is no strategy to reach the
target with probability 1. Consider a strategy o; where the robot moves to the cell right
of the starting cell and then move up to reach the target. We can have another strategy oo
where the robot instead moves left and then moves upwards till the cell marked with * and
then comes back to the initial position and then follows 0. Although both strategies are
optimal in terms of probability to reach the target, o, takes more time to reach the target
in comparison to ;. Thus, a more practical approach would be to find a strategy that
also minimizes the time needed to reach the target among the strategies that maximizes the
probability to reach the target.

Given a path pinan MC M = (S, P,AP,L) and T' C S, we use len(p,T") to denote
the length of the shortest prefix of p that reaches one of the states of 7', that is, len(p, T') = i
if p[i] € T and for all j < i, p[j] ¢ T. Our objective is to find a strategy which minimizes
the conditional expectation E;, s(len(p, T) | p = OT') among the strategies in Xy s(07),
the strategies which maximize Py, ,(0T).

2The distribution is then normalized so that weights sum up to 1.
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2.4 Distance-optimal strategy for reachability

In this section, we will present how to get a such strategy. The algorithm works as
follows: we remove actions that does not contribute to maximizing the probability to reach
the target and then change the probabilities in the MDP as described in Definition 2.12.
This way, using any strategy that maximizes the probability to reach the set 7" in original
MDP M, the set T" can be reached with probability 1 in the new MDP M’. Then, in the new
MDP M’, we calculate the strategy that minimizes the expected distance to the state 7.

Before formally stating and proving the algorithm in Theorem 2.8, let us define some
notation that we will use in this section. We denote the actions that, when taken from a

state s, maximize the probability of reaching the goal states from s as the set

Opty = {(s,a) € S x A|Valy(s,T) = P(s,a,s) - Valy(s',T)}.

We use Zgj’t to denote the strategies that takes actions according to Opt,,, that is,

St = {o | Vp,Va € Supp(a(p)); (last(p), a) € Opty,} .

Lemma 2.3 }
Given an MDP M = (S, A, P, R, Ry, AP, L) and a set of states T C S, for every
state s € S and for every action a, Valy (s, T) > >, P(s,a,s’) - Valy (s, T).

Proof Suppose, there is a state s € S and an action a € A such that Valy(s,T) <
> o P(s,a,s") - Valy(s',T). Now, consider the strategy o’ that takes action a from s and
then from paths s - as’ follows a strategy oy € 37+ (O7) that maximizes the probability
to reach states in 7" from s’. Formally,

st T

ou(p) ifp=s-as-p

Then, Py, , (OT) = >, P(s,a,s") - Valy(s,T') > Valy (s, T) which is a contradiction.
U

The following lemma states that the strategies that maximize the probability of reaching

the goal states always take ‘locally optimal’ actions.

Lemma 2.4 }
Given an MDP M = (S, A, P) and a set of states T C S, for every state s € S,
Sars(OT) C DOPE

Proof Suppose that there is a strategy o* € ¥,/ (07") where there exists a path p and an
action a € Supp(c*(p)) such that (last(p), a) & Opt,,. Then, from Lemma 2.3 and the fact
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2.4 Distance-optimal strategy for reachability

that (last(p), a) & Opt,,,
Valy (last(p ZP (last(p),a, s") - Valy (s, T)

and for every other action o’ 7£ a,

Valy(last(p), T') > ZP (last(p),a’, s") - Valy (', T) .

Consider the strategy o which differs from o* only on paths with p as prefix: on every path
having p as a prefix, " takes the next action according to a strategy djase(p) € Lz tast(p) (01
that maximizes the probability to reach states in 7" from last(p), whereas, it takes action
according to o* on every other path. Formally,

Olast(p) (p") it p =p-p"

a*(p') otherwise.

o'(p') =

Note that, for every strategy o,

Pas, o(OT) =) (U(p, d)- Y (Pllast(p),d’,s') - PMmp.a,s,(oT))) .

a’ s/

Also, Py . pas (OT) < Valy(s',T) for all o’ € A. Therefore,
Pa,. ,(OT) = Z (a*(p, a) - Z (P(last(p), d’, s") 'PMU*,,;.@'S/(OT)))

a’ s’

< Z (0*(p7 CL/> ) Z <P<|aSt(p)> alv 8/> ’ Va|M<S/7 T)) )

8/

<Za p,a') - Valy(last(p), T)

= VaIM(Iast(p),T)

So, Par,, ,(0T) = PMmast(p)v'aSt(p)(OT) = Valy(last(p), T') > P, . ,(OT). Now note that,

for any strategy o,
Par, s(OT) =Par, s(p EOT ApC o) +Pus(0 EOT ApIZ )
= Py, s(Pathsy; (p)) - Par, ,(OT) +Pus, (0" = OT A p L p)
As o*(p') = o”(p') for any p’ such that p C p,
Par,. s(Pathsy,  (p)) = IP’MU,“S(Paths‘X/‘,JN (p)) -

and

Par,.s(pf EOT Ap L p)=Pu, (0 EOT ApZp).

Then Py ., o(OT) < Par,, s(OT), which cannot be true as o™ is an optimal strategy. O

We define a transformation in the following definition where we create an MDP with
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by removing states from which the target set 7" is not reachable. We also remove an action
a from state s if (s,a) is not in Opt,,. Furthermore, we also redefine the probability

distribution in a specific way.

— Definition 2.12 |
We define a tranformation as follows: For an MDP M = (S, A, P, R, Ry, AP, L)
and T C S, we define M' = (S', A, P', R, Ry, AP, L) where

S'={s e S| Valy(s,T) > 0}

and P' is constructed from P in the following way:

P(S> a, Sl) ’ Y/zl|((i7g)) lf(S, a) € OptM

P'(s,a,s") = .
1 otherwise.

Note that M’ = (S’, A, P') is well-defined as P’ is indeed a probability distribution as

Val(s', T Val(s, T
S P(s,a,8) = Y, Pls,a,) - vaed) = vaed) — .

From the construction of M’, we have that the set of strategies in M’ is E?ft. For ease
of notation, for a strategy o € Z?ft, we write Py, ; as P, , and Py, , as ]P’:m. Similarly, we

: /
write By, ; as E, ; and Epp , as EU’S.

In Algorithm 2, we present how to get a strategy which minimizes the conditional
expectation E; ;(len(p,T') | p = OT') among the strategies in Xy ;(OT).

Algorithm 2 Calculating distance-optimal strategy for reachability
Require: M = (S, A, P), T CS

1: Create MDP M’ = (', A, P’") according to Definition 2.12.

2: Find a strategy o* that minimizes the expected distance in M’:

0" € argminE[ _ (len(p,T)).

(o2

3: return o*.

To prove the correctness of Algorithm 2, we use following lemmata.

’_l Lemma 2.5 } N
For any strategy o € E?jt, so € S" and a path p = spapsy ... s, € (S'\T-A)*T'N
PathS]y[(So, O'),

Ps.so ( Pathsoj\JJg (r)

P’ (PathsM(P)) - Valy(s0)

0,50
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Proof Ass, € T, Valy(s,,T) = 1. So,
n—1
P;,S()(Pathsuj\)/[é (p)) = H U(p|i7 ai) ' Pl(sia a;, Si+1)
i=0

n—1
Val i1, T
- HU(p“,ai) - P(s, ai,8i41) - M
i—0

Valy (s, T)

w VaIM(sn)
= Py s, (Pathsy (p)) - Valy(s0)
Py (Pathss, ()

Va|M(So)
O
Lemma 2.6 }
For any strategy o € ngt and sy € S', we have: P,  (OT) = ]P\Zf; ((i Z)).

Proof Note that, Paths,; (so) N (S \ T)*T" = Pathsy(so) N (S \ T)*T, as in M', we
only removed states from which the states in 7" are not reachable. So, using the result from
Lemma 2.5, we get:
P, 5, (0T) = Z P s, (Pathsyy, (p))
p€EPaths ;s (s0)N(S\T)*T

_ oy PuaPas ()

pEPaths s (s0)N(S\T)*T Valu(so)
_ Py (OT)
VaIM (80>
[
Corollary 2.1
For sy € S', 0 € Xy, (OT) if and only if P, (OT) = 1.

Thus, for sy € ', and any strategy o € Xy, (0T'), E[, , (len(p,T)) # oo if and only
if 0 € ¥)15,(0T). Now we show the relation between expected conditional length in A/’
and M:

Lemma 2.7 }

For any strategy 0 € ¥ (0T, sg € 5,
Eoso(len(p, T) | p = OT)
Valys(s0)

E, . (len(p,T)) =

9,50
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Proof Note that, Pathsy(so) N (S \ T)*T = Pathsy;(so) N (S \ T)*T as in M’, we
only removed states from which the states in 7" are not reachable. Using the result from
Lemma 2.5, we get:

E; 5 (len(p, T)) = > len(p, T) - P, (Paths§, (p))

pEPaths s (so)N(S\T)*T

Py s, (Pathsy,
- Z len(p, T) - \(/aIM(so) (1))

pEPaths s (so)N(S\T)*T
_ Eos(len(p, T) | p = OT)
ValM(So)

Now, following theorem proves the correctness of Algorithm 2:

”' Theorem 2.8 }
For sy € S', let 0™ be a strategy in M’ that minimizes I, , (len(p,T')). Then,
1. Py (OT) = Valyr(so).
2. Ep 5o(len(p,T) | p = OT) = minOT) E,s(len(p,T) | p = OT)

UEZM750

Proof We know that E . (len(p,T")) # oo if and only if 0 € ¥y, (0T). So o* €

7,50

Y15 (OT). Therefore, we have Py o (O1") = Valy(so)-

From Lemma 2.7, we get E, , (len(p, T') | p = OT) = E[ , (len(p, T)) - Valps(so) for
any o € X,(0T"). Then,

argmin K} (len(p,T)) = argmin E _ (len(p,T)) - Valu(so)
€M, s, (0T) TEN M, s (0T)

= argmin E, . (len(p,T) | p = OT)

o€ M 5o (0T)

So, Eys s (len(p,T) | p = OT) = min )EU,SO(Ien(p, T)|pEOT). O

TEX M, 50 (

2.5 Multi-armed bandit problem

The name of the problem comes from imagining a scenario where a gambler is in
a casino standing in front of a row of slot machines (sometimes known as “one-armed
bandits”), who has to decide which machines to play in order to maximize their payoff.
We are interested in this problem because it forms the basis of the theoretical analysis of
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Monte Carlo tree search algorithms, an online heuristic approach to find good strategies in
an MDP.

Let A denote a finite set of actions. For each a € A, let (z,:):>1 be a sequence of
random rewards associated to a. They correspond to successive plays of action a, and for
every action a and every ¢ > 1, let x,; be drawn with respect to a probability distribution
D, over [0,1]. We denote by X, , the random variable associated to this drawing. In
a fixed distributions setting (the classical bandit problem), every action is associated to a
fixed probability distribution D,, so that D, ;, = D, for all ¢ > 1.

The bandit problem [Mun14] consists of a succession of steps where the player selects
an action and observes the associated reward, while trying to maximise the cumulative
gains. For example, selecting action a, then b and then a again would yield the respective

rewards z, 1, 21 and x, o for the first three steps, drawn from their respective distributions.

Let the regret R, denote the difference, after n steps, between the optimal expected
reward max,c4 E[Y ", X,,] and the expected reward associated to our action selection.
The goal is to minimise the long-term regret when the number of steps n increases. As the
underlying reward distributions are unknown, potential rewards must be estimated based
on past observations. This leads to the exploitation-exploration dilemma: one needs to
balance between exploiting the action currently believed to be optimal and exploring other

actions that is appearing sub- optimal but may turn out to be better in the long run.

In [LR85], it was shown that for a large class of reward distributions, there exists no
strategy for selecting the correct arm with a regret that grows slower than O(logn). A
strategy is said to resolve the exploration- exploitation tradeof if its regret growth rate is
within a constant factor of this best possible regret rate.

The algorithm UCB]I (upper confidence bound 1) of [ACF02] offers a practical solution
to this problem for the stationary bandit case.For an action a and n > 1, let 7,,, =
% > i, Tqy denote the average payoff obtained from the first n plays of a. Moreover, for a
given step number ¢ let ¢, denote how many times action a was selected in the first ¢ steps.
The algorithm UCBI1 chooses, at step ¢ + 1, the action a that maximizes T, + ¢;.,, where
Ct1, 18 defined as %‘t if £, > 0, and as +oo otherwise. This procedure enjoys the regret

bound of O(logn) [ACFO02].
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2.5.1 Non-stationary Bandit Problem

We will make use of an extension of these results to the general setting of non-
stationary bandit problems, where the distributions D, ; are no longer fixed with respect
to t. This problem has been studied in [KS06], and results were obtained for a class of

distributions D, ; that respect assumptions referred to as drift conditions.

For a fixedn > 1, let Ya,n denote the random variable obtained as the average of the
random variables associated with the first n plays of a. Let ji,, = E[Yan] We assume
that these expected means eventually converge, and let 1, = lim,,_, ft4n. We also assume

the following conditions on the sequences of random variables:

Definition 2.13 (Drift conditions)

e Forall a € A, the sequence (ji,,)n>1 converges to some value [i,.

o There exists a constant C,, > 0 and an integer N, such that for n > N, and
any 6 > 0, A, (0) = Cpy/n1n(1/9), the following bounds hold:
P[nya,n > Nftan + An(é)] <9,

P[nyam < Nty — An(é)} <9J.

We define d,,, = flan — [a- Then, p*, p, 6 are defined as p;, i), 0;,, where j is
the optimal action.> Moreover, let A, = u* — ji,.

As 0,,, converges to 0 by assumption, for all € > 0 there exists Ny(¢) € N, such that
for ¢ > Ny(e), then 2|6, < €A, and 2|;| < e/, for all all suboptimal actions a € A.

We recall the results of [KS06], and provide an informal description of those results.
Consider using the algorithm UCB1 on a non-stationary bandit problem satisfying the drift
conditions, with ¢;;, = 2C), /1;1_; for some constant C,,.

Let T,(n) denote number of times action a has been played at time n. Let X, =

Y aca Taln) Ya,Ta(n) denote the global average of payoffs received up to time n. Then, one

n

can bound the difference between p* and X ,:

31t is assumed for simplicity that a single action a is optimal, i.e. maximises E[X, a,n) for n large enough.

37



2.6 Monte Carlo tree search

Theorem 2.9 ([KS06, Theorem 2])
Under the drift conditions of Definition 2.13, it holds that
2Inn + N0(1/2))>

n

E[X,] = 1] < |62+ O ('A“Cp

This is the main theoretical guarantee obtained for the optimality of UCB1. Also for
any action a, the authors state a lower bound for the number of times the action is played.

Theorem 2.10 ([KS06, Theorem 3])

Under the drift conditions of Definition 2.13, there exists some positive constant p

such that after n iterations for all action a, T,(n) > [pln(n)].

The authors also prove a tail inequality similar to the one described in the drift
conditions, but on the random variable X, instead of Yayn. This will be useful for
inductive proofs later on, when the usage of UCBI is nested so that the global sequence
X, corresponds to a sequence X, of an action b played from a previous state of the MDP.

Theorem 2.11 ([KS06, Theorem 4])

Fix an arbitrary 6 > 0 and let A,, = 9v/2n1n(2/9). Then for big enough n, the
following holds true:

P[nX, > nE[X,] + A(6)] <

X Xo]

PlnX, <nE[X

Finally, it is shown that the probability of making the wrong decision (choosing a

suboptimal action) converges to 0 as the number of plays n grows large enough.

Theorem 2.12 ([KS06, Theorem 5])
Let I, be the action chosen at time t, and let a* be the optimal action. Then
limy o Pr(l; # a*) = 0.

2.6 Monte Carlo tree search

In heuristic search, from a state s, a tree of paths are created to approximate the expected

total reward VaI]\H4 and corresponding optimal action opt,. Conventional heuristic search
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algorithms are based on Monte Carlo methods which estimate action values from current
state by simulating many paths that start with each possible actions. When the action
value estimates are accurate enough, the action enough or a specified budget (of number of

iterations or time) is exhausted, the action with the highest estimate is returned.

We specifically focus on the Monte Carlo Tree Search (MCTS) algorithm [Bro+12].
Note that rewards in the MDP M are bounded as there are finitely many paths of length
at most H, with rewards in R. Thus, for the sake of simplicity we assume without loss of
generality that for all paths p of length at most H the total reward Reward,;(p) belongs to
0, 1].

Given an initial state sy, MCTS is an iterative process that incrementally constructs
a search tree rooted at sy describing paths of M and their associated values. An iteration
constructs a path in M by following a decision strategy to select a sequence of nodes in the
search tree. When a node that is not part of the current search tree is reached, the tree is
expanded with this new node, whose expected reward is approximated by simulation. This

value is then used to update the knowledge of all selected nodes in backpropagation.

Figure 2.6: Already-built part of the search tree at the start of iteration

In the search tree, each node represents a path. For a node p and an action a € A,
let children(p,a) be a list of nodes representing paths of the form p - as’ where s’ €
Supp(P(last(p), a)). For each node we store a value value(p) computed for node p, meant

to approximate Valf[‘p |(Iast(p)). For each node p and action a, we also store the value
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value(p, a) which is meant to approximate the value

R(last(p),a) + Y _ P(last(p), a, s')Valy, " 7}(s').

We also store a counter count(p) that keeps track of the number of iterations that selected
node p and count(p, a) that selected the action a from p. We add subscripts i > 1 to these
notations to denote the number of previous iterations, so that value;(p) is the value of p
obtained after i iterations of MCTS, among which p was selected count;(p) times. We
also define total;(p) and total;(p, a) as shorthand for respectively value;(p) x count;(p) and

value;(p, a) x count;(p, a).

Each iteration consists of three phases. Let us describe these phases at " iteration.

Selection phase Starting from the root node, MCTS descends through the existing search
tree by choosing actions based on the current values and counters and by selecting next
states stochastically according to the MDP. This continues until reaching a node ¢, either
outside of the search tree or at depth . In the former case, the simulation phase is called
to obtain a value value;(q) that will be backpropagated along the path ¢. In the latter case,

we use the exact value value;(¢) = Rr(last(g)) instead.

Figure 2.7: MCTS traverses through the existing search tree till it finds a new node and
adds the new node to the tree during selection phase.

The action selection process needs to balance between the exploration of new paths
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2.6 Monte Carlo tree search

and the exploitation of known, promising paths. A popular way to balance both is the upper
confidence bound for trees (UCT) algorithm [KS06], that interprets the action selection
problem of each node of the MCTS tree as a bandit problem, and selects, for some constant

C, an action a* in the set

arg max [valuel-l(p’ a) + C\/ln (Counti—l(p))] .

acA count;_;(p, a)

Simulation phase In the simulation phase, the goal is to get an initial approximation for

the value of a node p, that will be refined in future iterations of MCTS.

Classically, a sampling-based approach can be used, where one computes a fixed
number ¢ € N of paths p - p in Paths} (p). Then, one can compute the value of the node

by averaging these values by

1
value;(p) = — E Rewardy(p') ,
c
p/

and fix count;(p) to 1. Usually, the samples are derived by selecting actions uniformly at
random in the MDP.

‘s
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-
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Figure 2.8: MCTS approximates the value of the newly-added node by sampling paths
during simulation phase.

Backpropagation phase From the value value;(p) obtained ataleaf node p = spagsy . . . sp,
at depth A in the search tree, let reward;(pj;) = Z;:kl R(s;, a;) + value;(p) denote the re-
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2.6 Monte Carlo tree search

ward associated with the path from node py;, to p in the search tree. For k from 0 to h — 1

we update the values according to

total;,_ (px) + reward; (px,)
count; (k)

Similarly, the value value;(p, a) is updated based on total;_; (p, ax), reward;(pz) and

value; (p) = .
count; (pjx, ar) with the similar formula:

total;_1 (pjk, ax) + Zlh:_kl R(s;, a;) + value;(p)
count; (pjk, k) ’

value; (pik, ax) =
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Figure 2.9: The value obtained at the new node is used to update the values in the nodes
above in the search tree during backpropagation phase.

After n iterations of MCTS algorithms at state s¢, the action that maximizes value, (sg, a)

is returned.

The MCTS algorithm proposed in [KS06] was presented for a version where MCTS
was called recursively until leaves were reached, as opposed to the sampling-based approach

that we discussed before. This algorithm enjoys the following guaranties:

Theorem 2.13 }
[KS06, Theorem 6] Consider an MDP M, a horizon H and a state s,. Let

Vi(so) (resp. Vi,(so,a)) be a random variable that represents the value value,(so)

(resp. value,(sg,a)) at the root of the search tree after n iterations of the MCTS
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algorithm on M. Then,
o |E[V,(s0)] — Vali}(s0)| is bounded by O((Inn)/n).
o The failure probability Plarg max, V;,(so, a) € opti(so)] converges to zero as
n tends to infinity.

The simulation-based approach has become more standard in practice and the same

guaranties can be obtained* in the simulation-based approach as in the version mentioned
in [KS06].

2.7 Task systems

A task system [GGR18] Y = ((7;)sejn), F, H) is composed of a set of n pre-emptible”
tasks (7;);cn) partitioned into a set F' of soft tasks and a set H of hard tasks. Time is

assumed to be discrete and measured e.g. in CPU ticks.

Each task 7; generates an infinite number of instances 7; ;, called jobs for j € N. Jobs
generated by both hard and soft tasks are equipped with deadlines, which are relative to
the respective arrival times of the jobs in the system. The computation time requirements
of the jobs follow a discrete probability distribution, and are unknown to the scheduler, but
upper bounded by their relative deadline. The tasks are assumed to be independent and
generated stochastically: the occurrence of a new job of one task does not depend on the
occurrences of jobs of other tasks, and both the inter-arrival and computation times of jobs
are independent random variables.

Formally a fask can be defined as follows:

—| Definition 2.14 (Task) |
A task T is a tuple (C, D, A), where:
e C is a discrete probability distribution on the (finitely many) possible compu-

tation times of the jobs generated by T;
e D € N is the deadline of all jobs generated by T which is relative to their
arrival time; and

“This can be observed as a direct implication of Theorem 5.1 which we will discuss in Section 5.1.

This means the scheduler can temporarily interrupt a running task, and can resume it at a later time.
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2.7 Task systems

o A is a discrete probability distribution on the (finitely many) possible inter-

arrival times of the jobs generated by T.

Jobs generated by hard tasks must complete before their respective deadlines. For
jobs generated by soft tasks, deadline misses result in a penalty. This is modelled by a cost
function cost : F© — Q> that associates to each soft task 7; a cost c(j) that is incurred
every time a job of 7; misses its deadline. The scheduling problem consists in finding a
scheduler, i.e. a strategy for the scheduler that associates, to all CPU ticks, a task that must
run at that moment, in order to avoid deadline misses by hard tasks and to minimize the
mean cost of deadline misses by soft tasks.

It is assumed that, for a task 7 = (C, D, A), max(Supp(C)) < D < min(Supp(A)).
Hence, at any point in time, there is at most one job per task in the system. Also, when a
new job of some task arrives at the system, the deadline for the previous job of this task
is already over. Finally, we assume that the task system is schedulable for the hard tasks,
meaning that it is possible to guarantee that jobs associated to hard tasks never miss their
deadlines.

Given a task system T = ((7;)icpn), £, H) with n tasks, the structure of the task system
T is ((struct(7;))icm), F, H) where struct((C, D, A)) = ((Supp(C), D, Supp(A))).

We denote by Cy,., and Ay, resp. the maximum computation time, and the maximum
inter-arrival time of a task in Y. Formally, C\,.x = max(Uie[n] Supp(C;)), and Apax =
max({J;ep, Supp(4i)). We also let D = maxef,(|Supp(A;)[). We denote by Y| the
number of tasks in the task system T.

Consider two task systems Yy = ((7})ien), F, H), and To = ((77)icn), F, H), with
ITy| = |Ys|, 7/ = (C7, D!, Al) for all i € [n] and j € [2]. The two task systems Y

and T, are said to be e-close, denoted Y1 ~¢ T, if they have the same structure and the

distributions are e-close, i.e.,

o struct(T!) = struct(1?),
o forall i € [n], we have A} ~¢ A?, and
I,

o forall i € [n], we have C} ~¢ C2.
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2.7 Task systems

2.7.1 MDP for the scheduling problem

Given a system Y = {7, 7,...,7,} of tasks, we describe the modelling of the
scheduling problem by an MDP M-~. A state in the MDP encodes the following information
about each task 7;:

e a distribution c; over the job’s possible remaining computation times;
e the time d; up to its deadline; and

e a distribution a; over the possible times up to the next arrival of a new job.

Forastate s = ((c1,d1,a1) ... (Cn,dn, ay)), let act(s) = {i | ¢;(0) # 1 and d; > 0} be the
tasks that have an active job in s. Let mis(s) = {i | ¢;(0) = 0 and d; = 0} be the tasks
that have missed a deadline in s.

The possible actions from state s are to schedule an active task from act(s) or to idle
the CPU (represented by ¢) for one CPU tick. The probability distribution arises from the

valid moves available for the task generator:

o stay idle (¢),

e finish the current job without submitting a new one, (fin)

e submit a new job while the previous one is already finished (sub),

e submit a new job and kill the previous one, in the case of a soft task (killANDsub).

Whenever a job by a soft task misses its deadline, it incurs a cost. This is represented
as a negative reward. Whenever a hard task misses its deadline, the MDP reaches a sink
state marked with L. Our objective is to find a strategy that

e avoids the state marked by L, and

e minimizes the average mean payoff reward
Example 2.7 Consider a system with the following tasks:

e one hard task 7, = (C},, 2, A,) such that C,(1) = 1 and A;(3) = 1; and
e one soft task 7, = (Cs, 2, As) such that Cs(1) = 0.4, C(2) = 0.6, and A4(3) = 1;

and the cost function ¢ such that ¢(7) = 10.

This means that both tasks will submit their first job at time 0, both with deadlines at time
0+ 2 = 2. Then, 75, ; will have a computation time of 1, while 7, ; will have a computation
time which is either 1 (with probability 0.4) or 2 (with probability 0.6). Both tasks will
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2.7 Task systems

submit new jobs 73, 5 and 7, 5 at time 0 + 3 = 3. Each time a job of 7, misses its deadline, a

penalty of 10 will be incurred.

Figure 2.10 presents part of the MDP I'y built from the set of tasks 7 = {73, 75}

—
i~

(sub, sub)

el

|0

\ (sub, killANDsub)

Y 1

¢ DA <10 K
|0 0 1 ———e-~ 1L [Dc=lo
7s|1 0 1

Figure 2.10: Part of the MDP for the task system in Example 2.7

The probabilistic transitions are labelled with a tuple denoting the task generators
action corresponding to task 75, and 7,. From the initial state, the scheduler can schedule
75 for one CPU tick, or schedule 7, for one CPU tick or stay idle. If it schedules 7, then
with probability 0.4, 7, finishes and with probability 0.6, it would still have 1 CPU tick
computation time left. If 7, misses its deadline, a reward of —10 is added. When 73, misses
its deadline the MDP reaches a sink state marked with L. ([l

2.7.2 Safe region in a task system

We can consider the underlying game graph of the MDP My. There we have a
safety game between Scheduler (player 0) and TaskGen (player 1) where the objective for
Scheduler is to avoid the state marked with L. We say a state s is safe if Scheduler has a
winning strategy from s in the safety game. For a state s, safe(s) is the set of actions a such
that (s,a) € o(s) where o is the most general strategy for Scheduler in the safety game.
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2.7 Task systems

We consider the rest of the actions unsafe.

Given an initial state s;,;; in the MDP M+, we let the safe region of M~ be the MDP
M2 obtained from My by applying the following transformations:

e remove from M~ all unsafe actions;

e remove from M~ all vertices and edges that are not reachable from s;,,;;.

Note that M52 is guaranteed to be non-empty as the task system Y is guaranteed to
be schedulable for its hard tasks by hypothesis. In the following lemma, we prove that this

safe region is a single maximal end component:

Lemma 2.8 }

Let Y = ((7i)ic1, F', H) be a task system and let M3 be the safe region of its MDP.

Then M$™ is a single maximal end-component.

Proof Observe that, since we want to prove that the whole MDP M3 corresponds to an
MEC, we only need to show that the underlying graph of M35 is strongly connected. In
order to show the strongly connected property, we fix a vertex v controlled by Scheduler,
and show that there exists a path in M%afe from v to v;,;;. By construction of M;}afe, v is
reachable from v;,,;;, this entails that all vertices v’ in the graph are also reachable from v.

Let v;nit = vo, Vg, V1, V7, -+, Vl,_1, U, = v be the path p leading to v, where all vertices
v; belong to Scheduler, and all v; are vertices that belong to TaskGen in the game graph.
Then, from path p, we extract, for all tasks 7; the sequence of actual inter-arrival times
o; = t'(1),t1(2),...,t"(k;) defined as follows: for all 1 < j < k;, t'(j) € Supp(4;) is
the time elapsed (in CPU ticks) between the arrival of the (j — 1) job and the jth job
of task ¢ along p (assuming the initial release occurring in the initial state v;,,;; is the 0-th
release). In other words, letting 7%(j) = >.7_, #'(k), the jth job of 7 is released along
p on the transition between v7; ;) and vri(;). Observe thus that all tasks i € [n] are in

the same state in vertex v,; and in vertex vri(j), i.e. the time to the deadline, and the

)
probability distributions on the next arrival and computation times are the same in v;,,;; and
vri(;). However, the vertices vri(;) can be different for all the different tasks, since they
depend on the sequence of job releases of 7; along p. Nevertheless, we claim that p can be
extended, by repeating the sequence of arrivals of all the tasks along p, in order to reach a
vertex where all tasks have just submitted a job (i.e. v;,;:). To this aim, we first extend, for
all tasks i € [i], o; into o} = o, t'(k; + 1), where t'(k; + 1) € Supp(A;) ensures that the
k; + 1 arrival of a 7; occurs after v.
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For all i € [n], let A; denote Zf:ﬁl t'(4), i.e. A; is the total number of CPU ticks
needed to reach the first state after v where task ¢ has just submitted a job (following the
sequence of arrival o; defined above). Further, let A = lem(A;);c[,, the least common
multiple of the A; values. Now, let p' be a path in M52* that respects the following

properties:

1. pisa prefix of p/;

2. p’ has alength of A CPU ticks;

3. p’ ends in a Scheduler vertex v’; and

4. for all tasks ¢ € [n]: 7, submits a job at time ¢ along p’ iff it submits a job at time
(t mod A;) along p.

Observe that, in the definition of p’, we do not constrain the decisions of Scheduler after
the prefix p. First, let us explain why such a path exists. Observe that the sequence of task
arrival times is legal, since it consists, for all tasks i, in repeating A /A; times the sequence
o, of inter-arrival times which is legal since it is extracted from path p (remember that
nothing that Scheduler player does can restrict the times at which TaskGen introduces new
jobs in the system). Then, since Y is schedulable, we have the guarantee that all Scheduler
vertices in M$2™ have at least one outgoing edge. This is sufficient to ensure that p’ indeed
exists. Finally, we observe p’ visits v (since p is a prefix of p’), and that the last vertex v’ of
p’ is a Scheduler vertex obtained just after all tasks have submitted a job, by construction.
Thus, v" = v;,,;:, and we conclude that, from all Scheduler vertex v which is reachable from
Vinit, One can find a path in M%afe that leads back to v;,;;.

This reasoning can be extended to account for the TaskGen vertices: one can simply
select any successor v of v, and apply the above reasoning from v to find a path going back

to v;,;t. Hence, the graph is strongly connected. 0J

2.8 Artificial neural networks

Artificial neural network models or neural networks or NNs are used to learn a function
from a dataset of known inputs and outputs. This can be a classification problem, where
the outputs are discrete labels : for example, predicting whether the input is picture of a
cat or a dog given an image. This can also be a regression problem, where the outputs
are continuous values: for example, predicting the temperature of tomorrow given today’s

meteorological data.
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A neural network can be viewed as a computational graph® which is represented by
a number of layers. The layer in the middle are called hidden layers. A neural network
contains some parameters called weights which are initially assigned random values. It
takes the output y of the previous layer and use the weights w;; and b; to compute the input
x of the next layer where z; = ). w;;y; + b;. Each nodes in the layer has a non-linear
activation function that is applied on the input (otherwise the network would only be able
to learn linear functions). Common non-linear functions that are used for activation are :

e Sigmoid function : f(x) = H%

e Rectified Linear Unit or ReLU : f(z) = max(0, x).

The data is generally stored in multidimensional arrays called fensors. The process of
transforming raw data into numerical features in tensor format so that it is easily processable
by the network is called feature extraction. The data is divided into three disjoint sets: one
is used solely for training the data, one for validation, i.e. to monitor the training procedure

and another for festing the neural network.

Training a neural network would mean finding a set of values for the weights in this
network such that it correctly maps inputs to the associated outputs. To measure how good
the neural network is, functions called loss functions are used which computes a distance
score based on the values predicted by the network Y and the expected output Y. For

example, the mean squared error is often used as a loss function:

n

MSE(Y, V) = -3 (V- %)
=1

The backpropagation algorithm decides how much to update a weights w;; by looking

at the error E. This is done by following the update rule called gradient descent [Cau+47;

Lem12]:
dFE

Wij < Wi5 — CYW
1]

where « is a positive constant called learning rate. Intuitively, it means if error decreases
dE
dwij
weight should decrease. In practice, stochastic variants of gradience descent algorithm like

ADAM [KB14] is used for faster computation.

when the weight is increased i.e. < 0, the weight should increase. And otherwise, the

At the end of the training, quality of the network is determined based on its error rate

®A computational graph is a directed graph where the nodes correspond to mathematical operations or
variables.

49



2.8 Artificial neural networks

on the test dataset. Sometimes, the network overfits, i.e., it shows low error rate on the
training dataset but not on the test dataset. To avoid this, dropout [Hin+12] is often used

where nodes in the neural network are omitted with a given probability called dropout rate.

2.8.1 Convolutional neural networks

In a convolutional neural network or CNN, each data-point in the dataset is divided
in number of channels where each channel in a 2-dimensional matrix. Often the multidi-
mensional tensors are flattened to create a 1-dimensional vector easily processable by the
networks.

In a CNN, the weights are organized into sets of 3-dimensional structural units, known
as filters or kernels. The convolution operation places the filter at each possible position in
the input, and performs dot products between the weights in the filter and the values in the
matching grid of the same size in the input. Pooling operations are used to reduce the size
of the input by applying the maximum or average function in smaller regions of the input.
For example, max-pooling of size 3 can take every 3 x 3 grid in the input and reduce them
to cells containing the maximum value among these 9 values. CNN also contains layers

performing linear transformations called dense layers.

2.8.2 Hyperparameter tuning

Hyperparameter tuning is often used to choose the optimal architecture for the neural
network. This involves tuning for the following hyperparameters:

e number of layers,

e size of the hidden layers,
e dropout rate,

e activation functions,

e learning rate etc.

The optimal hyperparameters are searched in a given search space either by exhaustive

searching or by randomized optimization [BB12].
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Chapter 3

Formal methods in decision-time planning

When an MDP is too large to be analysed offline using formal algorithms, an online
approach can be taken. This works as follows: after encountering a new state s, an action
a that is “good” for reward optimization starting from the state is computed. This action
a is taken from the state s and the state of the MDP evolves to state s’ according to the
probability distribution in the MDP. Then the same process is repeated from this new state
s’. This is called decision-time planning [SB18, Chapter 8.8].

In this chapter, we consider approaches that can be used in decision-time planning,
specifically using a receding horizon H. In this case, the controller tries to find an optimal
action from a state by finding an optimal strategy in the MDP unfolding of depth H from
the current state. Heuristic search algorithms like Monte Carlo tree search (described in
Section 2.6), can be used during decision time planning. Another approach that can be
used while planning is to model check in a smaller MDP which could be an abstraction of
the larger one or could be created by pruning the larger MDP. For this, in Section 3.2, we
define abstraction of MDPs using bisimulation. Also in Section 3.3, we define the notion

of pruning an MDP using a non-deterministic strategy.

3.1 Receding horizon control

In receding horizon control or model predictive control, a horizon H € N is fixed.
From the current state s of the MDP, the algorithm finds opt,(s), the first action of the
strategy that maximizes the expected total reward in that horizon. When this action is
identified, it is played from s and the state evolves to a new state s’ according to the
probability distribution in the MDP. Then, the same process is repeated from s’

Formally, for a horizon H, it plays according to the strategy ol%, the deterministic
memoryless strategy that maps every state s in M to the first action of an optimal strategy
for the expected total reward of horizon H starting from state s, which it calculates on-the-

fly for the states that are visited. From Theorem 2.7, we get that if we have a large enough
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horizon H, in a strongly aperiodic MDP, model predictive control would use an close to
optimal strategy.

3.1.1 Unfolding of an MDP

Notice that when using model predictive control with a finite horizon H, when we are
at state s, we are only looking at states that are within distance H from s. Thus, it is enough
to look at a finite horizon unfolding of the MDP which ignores the states far from the state

S.

We will use the notation 7'(M, so, H) to refer to an MDP obtained as a tree-shaped
unfolding of M from state s, and for a depth of H. In particular, the states of T'(M, sq, H)
correspond to paths in Paths]\%H (s0), i.e., the paths of length at most H starting from the
state sg.

F‘ Definition 3.1 (Finite horizon unfolding of an MDP)
For an MDP M = (S, A, P,R, Ry, AP, L), a horizon depth H € N and a state
So, the unfolding of M from sy and with horizon H is the tree-like MDP defined as
T(M,sq, H) = (S"= SoU---USy, A, P',R', R\, AP, L), where for all i € [0, H],
S; = Pathsi(so). The mappings P', R', R and L' are inherited from P, R, Ry and
L naturally with additional self-loops at the leaves of the unfolding, so that for all
i€|0,H,pe S,ac Aandyp €5,

P(last(p),a,last(p')) ifi < Hand3s' € S,p’' =p-as
P'(p,a,p’) =11 ifi=Handp =p

0 otherwise,

Ri(p.a) = R(last(p),a) ifi< H

0 otherwise.

Ry(p) =Rr(last(p))
Li(p) =L(last(p))

Example 3.1 Figure 3.1 describes the unfolding of the MDP from Example 2.4 for horizon
1 starting from the state M oving. U

We will show that for a state s, the optimal expected total reward for horizon H in the

52



3.1 Receding horizon control
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Figure 3.1: Unfolding of the MDP in Example 2.4 for horizon 2 starting from the state
MoviING

MDP M (and corresponding strategy that optimizes it) is same as the optimal expected total
reward for horizon H in the H-horizon unfolding of M from state s (and corresponding
strategy):

Lemma 3.1 }

Val¥ (s0) is equal to Valg(MvsojH) (s0), and optll(s) is equal to optqfl(M780’H)(so).

Proof Let us prove that for all ¢ € [0, H] and all p € S,

. Valﬁ,’f(last(p)) VaIH(Mq m(p), and
e opth ‘(last(p)) = optl T(M, SOjj,)(p).

We prove the first statement by induction on H —¢. For H — ¢ = 0, for all p € 5,
Vall " (last(p)) = VaIHA}307H) (p) = Rr(last(p)). Assume the statement is true for H —i =
k, so that for all p € Sy_y, Val%,(last(p)) = Vall%(M7S(J’H) (p). Then for all p € Sy_j_1, we
have for all a € Aand s € Supp(P(last(p),a)), Valy,(s) = Valf s o (P as). It follows
that

k+1 _ k
Valy/ " (last(p)) = r(rlleajc(R(Iast )+ ZP last(p), a)Val},(s))
= Igleajc(R(Iast )+ Z P(last(p), a)Val. T(M.s0,01) (D - 4S))

k
= Val J&[ s0,H) (p) -
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From Val} " (last(p)) = VaIfE&}SO’H) (p) and optﬁ(last(p)) = arg max, 4(R(last(p),a) +
. P(last(p), a)Valj ' (s)), we derive opt}~*(last(p)) = optfy; .. i) (P)- O

3.2 Bisimulation in MDPs

In Section 2.3.3, we described the notion of bisimulation for Markov chains. Here,
we extend the notion of bisimulation for MDPs. The idea behind using bisimulation in
decision-time planning is the following: instead of synthesizing an optimal strategy in the
original MDP, we can search for an optimal strategy in the bisimulation quotient, which is
a smaller MDP. Then from this strategy, we can generate an optimal strategy in the original
MDP.

— Definition 3.2 | \
Let M = (S, A, P, R, Ry, AP, L) be an MDP. A bisimulation relation is an equivalent
relation ~ on S such that for all state s1, so € S such that s, ~ so, we have:

o L(s)=L(s"), and,

e foralltcTandac A Y, , P(s1,a,t')=>,_, P(s1,a,t)

If s; ~ s5, we call s; and s, bisimilar equivalent or bisimilar. Similar to the case for
Markov chains, we denote the set {s’ | s’ ~ s} by [s]. and the set of equivalent classes
by S.. The first condition in Definition 3.2 states that the bisimilar states are equally
labelled. The last condition requires that for bisimilar states the probability of moving to

some equivalence class using same action is equal.

,_‘ Definition 3.3 (Bisimulation quotient)
Let M = (S,A,P,R, Ry, AP, L) be an MDP. The quotient MDP is defined by
M. = (S.,A, P R Ry AP, L") where

o Fors,t€ Sanda € A, P'([s|~,a,[t]~) =2, P(s,a,t),

e Forse€ Sanda € A, R'(s,a) =0,

e Fors € S, Ri.(s) =0,

e Forse S, L'([s]~) = L(s).

Note that P’ and L' are well-defined from the definition of bisimulation. In our notion
of bisimulation, we are only focusing on the case where the bisimilar states would simulate

each other with respect to the probabilistic transitions, they are not simulating each other’s
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3.2 Bisimulation in MDPs

associated rewards. This is why in the bisimulation quotient we are ignoring the rewards.

Example 3.2 A state in the MDP for Pac-Man in Example 1.1 can be written as s = (s, s)
where s is the encoding of the position of the agents and s is the encoding of the position
of the food pills. We define a relation ~ where s ~ s, iff s{ = s4. In other words, two

states are equivalent if the position of the agents are same in both states.

Suppose the states are labelled by loss if it is losing i.e., Pac-Man has the same position
as one of the ghosts. This only depend on the position of the agents, not on the food pills.
Also, the probabilistic transition of the ghosts does not depend on the food positions. This

makes ~ a bisimulation. O

We can extend the notion of bisimilar equivalence to the paths. The paths p; =
S0agSy - - - and po = tobot; . . . are bisimulation equivalent, denoted by p; ~ po, if and only

if s, ~ t; forall i > 0 and a; = b; for all for all : > 0. we denote the set {p’ | p’ ~ p} by
[p]~.

Let o be a strategy in M... This defines a strategy (o) in M by v(o)(p) = o([p]).
For the ease of notation, for a strategy o in M., we write denote the Markov chain M,
induced by v(¢) in M as M,. Out motivation is the following: instead of finding a strategy
v(o) in M, it is often easier to find a strategy o using model-checking techniques in M
as it is a smaller MDP. We will show that a PCTL property will hold for a state s in the
Markov chain M, if it holds for the state [s] in the Markov chain (M.),.

We claim that ~ is a bisimulation (for Markov chains) in the Markov chain M, :

Lemma 3.2 }
Let ~ be a bisimulation in an MDP M. Let o be a strategy in M. Then, ~ is a

bisimulation in M,.

Proof The states in M, are paths in Paths,/(y(0)), i.e., the set of finite paths in M
generated by following (o). Let M, = (Pathsy/(v(0)), P,, AP, L,). For two paths
p1,p2 € Pathsy/(v(0)) such that p; ~ py, we need to prove that:

° Lg<p1) = Lg(pQ), and,
e For any state p3 € Pathsy (v(0)), >, Po(s1,t) = > p Pols1,t).

Note that as p; ~ py in M, L(last(p;)) = L(last(p2)). Hence,
Lo (p1) = L(last(p1)) = Llast(p2)) = Lo (p2)-
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This proves the first condition of bisimulation.

Also, for p € Pathsy;(v(0)),

v(o)(p1,a) - P(last(py),a,s) ifp=p-as,

otherwise.

Pa(php) =

Then, for a path ps, if there is no a € A and s € S such that p3 ~ p; - as, we will have
> pps Po(P1,0) = 0. As py ~ ps, we will also have that there isno a € A and s € S such

that p3 ~ ps - as. So, prm P,(p2,p) = 0.

If p3 ~ p; - as forsome a € A and s € S, we have:

> Ppip)= > Pelpip)= Y,  Polpipi-as)

p~p3 prpi-as p1-as’~pi-as

=> Po(p1,p1-as)

s'~s

B ZW(U)(M’ a) - P(last(p1), a, s)

s'~s

= U([pl]’ a) Z P(laSt(p1)> a, S/)

s'~s

Now as p; ~ po, we also have p3 ~ py - as. So, similarly:

Z P,(p2,p) = o([p2], a) Z P(last(ps), a, s")

p~p3 s'~s

Now [p1] = [po] and ), . P(last(p1),a,s’) = >, P(last(p2), a,s"). So

> Polpip) = Y Polpa,p).

p~p3 p~p3
This proves the second condition on bisimulation. 0

We want to show ‘equivalence’ between following two Markov chains:

1. (M.); = (S<s, Pws, AP, L..,) defined by the quotient MDP M. equipped with the
strategy o.

2. (My)~ = (So~, Pyey AP, L,..) which is the quotient of the Markov chain M, with
respect to the bisimulation relation ~.

Consider the function [ between S, and S,.. where I ([so]ag[s1] - .- [sn]) = [Soaos1 - - . Sn)-

We define the following relation ~; on S, W S,

~= |J {w.p), (0. 1)), (1(p), p), (1 (p), I(p))

PES~o
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3.2 Bisimulation in MDPs

Lemma 3.3 }
~1 is a bisimulation in the Markov chain (M..), & (M,)~.

Proof For any p € S.,, (p,p) €~;. For any [sqapsi ... Sp| € Sems [Soa0S1 ... Sn] =

I([so)ao[s1] - - [sn])- SO, ([Soaosi - - - Sul, [S0aost - - - $n]) €~r. Thus, ~; is reflexive.

For any p € S.,, we have (p, I(p)) €~y and (I(p),p) €~;. So for any (p,q) €~p,
(q,p) €~y. Thus, ~; is symmetric.

Also, for any (p, I(p)) €~y, (I(p),p) €~; and (p,p) €~;. So for any (p,q) and
(q,r) €~1, (p,1) €E~y. Thus, ~ is transitive.

Thus, ~; is an equivalence relation. Also, we have L([so|ag[s1] ... [sn]) = L([sn]) =

L(soaps - .- sn) = L([soaps1 - - - sn]) -

Let p = [solao[s1] - .. [sn] and p" = [solao[s1] - - - [Sn)@n, [Sni1]. Then,

P,.(I(p),I(p)) = Z Py (800081 - - - Sny S00S] - - - S1yni15)

! /
5008 -8, An+18~5000S1..-5nGn+15n+1

= E P,(s0ao$1 ... Spn, S0G0S1 - - - Spln115)

S~Sn+1

= Z U(P; anJrl) ' P(Srm Ap+1, 5)
S~Sn41

- 0'(,07 an—i-l) ' Z P(8n7an+173)

S~Sn41
= 0(p, ant1) - Pul[$n], ang, [Sn4a])
= P.s(p,r)

Each equivalence classes in S., contain only two elements p and /(p) where p € S.,.
Also, S, and S,.. are disjoint. So from P.,(p,p") = P,.(I(p),1(p")), we get that ~;

also obeys the second condition of bisimulation.

Thus, ~; is a bisimulation relation in the Markov chain (M), & (M, ).. O

Theorem 3.1 }
Let @ be a PCTL state formula. Suppose there exists a strategy o in M., such that
[s] = @ in the Markov chain (M..),. Then there exists a strategy o' in M such that
s = @ in the Markov chain M.

Proof From Lemma 3.3, we get that there is a bisimulation relation ~; such that the state
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3.3 Pruning

[s] in (M), and the state [s] in (M, ). are bisimilar. So [s] = @ in (M..), implies [s] = @
in (M,)~.

Hence, from Theorem 2.4, s = @ in M, which is the Markov chain induced by the
strategy (o) where for a path p in M, v(o)(p) = o([p]). O

Example 3.3 In Pac-Man, consider the set of states labelled with [oss where Pac-Man
gets eaten by a ghost. Suppose from the current state s, we want to find a strategy o such
that Pac-Man stays safe for 10 steps with probability at least 0.9 following that strategy. In
other words, we want to find a strategy such that in the Markov chain M,

S IZ on.g(Dglo_'lOSS) .

We consider the quotient MDP described in Example 3.2 where two states with same
position of the agents are put in same equivalence class. Suppose we find a strategy o in
the quotient MDP such that Pac-Man stays safe for 10 steps with probability at least 0.9
following that strategy. Then we can use this strategy in the original MDP by taking o (s%)

from any state (s, s7). O

3.3 Pruning

A memoryless nondeterministic strategy can be used to prune an MDP to a sub-MDP.
This can be useful during decision-time planning if we already know that some actions in
the MDP is suboptimal and would not be part of the optimal strategy. This means that an
optimal strategy will be contained in the nondeterministic strategy obtained by removing

these actions.

We define the MDP pruned by a memoryless nondeterministic strategy as follows:

Definition 3.4 (Pruned MDP) } §
For an MDP M = (S, A, P,R, Ry, AP, L) and a memoryless non-deterministic
strategy o, let the pruned MDP M, = (S, A, P', R, Ry, AP, L) be the sub-MDP of

M obtained by removing all action transitions that are not compatible with o. In

other words, we have,

P/(S a S/) _ P(S,CL,S,) l'fCL S U<S)
1 otherwise,
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3.3 Pruning

R(s.a) = R(s,a) ifa € o(s)

1 otherwise.

Note that a nondeterministic strategy in an MDP would give a memoryless nonde-
terministic strategy in a finite horizon unfolding as states in the unfolding are finite paths.

Thus, a nondeterministic strategy prunes the finite horizon unfolding:

,_‘ Definition 3.5 (Pruned unfolding) N
For an MDP M = (S, A, P,R,Rr), a horizon H € N, a state sy and a non-
deterministic strategy o, let the pruned unfolding T'(M, sg, H,0) be defined as a
sub-MDP of T (M, sy, H) that contains exactly all paths in Paths}, (s,) N Paths?, (o).
It can be obtained by the following steps:

1. Construct the unfolding T'(M, so, H).

2. Prune the MDP T (M, s, H) with o.

We argue that if a nondeterministic strategy contains an optimal strategy, the optimal
strategy in the pruned unfolding using the nondeterministic strategy would give an optimal
strategy in the original MDP.

Theorem 3.2 }
Suppose that there exists a strategy o' C o such that o’ is an optimal strategy for

expected total of horizon H at state s,. Then, Valtl,(sy) equals Valg( M,s0,H,0)(50)-

Moreover, opty ;. 1, (50) € optyy(so)-

Proof As o’ C o, ¢’ is a strategy that can be followed in T'(M, sy, H, o). So,

H H
ValT(M,so,H)<50> U/) = ValT(M,so,H,a)(s()’ a').

Thus, from the definition of the optimal expected total reward,
H H H
ValT(M,so,H)(Sov o) = VaIT(]W,so,H,cr)(507 o) < ValT(M,so,H,(r)(SO)
Consider the strategy o* € arg max, . Valg( M.s0.H.0) (50, 0”). This is also a strategy in

T(M, S0, H) SO,

H H
VaIT(M,so,H)<807 o*) = ValT(M,so,H,a)(Sov ar).
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3.3 Pruning

Therefore, we have,

H H * H * H

ValT(M,so,H)(Sm o') > ValT(M,sO,H)(Sm o*) = VaIT(M,so,H,a)(SOa o) = VaIT(M,so,HJ)(SO)
Thus Valg(MﬁO,H)(so, o) = Valg(MJO,H’U)(sO). Then, from Lemma 3.1, we get,
H H H
Valy(so) = ValT(M,so,H)(S()v U/) = ValT(M,so,H,a)(SO) .

Let a be an action in optjlf( M.so H,a)(SO)- Then, there exists an optimal strategy o* €

arg max, . Valg(M,SmH’U)(so, c”) so that 0*(sg) = a. It follows from Valg(M’SO’H)(so) =

Valg(M7507H7U) (so) that o* is also an optimal strategy in 7'(M, so, H). Then, by Lemma 3.1,

we get, a € opty . py(s0) = optf(so). O
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Chapter 4

Advice

In heuristic search, in every step of the planning, a large tree is constructed by sam-
pling paths in the unfolding. We introduce the notion of advice which will be used to
systematically inject domain-specific knowledge in heuristic searches to direct the search
to the relevant part of the unfolding. Formally, an advice would denote a set of finite paths
in an MDP which can be represented by a logical formula. It identifies the paths which
would have an effect in the planning of the optimal strategy. This way an advice forces to

simulate paths only at the relevant part of the unfolding.

- -8 ~
as Q4
ES ES
: ay ai a2 ay
b * b b4 |
X v v (4 v v (4 v X X X X X X
Paths to be simulated

from according to A

Figure 4.1: An advice forces the heuristic search to simulate from only relevant paths
(marked by ¢ at the leaves) in the unfolding. A path marked by X at the leaf does not satisfy
the advice .7, so it will never be sampled.

Example 4.1 In the game of Pac-MAaN, consider the set of states labelled with loss where
Pac-Man gets eaten by a ghost. Since reaching such a state gives very bad reward, one
advice could be to simulate among H-length paths containing no such states.



4.1 Symbolic advice

A naive heuristic approach to find a good action in the root of the unfolding from the
current would be to sample uniformly among these good paths. An advice could represent
such paths. 0

An advice can be represented symbolically by a logical formula from which the
advice can be extracted on-the-fly. In this online computation, we will use formal method
techniques but in a finite horizon unfolding of an abstraction of the MDP, which has much
smaller state-space than the original MDP. In this chapter, we formally define advice and
give examples how it can be encoded symbolically. We also discuss techniques to sample

paths in an MDP based on an advice.

4.1 Symbolic advice

A symbolic advice <7 is a logical formula over finite paths whose truth value can be
tested with an operator |=. Many standard notions can fit this framework. For example, a

Boolean SAT formula, or an PCTL path formula can be used.

Example 4.2 In Pac-MAaN, consider the /7-length paths containing no states labelled with
loss as described in Example 4.1. The set of all such paths can be written by an PCTL path
formula ! = O0<H (=]oss). O

We denote by Paths?,(<7) the set of paths p € Paths; such that p = <. For a
path p € Paths3/”, we denote by Paths’ (p, o7) the set of paths p’ € Paths% (p) such that
p' = /. Inparticular, for all s € S, Paths? (s, o7) refers to the paths of length H that start
from s and that satisfy 7.

Nondeterministic strategies for an advice For a symbolic advice 7 and a horizon
H, we define a nondeterministic strategy o7 and a nondeterministic strategy 72 for the

environment such that for all paths p with [p| < H,
op)={ac A|3s e 8 T € Pathst, " (s) p-as-p =},
H(p,a)={se S| €Pathst P (s),p-as-p =}
The strategies o7 and 77 can be defined arbitrarily on paths p of length at least H, for

example with o (p) = A and 72 (p, a) = Supp(P(last(p), a)) for all actions a. Note that
by definition, Paths}, (s, o7 ) = Paths?, (s, o'1) N Pathsi, (s, 7!7) for all states s.
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4.1 Symbolic advice

Let T denote the universal advice satisfied by every finite path, and let o1 and 7
be the associated nondeterministic strategies. Similarly, let | denote the empty advice
that is never satisfied, and let 0, and 7, be the associated nondeterministic strategies.
We define a class of advice that can be enforced against an adversarial environment by
following a nondeterministic strategy, and that are minimal in the sense that paths that are

not compatible with this strategy are not allowed.

Definition 4.1 (Enforceable advice)

A symbolic advice <7 is called an enforceable advice from a state sy and for a
horizon H if there exists a nondeterministic strategy o such that Pathsﬁ(so, o) =
Paths?, (s, <), and such that o (p) # 0 for all paths p € Paths3 ' (s, o).

Note that Definition 4.1 ensures that paths that follow o can always be extended into
longer paths that follow o. This is a reasonable assumption to make for a nondeterministic
strategy meant to enforce a property. In particular, s, is a path of length 0 in Paths, (so, o),
so that o(s9) # ) and so that by induction Paths’,(so, o) # @ for all i € [0, H].

_[ Lemma 4.1 }
Let o/ be an enforceable advice from sy with horizon H. It holds that
Paths?, (so, /1) = Paths?, (s¢, 7).

Moreover, for all paths p € Pathsy/ " (so) and all actions a, either 75 (p,a) =

r1(p,a) or TH(p,a) = 7. (p, a).

Finally, for all paths p in Pathss" ' (so, ™), o2 (p) # 0 and a € o%(p) if and only

lfTsf/I(pa G,) = TT(]), CL).

Proof We have Paths? (s, .27) = Paths’, (s, o%)NPaths?, (s, 77) for any advice 7. Let
us prove that Paths?, (so, 0!7) C Paths}; (s, <7) for an enforceable advice <7 of associated
strategy o. Let p = p' - as be a path in Pathsﬁ(so, o). By definition of o7, there exists
s’ € S such that p' - as’ |= &7, so that p - as’ € Paths},(so, /) = Pathsi,(so, o). Since
s € Supp(P(last(p'), a)), p = p’ - as must also belong to Paths? (sy, o) = Paths¥ (s, 27).

Consider a path p and an action a such that |p| < H. We want to prove that either
all stochastic transitions starting from (p, a) are allowed by <7, or none of them are. By
contradiction, let us assume that there exists s; and s, in Supp(P(last(p), a)) such that for
all | € Pathst "=} (1), p-as; -p| & 7, and such that there exists p), € Paths’, 717" (s,)
with p - as, - py = /. From p - as, - ply, = o7, we obtain p - as, - py € Paths); (), so that
P - assy is a path that follows o. Then, p - as; is a path that follows o as well. It follows that
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o(p-as;) # 0, and p - as; can be extended in to a path p - as,p} € Paths’(¢). This implies
the contradiction p - asip} = <.

Finally, consider a path p in Paths;; ' (so, o). By the definitions of ¢ and 7%,

a € ol(p) if and only if 77 (p,a) # 0, so that 72 (p,a) = 7r(p,a). Then, let us write
p=p -as. From p € Paths/ ' (sq,0%) we get a € o(p'), so that s € 72 (p/, a), and

therefore o (p) # (). O

An enforceable advice is encoding a notion of guarantee, as o is a winning strategy
for the reachability objective on T'(M, sy, H) defined by the set Paths? (7).

We say that the enforceable advice .o/’ is extracted from a symbolic advice <7 for a
horizon H and a state s if <7’ is the greatest part of .&7 that can be guaranteed for the horizon
H starting from s, i.e. if Paths?,(sq, /') is the greatest subset of Paths), (s, <7) such that
o'l, is a winning strategy for the reachability objective Paths (s,.27) on T'(M, sq, H).
This greatest subset always exists because if .27 and .7 are strongly an enforceable advice
in o7, then </ U 4, is strongly enforceable by union of the nondeterministic strategies
associated with <7 and .<7;. However, this greatest subset may be empty, and as L is not an

enforceable advice we say that in this case <7 cannot be enforced from s, with horizon H.

Example 4.3 Note that the advice in Example 4.1 is not enforceable, as there may be
situations (p, a) where some stochastic transitions lead to bad states and some do not. For
example, in Figure 4.2, the path of length H = 1 that corresponds to Pac-Man going left
and the red ghost going up is allowed by the advice <7, but not by any safe strategy for
Pac-Man as there is a possibility of losing by playing left.

Figure 4.2: Pac-MAaN with 4 ghosts in a 9 x 21 grid. The figure has been generated using
the code from [DK].
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But we can get an enforceable advice <7 by finding a strategy that ensures whatever
actions the ghosts take, Pac-Man will not reach the states labelled with [oss. We consider the
safety game in the underlying game graph of the finite horizon unfolding of the MDP. From
Theorem 2.1, we have a most general stategy to stay safe in this game. This nondeterministic

strategy will enforce an advice 7. U

Pruning by an advice Note that for an enforceable advice <7, o, is a memoryless non-
deterministic strategy in T'(M, s, H). This prunes the finite unfolding of an MDP from any
state s € S. We call this pruned unfolding T'(M, s, H, <7 ).

Optimality assumption An enforceable advice .<7 satisfies the optimality assumption for
horizon H if forall s € S, there exists a strategy o, C o, such that o, is an optimal strategy

for expected total of horizon H at state s.

We argue that if an advice satisfies the optimality assumption, the optimal strategy in

the pruned unfolding by this strategy gives an optimal strategy in the original MDP.

Theorem 4.1 }
Let o/ be a enforceable advice that satisfies the optimality assumption. Then, for

H H
an sy € S, Valy(so) equals Valy .y o 1 ) (50). Moreover, optg(MﬁmH’%)(sO) C

opth(s).

Proof By the optimality assumption, there exists a strategy o5, C o0 such that oy, is
an optimal strategy for expected total of horizon H at state sy. Also, T'(M, Sy, H, o) is
the pruned unfolding constructed from the state sy by the memoryless non-deterministic
5{1(50) = Valg{(M7sO,H,M)(SO> and

OptII{(M,so,H,,of) (s0) € optr(so)- O

strategy o.. So from Lemma 3.2, we get that Val

4.2 Sampling according to a symbolic advice

Given a symbolic advice .7 as alogical formula over paths of length H and a probability
distribution w in D(Pathsﬁ), our goal is to sample paths of MDP M that satisfy .o/ with

65



4.2 Sampling according to a symbolic advice

respect to w. This means the probability of a path p being sampled should be equal to
w(p)
Zp’:pﬂ:% w(p/)

We show two approaches for that:

Reject-based approach In this approach described in Algorithm 3, we keep on sampling
paths of length H according to w until we found a path that is in support of <7

Algorithm 3 Reject-based sampling approach

Input: A probability distribution w € D(Paths}}), a symbolic advice .o7 .
Output: a path p
while p £ <7 do

sample a path p of length H according to the probability distribution w
end while
return p

Sl

In this way, probability of sampling a path p at a single round is w(p) and probability
of sampling a path not satisfying &7 is 1 —>_ , ,_, w(p’). So probability of sampling p

which satisfies .7 at i round of this process is
i—1

pp'Ed
So the path p will be sampled with probability

i—1

Oow o 11 ol _ w(p)
Z; v 1 ﬂg;% ) X&W#%wgﬂ‘

SAT solver-based approach From the symbolic advice and a symbolic model of the
MDP M, one can often encode .7 as a Boolean formula. For example, if .7 is described in
Linear Temporal Logic, and a symbolic model of the MDP M is available, one can encode

it as a Boolean formula of size linear in the size of the LTL formula and H [Bie+06].

Example 4.4 As in Example 4.1, given a horizon H and a state s € .S, we want to make
sure that a state labelled with [oss is not reached within / steps. We can have Boolean
variables to encode the states and the actions in the next H steps. For i € [0, H], let 5;
be the Boolean variables that encodes the state at step i. For i € [0, H — 1], let @; be the

Boolean variables that encodes the action at step 7.
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Then we can construct a SAT formula ®(Sg, ag, . . ., i) with clauses that encode the
game rules and clauses that enforce the advice. The former clauses are implications such as
“if Pac-Man is in position (z,y) and plays the action a, then it must be in position (2’,1/)
at the next game step”, while the latter clauses state that the position of Pac-Man should

never be equal to the position of one of the Ghosts. UJ

Letw denote a weight function over Boolean assignments that matches w. This reduces
our problem to the weighted sampling of satisfying assignments in a Boolean formula. An
exact solver for this problem may not be efficient, but one can use the techniques of [Cha+14]

to perform approximate sampling in polynomial time:

Theorem 4.2 ([Cha+14]) |

Given a CNF formula 1), a tolerance € > 0 and a weight function w, we can construct

a probabilistic algorithm which outputs a satisfying assignment z such that for all y
that satisfies < :
w(y) (1+€e)w(y)
(14€) Yoy (@) 2 ey (@)

The above algorithm occasionally ‘fails’ (outputs no assignment even though there

< Prlz=y] <

are satisfying assignments) but its failure probability can be bounded by any given

0. Given an oracle for S AT, the above algorithm runs in time polynomial in In (%)

¥

, % and r where r is the ratio between highest and lowest weight according to w.

In particular, this algorithm uses w as a black-box, and thus does not require pre-

computing the probabilities of all paths satisfying .27. In our particular application, the
H

value r can be bounded by (pr;‘f—’m> where pnin and pnax are the smallest and greatest

probabilities for stochastic transitions in M.

4.3 On-the-fly computation of an enforceable advice

A direct encoding of an enforceable advice may prove impractically large. We argue
for an on-the-fly computation of o7 instead, in the particular case where the enforceable
advice is extracted from a symbolic advice .o with respect to the initial state s, and with

horizon H.
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4.3.1 Computation using QBF solvers

~| Lemma 4.2 } N
Let o/’ be an enforceable advice extracted from <f for horizon H. Consider a node
patdepthiinT(M, sy, H, o), forall ag € A, ag € oll,(p) if and only if

Vlelalez Ce VSH,Z'JA, P apS1G4182 ... SH—i+1 ): M7

where actions are quantified over A and every s, is quantified over
Supp(P(Sk—1, ak-1)).

Proof The proof is a reverse induction on the depth ¢ of p. For the initialisation step with
i = H, let us prove that Vs;, p - ags; = < if and only if ag € o%,(p). On the one
hand, if <7 is guaranteed by playing ag from p, then ag must be allowed by the greatest
enforceable subset of 7. On the other hand, ay € o%Z,(p) implies Vs, p-ags; | &' as &’
is enforceable, and finally &/’ = /. We now assume the property holds for 1 < i < H,
and prove it for i — 1. If ag € o, (p), then for all s, we have s; € 7Z,(p, ag), so that
there exists a; with a; € 05, (p - ags1). As p- aps; is at depth ¢ we can conclude that
Vs13a1Vsy .. . VSy i1, P - @oS1a182...Sy_i11 = </ by assumption. For the converse
direction, the alternation of quantifiers states that </ can be guaranteed from p by some
deterministic strategy that starts by playing ag, and therefore ay; must be allowed by the
enforceable advice extracted from 7. O

Therefore, given a Boolean formula encoding <7, one can use a Quantified Boolean
Formula (QBF) solver to compute ag/, the enforceable advice extracted from 7: this
computation can be used whenever MCTS performs an action selection step under the

advice &', as described in Section 5.2.

The performance of this approach will crucially depend on the number of alternating
quantifiers, and in practice one may limit themselves to a smaller depth h < H — ¢ in this

step, so that safety is only guaranteed for the next A steps.

Some properties can be inductively guaranteed, so that satisfying the QBF formula
of Lemma 4.2 with a depth H — ¢ = 1 is enough to guarantee the property globally. For
example, if there always exists an action leading to states that are not bad, it is enough to
check for safety locally with a depth of 1. This is the case in Pac-Man for a deadlock-free

layout when there is only one ghost.
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4.3 On-the-fly computation of an enforceable advice

4.3.2 Computation using other formal method techniques

The QBF-based technique may often be too restrictive. In this case with model

checking tools like Storm, we can take a more qualitative approach as follows:

Example 4.5 The set of all /7-length paths where Pac-Man does not get eaten by a ghost
can be written by an PCTL path formula ¢ = (05 (=loss). From the state s, for each
action a, we calculate the minimum probability 7, (s, a) to satisfy o when the action a

is taken from the state s. Formally:

H
nen(s,a) = max P,(s|=¢").
o:0(s)=a
Then, we can construct a nondeterministic strategy by selecting the action maximizing

n,# (s, a). This strategy will enforce an advice. O

Note that this approach is similar to probabilistic shielding [Jan+14] computed to re-
strict unsafe action during reinforcement learning. But in our case, we perform computation

on-the-fly based on the current position alone instead of constructing the entire MDP.

4.3.3 Computation using a function

We can compute a strategy from a function. Intuitively, this function could act as a
‘score’ f(s,a) telling us how good an action a from s is. This function could be a heuristic
function calculated from the description of an MDP, a function based on model-checking
methods. For example, in Example 4.5, the function 7,# acts as such a function. Another
interesting approach could be training a neural network to imitate the function f and use it

as a neural advice.

For a function f : S x A — R, we can create a strategy where from the state s, we
choose the action a which maximizes the value f(s, a). This is a nondeterministic strategy

as there can be more than one maximizing action.

A more general approach could be using a threshold 6 € (0, 1]. In that case, instead

of selecting an action from arg max, f(s,a), we can select from the set {a’ | f(s,a’) >

d - max, f(s,a)}.

69



Chapter 5

Monte Carlo tree search with advice

In Chapter 4, we discussed how we augment the conventional heuristic search algo-
rithms with advice. In this chapter, we will discuss how the notion of advice fits in Monte
Carlo tree search. The main idea is as follows: we have two possibly different advice, one
is used during the selection phase to remove action non-compatible with it, and another is
used during simulation phase to simulate paths according to it.

We will identify necessary conditions which ensure that the guarantees enjoyed by
MCTS is still maintained after this augmentation. To do so we will argue that the results
of MCTS are still maintained if we simulate restricted by any simulation advice . Then,
we will argue that using an enforceable selection advice ¢ during MCTS is equivalent to
running MCTS in the unfolding pruned by the advice . Thus, from Theorem 4.1, we prove
that we get the same optimal action as given by the MCTS algorithm without advice.

5.1 Generalized Monte Carlo tree search

We take a more general approach to the simulation phase of Monte Carlo tree search,
defined by a finite domain I C [0, 1] and a function f : Pathsffl — D(I) that maps every
path p to a probability distribution on /. In this approach (see Figure 5.1), instead of
sampling, the simulation phase simply draws a value value;(p) at random according to the
distribution f(p), and sets count;(p) = 1.

To this end, every node p of the search tree is considered to be an instance of a bandit
problem with non-stationary distributions. Every time a node is selected, a step is processed
in the corresponding bandit problem.

Let (Z;(p))i>1 be a sequence of iteration numbers for the MCTS algorithm that de-
scribes when the node p is selected. In other words, the simulation phase was used on p at
iteration number Z; (p), and the i-th selection of node p happened on the iteration number

Z;(p). We define sequences (Z;(p, a));en similarly for node-action pairs.



5.1 Generalized Monte Carlo tree search

v~ f(spa1s2a480)

Figure 5.1: Instead of simulating, the value at node p is drawn according to a distribultion

f(p).

For all paths p and actions a, a payoff sequence (z,):>1 of associated random variables
(Xat)e>1 is defined by z,; = rewardz, (p,a) (p). Note that in the selection phase at iteration
number Z;(p, a), p must have been selected and must be a prefix of length k of the leaf node
p reached in this iteration, so that rewardz, ;,,q)(p) is computed as rewardz, ,q)(p{;) in the
backpropagation phase. According to the notations of Section 2.5, for all £ > 1 we have

countz, ) (p) = t, countz,, (p, a) = t, and valuez, ) (p, a) = Tay,.

After n iterations of MCTS, we have:
total,,(p) = Z rewardz, ) (p)

i|Zi(p)<n
total(p,a) = > rewardz, ) (p, a)

i|Z;(p,a)<n

From the structure of the MCTS algorithm, we can observe that, for all nodes p in the

search tree, after n iterations, we have:

total,,(p) = rewardz, ) (p) + Zt0t3|n(p> a)

acA
total,,(p,a) = Z total, (p - as) + R(last(p), a) - count,(p, a)
s€Supp(P(last(p),a)
total,,(p)

value, (p) = count, (p)

71



5.1 Generalized Monte Carlo tree search

count,(p) =1+ Z count, (p, a)

a
count,(p,a) = Z count,(p - as)
S

We need to show that our payoff sequences (z,¢):>1, still satisfy the drift conditions
of Definition 2.13. We argue that this is true for all simulation phases defined by any I and

f:

Lemma 5.1 }

For any MDP M, horizon H and state s, the sequences (X, +)i>1 satisfy the drift
conditions of Definition 2.13.

Proof In the following proof we will abuse notations slightly and conflate the variables and
counters used in MCTS with their associated random variables, e.g. we write E[value,, (s¢)]
instead of E[V},(so)] with V,,(s¢) a random variable that represents the value value,, ().

We need to show that the following conditions hold:

1. limcount, ()00 E[value, (p, a)] exists for all a.
2. There exists a constant C}, > 0 such that for count,,(p, a) big enough and any 6 > 0,
Acountn (p.a) () = Cpr/count,,(p, a) In(1/6), the following bounds hold:

P [tOtaln(pa CL) Z E[tOtaln(pa CL)] + Acountn(p,a)((;)] S o
P[totaln(p, a) < Eftotal, (p, a)] — Acountn(p,a)w)} <0

We show it by induction on H — |p|. For a node at depth H — 1 of the tree, the
sequences follow stationary distribution according to the probability distribution in the
MDP. In the inductive step, we have, for a node p at depth k, all actions a; and states s,
that the sequences at node p - a;s; satisfy the drift conditions. We need to show that these
conditions are also maintained one step above the tree, i.e., and the sequences at node p

satisfy the drift conditions.

Base case of induction for Condition 1: For |p| = H — 1: total,(p,a) is sum of
count, (p, a) independent variables

total,(p,a) = Z rewardy, (.0) (P, @)
i|L;(p,a)<n
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5.1 Generalized Monte Carlo tree search

which follows same stationary distribution:
reward;(p, a) = R(last(p), a) + Rr(s) with probability P(last(p), a, s).

Therefore we have,

Efvalue, (p, a)] = E [tOta'n(Pa)]

county, (p, a)

I
=
1

1 Z rewardp, (. q) (P, a)]

count, (p, a) AL o <n

— [cmjntn(p,a)] (Z (}{(|ast(p>7 a) + RT(S)) . P(Iast(p), a, S))

count,(p, a) -

= Z R(last(p), a) + Rr(s)) - P(last(p), a, s)

= Z Rr(s)P(last(p), a, s) + R(last(p), a)

So limcount, (p) o0 E[value, (p, a)] exists.

Base case of induction for Condition 2: From Theorem 2.2, for any § > 0,

t(p, 1
P Z rewardy, (. q)(p; @) > E Z rewardy, (o) (P, @) | + \/counz(pa) In 5 <é,

LilI:(p,a)<n LilLi(p.a)<n

tn(p, 1
P Z rewardy, ) (p;a) < E Z rewardy, o) (P;a) | — \/(mr12(pa) In 5 <.

LilL; (p,a)<n LilLi (p,a)<n

Which means,

t 1]
P |total,(p,a) > Eltotal,(p, a)] + \/%n(p,a) In HE J,

1
P |total,(p,a) < Eltotal,(p,a)] — \/w 1n5 <9.

Therefore, condition 2. also holds with C), = \/Li
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5.1 Generalized Monte Carlo tree search

Inductive step for Condition 1: Assume that the drifting conditions are true for all p- as.
Then, from Theorem 2.9 we get:

/ ln ’ !
’E [ 2y total(pas, @) | lim E [value,(p - as,a”)]

Za’ count,, (pas, a/) county, (p-as)—roo
Lo In(count,(p-as) — 1) 7
count,(p-as) —1

< ’E [value,(p - as,a®)] — lim E [value,(p - as,a”)]

county, (p-as)—oco

where a* is the optimal action from p - as. Now,

[ total,,(p -
lim  Elvalue,(p-as)]= lim E totaly(p - as)
county, (p)—o0 county, (p)—oco | cou nt,, (p . CLS)
—  lm E [total,,(p - as) — rewardz, () (p - as)
count, (p) oo | count,(p-as) — 1

— lm E [ >, total,(p - as, a’) '
county (p)—oo | D count,(p - as, a’)

Let limcount,, (p-as)—oo E[value, (p - as,a*)] be denoted by ji,.qs (We know that this limit
exists from the induction hypothesis). From Theorem 2.10, count,(p,a) — oo for all a
when count, (p) — oo. And as for all states s, state s is chosen according to distribution
P(p,a,s), count,(p - as) — oo with probability 1 when count,(p, a) — oo. Then,

. . county,,(p - as)
1 Elval A= 1 E | Cas) P85 Rilast(p),
Countig})ﬁoo [va uen(p a)] counti&l)ﬁoo Zva uen(p as) count, (p, a) ’ ( g a)]
= R(last(p),a) + E Lpas - P(last(p), a,s).

So limcount,, (p) o0 E[value, (p - a)] exists.

Inductive step for Condition 2: From Theorem 2.11, when count,,(p- as) is big enough,
for all 6 > 0, we have:

[Ztotal pas,a’) > E| Ztotal pas, a’)] ~|—As(5)] — (5.1)

2|9
where A3 (5) = 9 <\/count (p-as)ln (4'5')>.

Also, the random variable associated to rewardz, (.. (p - as) follows a fixed stationary

74



5.1 Generalized Monte Carlo tree search

distribution f(p) in [0, 1]. So from the Theorem 2.2,

P[rewardzl(pas) (p - as) > El[rewardz, (p.q5) (p - as)] + Ag(é)] <

where Ay(8) = L ( In (@))

We will use the fact that for n random variables {A;};<, and n random variables
{Bi}ign,

P ZAiZZBZ-

<> P[Ai> B
Note that total,, (p-as) = ), total, (pas, a’)+rewardz, (.45 (p-as). From Equation 5.1
and Equation 5.2, we get:

i [totaln(p -as) > Eftotal,(p - as)] + A3(8) + A2(5)}

< P{Z total, (pas,a’) > E[Z total,, (pas,a’)] + A{(é)}

+ }P’[rewardz1 (p-as) (D - as) > E[rewardz, (.q5)(p - as)] + Ag(é)}

4]
< —. 5.3
<75 (5.3)
Recall that, total, (p, a) = Z total,,(p - as) + R(last(p), a) - count,,(p, a) .
s€Supp(P(last(p),a)
Also, E[R(last(p),a) - count,(p,a)] = R(last(p),a) - count,(p,a) as R(last(p),a) and
count,(p, a) are constants.
Then we have, from 5.3:
P [totaln( a) > Eltotal,(p,a)] + Z ) + Ay(0))
<3P [totaln(p -as) > Eftotal, (p - as)] + (A3(6) + Az((s))}
+ P [R(last(p), a) - count,(p,a) > E[R(last(p), a) - count,(p, a)] + Az(0)]
~Yp [totaln(p - as) > E[total, (p - as)] + (A3(8) + Ag(é))} +0
<94. (5.4)
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5.1 Generalized Monte Carlo tree search

Similarly, when count, (p - as) is big enough, for all 6 > 0 it holds that

P[totaln(p, a) < Eftotal, (p.a)] — > (A3(5) + Ag(a))] <5, (5.5)
Forall s € Sand § > 0,

AS(6) + Ag(5) =9 <\/countn(p.as) In (4’5’)) + \}i < In ({f’)) .

Then, for any s € S, we can have a Cs > 0 big enough such that

AT(0) + Aq(d) < Cs <\/countn(p -as)In (@)) :

Take C' = max, Cs. Therefore, we have:

ES:(A‘{((S) + Ag(0)) < C’ES: \/countn(p -as)In <(15>
<C’Z county,(p,a)ln E
iy - n ) 6

1
< C’\S\\/countn(p, a)ln <6>

So, there is a constant C, such that for count,,(p, a) big enough and any 6 > 0, it holds that

Acountn(p,a) (5) = Cp\/COUﬂtn<p, CL) ln(l/é) > Z(Ai (5) + AQ(é)) :

Therefore, from Equation 5.4 the following bound holds:

P|total, (p, @) > Eltotal(p, a)] + Acount, () (0)]

< [P’[totaln( a) > Eltotal,(p,a)] + Z (AT(0) 4+ Ag(d )}

<4

Similarly, from Equation 5.5, P[totaln(p, a) < E[total,(p,a)] — Acountn(p,a)<5)] <.

This proves that for any p, the sequences (x,;);>1 associated with rewardz, () (p)
satisfy the drift conditions. 0
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5.2 MCTS with symbolic advice

Then, from the properties of sequence of random variables satisfying drifting condi-

tions, we get:

_[ Theorem 5.1 }
Consider an MDP M, a horizon H and a state sq. Let V,,(s¢) (resp. V,(so,a)) be a

random variable that represents the value value, (so) (resp. value,(sq, a)) at the root
of the search tree after n iterations of the generalized MCTS algorithm on M. Then,
o |E[V,,(s0)] — Vali}(s0)]| is bounded by O((Inn)/n).
e The failure probability Plarg max, V;,(sq, a) Z optiL(so)] converges to zero as

n tends to infinity.

Proof From Lemma 5.1, we get that the sequences (X, ;):>1 associated with the values
(rewardz, (p,q)(p))i>1 satisfy the drifting condition in Definition 2.13. Then from Theo-
rem 2.9 and Theorem 2.12, we get the results. OJ

Note that sampling-based approaches mentioned in section 2.6 are captured by our
general description of the simulation phase. Indeed, if the number of samples c is set to 1,
let I be the set of rewards associated with paths of Paths]%/[H , and let f(p) be a probability
distribution over I, such that for every reward Reward,;(p') € I, f(p)(Rewardy (p)) is
the probability of path p’ being selected with a uniform action selections in 7'(M, so, H),
starting from the node p. Then, the value value;(p) drawn at random according to the
distribution f(p) corresponds to the reward of a random sample p - p’ drawn in Paths},. If
the number of samples c is greater than 1, one simply needs to extend I to be the set of

average rewards over c paths, while f(p) becomes a distribution over average rewards.

5.2 MCTS with symbolic advice

We will augment the MCTS algorithm using two advice: a selection advice ¢ to guide
the MCTS tree construction, and a simulation advice v to prune the sampling domain.
We assume that the selection advice satisfies the optimality assumption, i.e., ¢ is enforced
by a nondeterministic strategy containing an optimal strategy. Notably, we make no such

assumption for the simulation advice, so that any advice can be used.
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5.2 MCTS with symbolic advice

Selection phase under advice We use the advice ¢ to prune the tree according to o.,.
Therefore, from any node p our version of UCT selects, at iteration number ¢, an action in

value;_1(p,a) + C\/ln (counti_l(p))] :

count;_1(p, a)

arg max
acall(p)

In other words, we are using UCT among actions allowed by the advice.

Simulation phase under advice For the simulation phase, from the node represented by
the path p, a path p - p’ is sampled according to the advice v. Different sampling procedures
are discussed in Section 4.2. This can be interpreted as sampling paths according to a
probability distribution over Paths% (p, ). If there are no p’ such that p - p/ }= ¢, the
simulation phase outputs a value of 0 as it is not possible to satisfy ¢/ from p. We compute
value;(p) by averaging the rewards of these samples.

Theoretical analysis

We show that the theoretical guarantees of the MCTS algorithm are still maintained
by the MCTS algorithm under symbolic advice.

~| Theorem 5.2 }
Consider an MDP M, a horizon H and a state sy. Let V,,(so) (resp. V,,(s0,a)) be a

random variable that represents the value value, (so) (resp. value,(sq, a)) at the root of

the search tree after n iterations of the MCTS algorithm under an enforceable advice
© satisfying the optimality assumption and a simulation advice 1. Then, |E[V,,(so)] —
Vall (s0)| = O((Inn)/n). Moreover, the failure probability P[arg max, V,(so, a) €

opth(sg)] converges to zero as n tends to infinity.

Proof The simulation phase biased by v can be described in the formalism of generalized
MCTS, with a domain

1 « <H
I = {E Zl Rewardy (p;) | p1,- .-, pc € PathSﬂM’S()’H’(p)} ,

and a mapping f, from paths p in Paths:%(%‘s(]’ ) 102 probability distribution on [

describing the outcome of a sampling phase launched from the node p. Formally, the weight
of 3¢ Rewardy(p;) € I in f(p) is the probability of sampling the sequence of paths
P1, - - -, Pe in the simulation phase under advice ¢ launched from p. Then, from Theorem 5.1,

using MCTS algorithm under an enforceable advice ¢ satisfying the optimality assumption
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5.2 MCTS with symbolic advice

and a simulation advice ¥ in MDP M is same as using generalized MCTS algorithm in the
pruned MDP T'(M, sy, H, ¢).

Theorem 4.1 lets us conclude the proof as those values and strategies are maintained

in M by the optimality assumption. In particular,

[E[Va(s0)] = Valyag sy 1.4 (50)] = [E[Va(s0)] — Valy(so)| = O((lnn) /n).
Also, since optjlf( M,so,Hop) S optil(sg), we will have the failure probability in M bounded
by the failure probability in T'(M, so, H, ):

Plarg max V},(s¢, a) € opth(so)] < Plarg max V,,(so,a) € optg(MJO,Hw)(so)] )

Then,the failure probability Plarg max, V;,(so, a) € opti](so)] converges to zero as n tends

to infinity. U
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Chapter 6

Applications of MCTS with advice

In this chapter, we give an informal description of our framework and then describe
two applications of the MCTS algorithm with advice. The code of our implementation can
be found here: https://debrajrc.github.io/MCTS-with-advice/

6.1 Description of the framework

Given an encoding of an MDP, a simulator for an MDP needs to do the following
operations: report the current state, report available actions at the state, simulate a legal
action from current state and report the new state and the reward gained. Such a simulator
can be implemented depending on how the MDP is represented. For example, an MDP
can be described in any file format supported by Storm model checker [Deh+17; Hen+22].
In this case, we simulate the MDP using the simulators implemented in Storm (version
1.7.0). Specifically, we use PRISM format [KNP11] to describe an MDP which can be
simulated in Storm without constructing the explicit model. We use Stormpy [JV+22], a

python wrapper on Storm providing several useful APIs.

6.1.1 Monte Carlo tree search

The implementation of MCTS uses such a simulator to find an optimal action during
decision-time planning. The algorithm would have multiple parameters, for example, the
receding horizon it is using, number of new nodes it is adding to the tree, number of

simulations it is running each time a new node is added etc. as described in Section 2.6.

6.1.2 Selection and simulation strategy

The user has option to specify strategies that can be used to select the nodes in the
search tree during the selection phase and to simulate paths during the simulation phase.
By default, the UCT strategy (see Section 2.6) is used as the selection strategy. In that case,
the user provides the constant C' in the formula. For simulation, a strategy is used to choose


https://debrajrc.github.io/MCTS-with-advice/

6.2 Application 1: Pacman

actions uniformly at random from the legal actions from a state. But the user can provide
different probabilistic strategy that can be used during simulation.

6.1.3 Selection advice

We use an enforceable advice as a selection advice. The nondeterministic strategy o
enforcing the selection advice is represented by a function which given a state s of the MDP

would return the set o(s). This can be implemented for different type of strategies:

Formal methods-based techniques The user gives a logical formula ¢ as an input and
for each action a available in state s, we check whether (s,a) = . This creates the
non-deterministic strategy o where o(s) = {a | (s,a) = ¢}. Instead of the large MDP, a
smaller abstraction of the original MDP can be defined by the user which can be used for
the model checking.

Neural networks The user provides a function that, given a state of the MDP, creates a
tensor (as a NumPy array [Har+20]). A pre-trained neural network (as a Keras [Cho+15]
model saved in HDF5 format) can be used as an input in the implementation. For a neural
network NN and a threshold value § € (0,1), we calculate a non-deterministic strategy

ONN,§ where
onns = {a | NN(s, @) > maxNN(s,a')}.

Other function-based techniques The user defines a function f : S x A — R that gives
a value to any state-action pair in the MDP. For a threshold value 6 € (0, 1), we calculate a

non-deterministic strategy o ;s where

o = {a | f(s.a) > max (s, )}

6.1.4 Simulation advice

Given an advice .7 as a logical formula ¢/, we check if a path p satisfies the formula
.. This is used for the reject-based approach defined in Section 4.2 where we only allow

sampled paths according to the advice.

6.1.5 Terminal reward

The user provides a function Ry : S — R that assigns a value to each states in the

MDP. In general a neural network or an easy to calculate heuristic is used as such function.
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6.2 Application 1: Pacman

6.2 Application 1: Pacman

We performed our experiments on the game Pac-Man. In this case, we automated
the creation of a PRISM file from a text file describing the grid and the initial position of
Pac-Man and the ghosts. In our experiments, the ghosts always choose an action uniformly
at random from the legal actions available.

6.2.1 The game as an MDP

The game can be seen as a Markov decision process, where states encode a position
for each agent' and for the food pills in the grid, where actions encode individual Pac-Man
moves, and where stochastic transitions encode the moves of ghosts according to their
probabilistic models. For each state and action pair, we define a reward based on the score
gained or lost by this move, as explained in Example 1.1. We also assign a terminal reward
to each state, so as to allow MCTS to compare paths of length H which would otherwise
obtain the same score. Intuitively, better terminal rewards are given to states where Pac-
Man is closer to the food pills and further away from the ghosts, so that terminal rewards

play the role of a static evaluation of positions.

6.2.2 Advice

The simulation advice 1) that we consider is defined as a safety property satisfied by
every path such that Pac-Man does not make contact with a ghost, as in Example 4.2. With
a Boolean formula encoding 1), one can use a SAT solver to obtain samples, or sampling
tools as described in Proposition 4.2, such as WEIGHTGEN [Cha+14]. Alternatively, the tool
UNIGEN [Cha+15] can be used to sample almost uniformly over the satisfying assignments
of 1.2 Several techniques were used to reduce the state-space of the MDP in order to obtain
smaller Boolean formul@. For example, a ghost that is too far away with respect to H can
be safely ignored, and the current positions of the food pills is not relevant for safety. But in
our experiments, the reject based method for sampling is much faster than the SAT-based

sampling and gave similar performance in terms of win-rate.

!'The last action played by ghosts should be stored as well, as they are not able to reverse their direction.

2The distribution over path is slightly different than when sampling uniformly over actions in the pruned
MDP T (M, sg, H, 1), but UNIGEN enjoys better performances than WeIGHTGEN.
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6.2 Application 1: Pacman

As a selection advice, during the exploration of the search tree, we restrict ourselves to
actions a that maximize the probability to stay safe for the next 8 steps, i.e., actions a such
that ng(s, a) = max, 4 7s(s,a’) as defined in Section 4.5. Since the online computation of
the 7g function is too expensive to be done at every node of the search tree, we only restrict

the root node of the tree to ensure the safety of the immediate decisions.

6.2.3 Experiments

We experimented on the grid of size 9 x 21 described in Figure 1.1. We used a
receding horizon H = 10. The baseline is given by a standard implementation of the
algorithm described in Section 2.6. A search tree is constructed with a maximum depth
H, for 40 iterations, so that the search tree constructed by the MCTS algorithm contains
up to 40 nodes. At the first selection of every node, 20 samples are obtained by using a
uniform policy. Overall, this represents a tiny portion of the tree unfolding of depth 10,
which underlines the importance of properly guiding the search to the most interesting
neighbourhoods. As a point of reference, we also had human players take control of Pac-
Man, and computed the same statistics. The players had the ability to slow down the game
as they saw fit, as we aimed for a comparison between the quality of the strategical decisions
made by these approaches, and not of their reaction speeds.

We compare these baselines with the algorithm of Section 5.2, using the advice

mentioned before.

Several techniques were used to reduce the state-space of the MDP in order to obtain
smaller formul@. For example, a ghost that is too far away with respect to H can be safely

ignored, and the current positions of the food pills is not relevant for safety.

6.2.4 Results

A summary of our results is displayed in Table 6.1. We mainly use the number of
games won out of 100 to evaluate the performance of our algorithms. The win, loss and
draw columns denote win/loss/draw rates in percents (the game ends in a draw after 300
game steps). The food eaten column refers to the number of food pills eaten on average,

out of 25 food pills in total. Score refers to the average score obtained over all runs.
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Algorithm ‘Win loss draw food  score

MCTS 8 87 5 12.85 -383.63

MCTS + selection advice | 36 25 39  20.08 28.82
MCTS + simulation advice | 55 44 1 19.58 153.62
MCTS + both advice 90 9 1 2439 512.13

Uniform 0 100 0 2.35 -498.25
Uniform + selection advice | 5 30 65 15.64 -215.71
Human | 44 56 0 1887 57.76

Table 6.1: Summary of experiments with different ghost models, algorithms.

The baseline MCTS algorithm wins 8% of games. Adding the selection advice results
in an increase of the win rate to 36%. The average score is improved as expected, but
even if one ignores the +500 score associated with a win or a loss, we observe that more
food pills were eaten on average as well. The simulation advice provides a increase in both
win rate (achieving 55%) and average score. Using both advice at the same time gave the
best results overall, with a win rate of 90%. Moreover, the simulation advice significantly

reduces the number of game turns Pac-Man needs to win, resulting in fewer game draws.

In an older implementation described in [BCR20], from the simulation advice v, we
extracted whenever possible a strongly enforceable selection advice ¢ that guarantees that
Pac-Man will not make contact with a ghost, as described in Example 4.3. If safety cannot
be enforced, the universal advice T is used as a selection advice, so that no pruning is
performed. This is implemented by using the Boolean formula v in a QBF solver according
to Lemma 4.2. For performance reasons, we could only guarantee safety for much smaller
horizon than 10, that we fixed at 3 in our experiments. With this selection advice and the

simulation advice 1), we achieved 85% win-rate.

6.3 Application 2 : safe and optimal scheduling of tasks

We consider a setting in which we are given the structure of a task system T =
((7i)ier, F, H) (described in Section 2.7) to schedule. While the structure of the system is
known, the actual distributions that describe the behaviour of the tasks are unknown and
need to be learnt to behave optimally or near optimally. The learning must be done only by
observing the jobs that arrive along time. When the task system contains some hard tasks
(H # ), all deadlines of such tasks must be enforced.
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After the system is efficiently learnt, then we find and safe and (near) optimal strategy
in the MDP of the Task system.

6.3.1 Model-Based Learning of task systems

For learning the inter-arrival time distribution of a task, a sample corresponds to
observing the time difference between the arrivals of two consecutive jobs of that task. For
learning the computation time distribution, a sample corresponds to observing the CPU
time a job of the task has been assigned up to completion. Thus, if a job does not finish
execution before its deadline, we do not obtain a valid sample for the computation time.
Given a class of task systems, we say:

e The class is probably approximately correct (PAC) learnable if there is an algorithm
IL such that for all task systems Y in this class, for all €,y € (0,1): given struct(Y),
the algorithm L can execute the task system T, and can compute Y’ such that T ~¢ ",
with probability at least 1 — .

e The class is safely PAC learnable if it is PAC learnable, and L. can ensure safety for
the hard tasks while computing Y’.

e The class is (safely) efficiently PAC learnable® if it is (safely) PAC learnable, and
there is a polynomial ¢ in the size of the task system, in %, and in %, s.t. L obtains
enough samples to compute Y’ in a time bounded by q.

Efficient PAC learning for soft tasks Let T = ((7;);cs, F, () be a task system with soft
tasks only, and let €,y € (0,1). We assume that for all distributions d occurring in the
models of the tasks in T: min,esupp(a) d(a) > €. To learn a model Y’ which is e-close to T

with probability at least 1 — ~y, we apply Lemma 2.1 in the following algorithm:

1. forall tasks i =1,2,--- € I, repeat the following learning phase:
Always schedule task 7; when a job of this task is active. This way, collect enough
samples S(A;) of A; and S(C;) of C; as observed to apply Lemma 2.1 and obtain the
desired accuracy as fixed by € and .

2. the models of inter-arrival time distribution and computation time distribution for
task 7; are the relative frequencies d(S(A;)) and d(S(C;)) respectively.

3Note that our notion of efficient PAC learning is stronger than the definition used in classical PAC learning
terminology [Val84] since we take into account the time that is needed to get samples and not only the number
of samples needed.
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It follows that task systems with only soft tasks are efficiently PAC learnable:

~[ Theorem 6.1 Jl
There is a learning algorithm such that for all task systems ¥ = ((7;);er, F', H) with
H =10, forall e,y € (0, 1), the algorithm learns a model X' such that X' ~° Y with
probability at least 1 — v after executing T for |F|- Apax - D+ [ 55 (In4D[F| —In~)]
steps where D = max;cp,) (|Supp(A;)]).

Proof Using Lemma 2.1, given €, € (0, 1), for every distribution d of the task system,
a sequence S of D - [55(In2D — In+/)] iid. samples suffices to have d(S) ~¢ d with
probability at least 1 — «/. Since in the task system Y, there are 2|F'| distributions,
with probability at least 1 — 2| F'|4/, we have that the learnt model Y' ~¢ Y. Thus, for
7' = g, and using 2 exp(—2me*) < 5,
of D - [55(In4D|F| — Inv)] samples suffices so that T/ ~¢ Y with probability at least

we have that for each distribution, a sequence

We collect samples for | | soft task by scheduling one soft task after another. For each
soft task, samples for computation time distribution and inter-arrival time distribution can
be collected simultaneously, and observing each sample takes a maximum of A, time

steps. This proves the result. U

Safe learning with hard tasks We turn to task systems Y = ((7;);es, F, H) with both
hard and soft tasks. The learning algorithm must ensure that all the jobs of hard tasks meet
their deadlines while learning the task distributions. The soft-task-only algorithm is clearly
not valid for that more general case. Recall we have assumed schedulability of the task
system for the hard tasks*. This is a necessary condition for safe learning but it is not a
sufficient condition. Indeed, to apply Lemma 2.1, we need enough samples for all tasks
1€ HUF.

First, we note that when executing any safe strategy for the hard tasks, we will observe
enough samples for the hard tasks. Indeed, under a safe strategy for the hard tasks, any job
of a hard task that enters the system will be executed to completion before its deadline. We
then observe the value of the inter-arrival and computation times for all the jobs of hard
tasks that enter the system. Unfortunately, this is not necessarily the case for soft tasks
when they execute in the presence of hard tasks. Indeed, it is in general not possible to

“Note that safety synthesis already identifies task systems that violate this condition.
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schedule all the jobs of soft tasks up to completion. We thus need stronger conditions in
order to be able to learn the distributions of the soft tasks while ensuring safety.

PAC guarantees for safe learning Our condition to ensure safe PAC learnability relies
on properties of the safe region M35 in the MDP M-y associated to the task system Y.

,_‘ Definition 6.1 (Good for sampling condition) N

The safe region M3™ of the task system Y = ((7;)ier, F, H) is good for sampling if
for all soft tasks i € F, there exists a state s; € M$% such that:
e a new job of task 1 enters the system in s;; and
e there exists a strategy o; of Scheduler that is compatible with the set of safe
schedules for the hard tasks so that from s;, under strategy o;, the new job

associated to task T; is guaranteed to reach completion before its deadline.

There is an algorithm that executes in polynomial time in the size of the MDP M5
which decides if M5 is good for sampling. Also, remember that only the knowledge of

the structure of the task system is needed to compute M32",

Given a task system M3 that is good for sampling, given any €,y € (0, 1), we safely
learn a model Y’ which is e-close to T with probability at least 1 — v (PAC guarantees) by
applying the following algorithm:

1. Choose any safe strategy oy for the hard tasks, and apply it until enough samples
(S(A;),S(C;)) for each i € H have been collected according to Lemma 2.1. The
models for tasks i € H are d(S(A;)) and d(S(C;)).

2. Then for each i € F', apply the following phases:

(a). from the current vertex s, schedule some task uniformly at random among the
set of tasks that correspond to the safe edges in safe(s) up to reaching some
s; (while choosing tasks that do not violate safety uniformly at random, we
reach some s; with probability 1.° The existence of a s; is guaranteed by the
hypothesis that M5 is good for sampling).

(b). from s;, apply the strategy o; as defined by the second condition in the good for
sampling condition. This way we are guaranteed to observe the computation
time requested by the new job of task ¢ that entered the system in vertex s;, no

matter how TaskGen behaves. At the completion of this job of task 7, we have

>This follows from the fact that there is a single MEC in the MDP by Lemma 2.8.
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collected a valid sample of task .
(c). goback to (a) until enough samples (S(A;), S(C;)) have been collected for soft
task ¢ according to Lemma 2.1.

The properties of the learning algorithm above are used to prove that:

Theorem 6.2 }
There is a learning algorithm such that for all task systems T = ((7;)ier, F, H) with a

safe region M that is good for sampling, for all €,y € (0,1), the algorithm learns
a model Y' such that X' ~¢ Y with probability at least 1 — .

Proof For the hard tasks, as mentioned above, we can learn the distributions by applying
the safe strategy o to collect enough samples (S(A;),S(C;)) for each i € H.

We assume an order on the set of soft tasks. First for all 7; for : € F', since M;afe
is good for sampling, we note that the set S; of states s; (as defined in the definition of
good for sampling condition) is non-empty. Recall from Lemma 2.8 that M$2™ has a single
MEC. Thus, from every state of M352%, Scheduler by playing uniformly at random reaches
some s; € S; with probability 1, and hence can visit the vertices of .S; infinitely often with
probability 1. Now given € and -, using Theorem 6.1, we can compute an m, the number
of samples corresponding to each distribution required for safe PAC learning of the task
system. Since by playing uniformly at random, Scheduler has a strategy to visit the vertices
of S; infinitely often with probability 1, it is thus possible to visit these vertices at least m
times with arbitrarily high probability.

Also, after we safely PAC learn the distributions for task 7;, since there is a single MEC
in M52, there exists a uniform memoryless strategy to visit a state s;,; corresponding to

task 7,1 with probability 1. Hence, the result. 0

In the algorithm above, to obtain one sample of a soft task, we need to reach a particular
vertex s; from which we can safely schedule a new job for the task ¢ up to completion. As
the underlying MDP M52 can be large (exponential in the description of the task system),
we cannot bound by a polynomial the time needed to get the next sample in the learning
algorithm. So, this algorithm does not guarantee efficient PAC learning. We develop in the
next paragraph a stronger condition to guarantee efficient PAC learning.
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,_‘ Definition 6.2 (Good for efficient sampling)
The safe region M$™ of the task system Y = ((7i)ier, F, H) is good for efficient
sampling if there exists K € N which is bounded polynomially in the size of T =
((11)ier, ', H), and if, for all soft tasks i € F the two following conditions hold:

1. let S5 be the set of Scheduler vertices in M. There is a non-empty subset

Safe; C S5 of states from which there is a strategy o; for Scheduler to schedule
safely the tasks H U {i} (i.e. all hard tasks and the task i); and

2. forall s € S i € F, there is a uniform memoryless strategy Gosafe, S.1.:
(a). Oosafe; is compatible with the safe strategies (for the hard tasks) of M. safe.
(b). when 0.safe, is executed from any s € S(S)afe, then the set Safe; is reached

within K steps. By Lemma 2.8, since M5 has a single MEC, we have

that Safe; is reachable from every v € S§'.

Here again, the condition can be efficiently decided: there is a polynomial-time
algorithm in the size of M52 that decides if M5 is good for efficient sampling.

Given a task system M3 that is good for efficient sampling, given €,y € (0, 1), we
safely and efficiently learn a model Y’ which is e-close of T with probability at least than
1 — ~ (efficient PAC guarantees) by applying the following algorithm:

1. Choose any safe strategy o for the hard tasks, and apply this strategy until enough
samples (S(A;),S(C;)) for each i € H have been collected according to Lemma 2.1.
The models for tasks i € H are the relative frequencies d(S(A4;)) and d(S(C})).

2. Then for each ¢ € F', apply the following phase:

(a). from the current state s, play o,safe, to reach the set Safe;.

(b). from the current state in Safe;, apply the strategy o; as defined above. This way
we are guaranteed to observe the computation time requested by all the jobs of
task ¢ that enter the system.

(c). go to (b) until enough samples (S(A;),S(C;)) are collected for task ¢ as per
Lemma 2.1. The models for task ¢ are given by d(S(A;)) and d(S(C;)).

For a task system T, let T = Apay - D - [5(In4D|Y| — Inv)] where Ay =
max({J;ep, Supp(4i)) and D = max;e(n)(|Supp(4;)|). The properties of the learning

algorithm above are used to prove the following theorem:
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_[ Theorem 6.3 }
There exists a learning algorithm such that for all task systems T = ((7;)icr, F, H)

safe

with a safe region M$' that is good for efficient sampling, for all €,y € (0, 1), the
algorithm learns a model X' such that Y’ ~¢ Y with probability at least 1 — y after
scheduling { for T + |F| - (T + K) steps.

Proof Consider the algorithm described above. Since oy is a safe strategy for the hard
tasks, we can observe the samples corresponding to the computation time distribution and
the inter-arrival time distribution for all the hard tasks simultaneously while scheduling the
system. Following the proof of Theorem 6.1, the samples required to learn the distributions
of the hard tasks can be observed in time 7.

Now consider an order on the set of tasks. Under the good for efficient sampling
condition, again from the proof of Theorem 6.1, we need to execute the system for |F'|T
time steps for collecting samples to PAC learn the computation time distributions and the
inter-arrival time distributions for all soft tasks in £'. Further, for every soft task 7; with
i € I, from a state in S§*, by using the strategy osafe,, we reach Safe; in at most K steps.
Hence, the result. O

Example 6.1 Consider the following task system with one hard and one soft task. We want

to learn the distributions associated to the tasks in the system.

e one hard task 7, = (C}, 2, Ap,) such that Cj,(2) = 1 and A,(4) = 1; and
e onesofttask 7, = (Cs, 2, A,) such that Supp(Cy) = {1,2} Cs(1) = 0.4, C5(2) = 0.6,
and A4(3) = 1; and the cost function ¢ such that ¢(75) = 10.

In particular, we want to learn computation time distribution for the soft task. We
can see that during the execution of the task system, for every time ¢, Scheduler does not
have a safe strategy from ¢ that also ensures that the soft task will never miss a deadline.
This implies that considering the good for efficient sampling condition, we have Safe; = ()
for © € F', and hence the good for efficient sampling condition is not satisfied by this task

system. Thus, we cannot ensure safe and efficient PAC learning for this task system.

On the other hand, there exists a strategy such that for all the jobs of the soft task that
arrive at time lem(4,3) - n + 6 = 12n + 6 (assuming that the system starts executing at
time 0) for n > 0 can be scheduled to completion, and thus by Theorem 6.2, there exists an
algorithm to safely PAC learn the task system. U
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Using the learnt model Given a system Y of tasks, and parameters ¢,y € (0, 1), once
we have learnt a model Y’ such that Y/ ~¢ T, we construct the MDP M%a,fe. From M%*,fe,
we can compute an optimal scheduling strategy that minimizes the expected mean-cost of
missing deadlines of soft tasks. Such an algorithm is given in [GGR18]. Then, we execute
the actual task system Y under schedule 0. However, since o has been computed using the
model Y’, it might not be optimal in the original, unknown task system Y. Nevertheless,
we can bound the difference between the optimal values obtained in M52 and M.

The following lemma relates the model that is learnt with the approximate distribution

that we have in the MDP corresponding to the learnt model. Let 7)__ be the maximum
probability appearing in Y. Given ¢ € (0,1), let 3 = min{l,7. + ¢} andn = " —

(8 — €)*", where n. = |T|.

Lemma 6.1 }
Let Y be a task system, let ¢,y € (0, 1), let Y' be the learnt model such that {" ~¢ T
with probability at least 1 — . Then we have that 'y, =" I'y with probability at
least 1 — 7.

Proof Since we have that Y’ ~¢ T with probability at least 1 —~, by definition, we have that
the probability that all the distributions of Y are e-close to their corresponding distributions
in T is atleast 1 —~. Let || = n, and there are a total of 2n distributions. Let P and P’ be
the probability distributions in the MDPs M, and M. respectively. Thus corresponding to

P in M., if an edge has probability p = pyps - - - p2,,, and for P’ we have the corresponding
2n

2n
probability as p/, then [p’ — p| < H(p;) - H(pl) where p), is the estimation of p; in P,

1=1 1=1
and is such that p;, < min{1, p; + €}, since each estimated probability in the distribution P’
is also bounded above by 1. Now p; < f for all i € [2n], and we have that

2n 2n
17 - T[w) <8 = (B—e
i=1 i=1
Thus, P’ ~" P with probability at least 1 — ~. O

Using Lemma 6.1 and Lemma 2.2, we obtain the following guarantees on the quality

of the strategy that our model-based learning algorithm outputs:

Theorem 6.4 }
Suppose we are given a task system ' (with min probability p..;,) and a robustness

precision 3 € (0,1). Let v,e € (0,1) be s.t. € < 8\5%%' Let Y™ be the model
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that is learnt using the above algorithms s.t. Y™ ~% Y with probability at least 1 —,
and let o be a memoryless deterministic expectation-optimal strategy of U'vn. Then,
with probability at least 1 — -y, the expected mean-cost of playing o in I'y (i.e. in the
task system () is s.t. forall s € S: |Valy(s,0) — Valy(s)] < S.

6.3.2 Experimental results

We first report experimental results on model-based learning and observe that the
models are learnt efficiently with only a few samples. We compare the performance of
our MCTS-based algorithms with a state-of-the-art deep ()-learning implementation from

OpeNAI [Dha+17] on a set of benchmarks of task systems of various sizes.

Models with only soft tasks In Figure 6.1, we show that the distributions of a task system
with soft tasks can be learnt efficiently with a few samples. This is not the case in general
for arbitrary MDPs where in order to collect samples, one may need to reach some specific
states of the MDP, and it may take a considerable amount of time to reach such states.
However, in this case of systems with only soft tasks, the number of samples increases
linearly with time. As a representative task system, we display the learning curve for a

system with six soft tasks in Figure 6.1.
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Figure 6.1: Learning distributions for a system with 6 soft tasks

Here “exe” and “arr” refer to the distributions of the computation times and the inter-

arrival times respectively. The left y-axis is the max-norm distance between the probabilities
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in the actual distributions and the learnt distributions across all soft tasks. The z-axis is
the number of time steps over which the system is executed. For learning the computation
time distribution, the soft tasks are scheduled in a round-robin manner. Once a job of a soft
task is scheduled, it is executed until completion without being preempted. A sample for
learning the computation time distribution of a soft task thus corresponds to a job of the task
that is scheduled to execute until completion. Since the system has only soft tasks, a job
can always be executed to finish its execution without safety being violated. On the other
hand, the samples for learning the inter-arrival time distribution for each task correspond
to all the jobs of the task that arrive in the system. Thus, over a time duration, for each task,
the number of samples collected for learning the inter-arrival time distribution is larger
than the number of samples collected for learning the computation time distribution. The
number of samples of both kinds increases linearly with time. The y-axis on the right
corresponds to the number of samples collected over a duration of time when the system
executes. The plot “Exe samples” corresponds to the number of samples collected per task
for learning the computation time distributions. Since the tasks are executed in a round-
robin manner, the tasks have an equal number of samples for learning their computation
time distributions. On the other hand, for learning inter-arrival time distributions, a task
with larger inter-arrival time produces fewer samples than a task with smaller inter-arrival
time. The plot “Arr samples” corresponds to the minimum of the number of jobs, over all
the tasks, that arrived in the system. Each point in the graphs is obtained as a result of

averaging over 50 simulations.

Safe model-based learning For safe model-based learning of systems with both hard
and soft tasks, first, we verify that the task system satisfies the good for efficient sampling
condition, and hence admits safe efficient PAC learning. We consider a small representative
task system, and learn the distributions of the soft tasks in the system as shown in Figure 6.2.
Using the learnt model in STorM, we also extracted the strategy that minimizes the expected
mean cost. This strategy is then applied on the actual task system, and we report the
observed value. In the X-axis, we have the number of discrete time steps over which
samples corresponding to all soft tasks are collected. The result of each time point is an
average over 10 experiments. We note that for samples collected over a few hundred discrete
time steps, the optimal strategy for the learnt system is also optimal for the original task
system. For fewer training steps than that shown in Figure 6.2, we observed that for some
experiments the learnt task system (and hence the corresponding MDP) was not structurally
similar to the original task system in the sense that some distributions in the learnt model

did not have the same support as those in the original task system. The results show that
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Value from Storm for original task system:
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Figure 6.2: Model-based learning for 1 hard, 3 soft tasks

this approach is effective in terms of the quality of learning and the number of samples
required.

Monte Carlo tree search In the above approach, the main bottleneck towards scalability
is the extraction of an optimal strategy from the learnt model using probabilistic model-
checkers like Storm. This is because the underlying MDP grows exponentially with the
number of tasks. Therefore, we advocate the use of receding horizon techniques instead,
that optimize the cost based on the next H steps for some horizon H. In our examples, the
unfoldings have approximately 27 states, so we use MCTS to explore them in a scalable

way. We used two advice that are enforced by these following strategies:

1. Earliest deadline first strategy for hard tasks (EDF) The earliest deadline first
(EDF) on hard task is a strategy for scheduler that ensures no hard tasks misses its deadline
by always scheduling the job of a hard task with the closest deadline [Butl 1, Section 4.4].
A job by soft task is scheduled only when no hard task is available. This ensures that all
jobs of hard tasks are scheduled in time as the task system is schedulable for the hard tasks,
but does not guarantee optimality with respect to cost. In spite of this drawback, it is a
strategy that can be used for an advice because it is easy to calculate and therefore can be
calculated on-the-fly while doing MCTS.

2. Most general strategy (MGS) We can consider the underlying game graph of the
MDP. There we have a safety game where the objective for player 0 (the Scheduler) is
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to avoid the state marked with L denoting the states where a job generated by a hard
task has missed its deadline. We calculated the most general strategy in this game using
AbsSynthe [Bre+14]. This strategy is more complete, but on the other hand, it needs to be

precomputed.

Deep Q-learning One of the most successful model-free learning algorithm is the Q-
learning algorithm, due to Watkins and Dayan [WD92]. It aims at learning (near) optimal
strategies in a (partially unknown) MDP for the discounted sum objective. In our scheduling
problem, we search for (near) optimal strategies for the mean-cost and not for the discounted
sum, as we want to minimize the limit average of the cost of missing deadlines of soft tasks.
However, if the discount factor is close to 1, both values coincide [Sol03; MNS81]. In
our experiments, we use an implementation of deep (J-learning available in the OpPENAI
repository [Dha+17]. We make use of shielding [Cha+17a; Als+18; Avn+19], a technique
that restricts actions in the learning process so that only those actions that are safe for
the hard tasks can be used. More specifically, we used the earliest deadline first (EDF)
strategy and the most general (MGS) strategy for safety to shield unsafe actions during deep

Q-learning.

Experiments We compare some variants of model-based learning using MCTS and deep
Q-learning in the context of scheduling. The first option is to set a very high penalty on
missing the deadline of a hard task, and then to apply either MCTS or deep ()-learning.
However, safety is not guaranteed in this case, and we report on whether a violation was
observed or not. We call this variant unsafe MCTS and unsafe deep ()-learning respectively
as a consequence. The second option is to enforce safety in MCTS and deep ()-learning
by computing the most general safe scheduler for hard tasks, and then using it as advice
for MCTS or the MGS shield for deep ()-learning. The third option is to use the earliest-
deadline-first (EDF) scheme on hard tasks instead of MGS as an advice or a shield. Note
that the second and the third options are required to ensure safety, and thus are applicable
to systems that have at least one hard task, and hence are not applicable (NA) to systems

with only soft tasks.

We used a heuristic terminal reward during MCTS where for each soft tasks, we check
if its job can be finished before deadline if we allow all the hard tasks and all soft tasks
with higher cost to finish first. We add the costs for all these tasks which may miss their

deadline. This works as a good and easy to compute terminal reward.
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Storm MCTS MCTS MCTS Deep-Q Deep-Q Deep-Q

Task i

s Sl output unsafe MGS  EDF unsafe ~ MGS EDF
4S 10° 0.38 0.2 NA NA 0.56 NA NA
5S 10°  TO. 0 NA NA 0.13 NA NA
10S 10 TO. 0 NA NA 0.96 NA NA
simple 10> 0 0.72 0 0 1.08 0.1 0

1H,2S 10* 0.07 0.67 0.14 0.28 0.24 0.11 0.22

1H,3S 10° 0.28 1.13 0.45 0.49 00 0.47 0.47
2H, 1S 10* 0 0.92 0 0.2 00 0.02 0.3
2H,5S 10 T.O. 3.44 1.93 2.14 00 2.39 2.48
3H,6S 10 T.O. 4.17 2.88 2.97 00 342 3.47
2H,10S 1022 T.O. 0.3 0.03 0.03 00 1.42 1.6
4H, 12S  10* T.O. 2.1 1.2 1.3 00 2.68 2.87

Table 6.2: Comparison of MCTS and reinforcement learning.

Results

In the first column of Table 6.2, we describe the task systems that we consider. A
description 2H, 5S refers to a task system with two hard tasks and five soft tasks, while 4S
refers to a task system with four soft tasks and no hard tasks. The output of STorM for the
smaller task systems is given in the third column. We report sizes of the MDPs, computed
with STorM whenever possible. Otherwise we report an approximation of the size of the
state space obtained by taking the product of (¢; + 1)(a; + 1) over the set of tasks, where ¢;
and a; are the greatest elements in the support of the distributions C; and A;. Recall that the
size of the state space is exponential in the number of tasks in the system. In the columns

where safety is not guaranteed, co denotes an observed violation (a missed deadline for a
hard task).

For MCTS, at every step we explore 500 nodes of the unfolding of horizon 30, and the
value of each node is initialized using 100 uniform simulations. This computation takes
1-4 minutes in our Python implementation for different benchmarks, running on a standard
laptop. It is reasonable to believe that a substantial speedup could be obtained with well-
optimised code and parallelism. For deep ()-learning, we train each task system for 10000
steps. The implementation of deep-Q learning in the OepNAI respository uses the Adam
optimizer [KB15]. The size of the replay buffer is set to 2000 and the learning rate used
is 1073, The probability € of taking a random action is initially set to 1. This parameter

reduces over the training steps, and becomes equal to 0.02 at the end of the training. The
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6.3 Application 2 : safe and optimal scheduling of tasks

network used is a multi-layer perceptron which, by default, uses two fully connected hidden
layers, each with 64 nodes. Since we are interested in mean-cost objective, the discount
factor v is set to 1. We observed that reducing the value of v leads to poorer results. The
values reported for both MCTS and deep ()-learning are obtained as an average cost over
600 steps.

While deep Q-learning provides good results for small task systems with 3-4 tasks
with several thousands of states, this method does not perform well for the benchmarks with
large number of tasks. We trained the task system with 10 soft tasks with deep Q-learning
for several million steps, but the state space was found to be too large to learn a good
strategy, and the resulting output produced a cost that is much higher than that observed
with MCTS.

Overall, our experimental results show that MCTS consistently provides better results,
in particular when the task systems are large, with huge state spaces. This can be explained
by the fact that MCTS optimizes locally using information about multiple possible “futures”
while deep Q-learning rather optimizes globally using information about the uniquely
observed trace. We observe that the performance of MCTS with EDF advice is only
slightly worse than MCTS with MGS advice. EDF guarantees safety and does not require
computing the most general safe strategy, therefore it forms a good heuristic for systems

with many hard tasks, where MGS computation becomes too expensive.
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Chapter 7

Imitation learning

In previous chapters, we have described different strategies based on a combination of
formal methods and Monte Carlo tree search algorithm that aim for the optimal expected
total reward. These expert receding horizon strategies may be too costly to compute online.
In order to reach on-the-fly computing times low enough for real-time control, we propose
the use of learning techniques to train learned strategies, encoded as neural networks, with
the goal of imitating a given expert strategy.

This can take different forms depending on the expert strategy o. In general, we define
a function f, : S x A — R encoding the strategy o so that from state s, the decision made
by o is equivalent to choosing an action from arg max,. 4(f-(s, a)) uniformly at random.
Intuitively, f, is a scoring function that rates how good every action is from the current
state. To learn a memoryless strategy o, this function can output the expected total reward
under o, or a heuristic score approximating it as returned by MCTS for example. In this
case, the advice is seen as a (non-deterministic) expert strategy to be imitated. This way,
we suggest that a symbolic advice can also be imitated by a neural network that can then

be used as a neural advice in MCTS.

The plan is to train a neural network to learn the function f, as an offline step, then
to use it to speed up the computations of decision-time planning. Depending on the size of
the set of actions, we can either learn a neural network that takes a state-action pair (s, a)
as input and outputs a single value f, (s, a) or a neural network that takes a state s as input

and outputs a vector in R4! containing values for each available actions.
We address the following challenges:

e representing a state s and its corresponding values (f, (s, a))qca so that it is easily
processable by the neural network,

e generating data for f,, representative of the state-space,

e choosing an architecture for the neural network,

e comparing the learnt strategy and the expert strategy o.
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7.1 Training a neural network

We propose the use of convolutional neural networks which would take a state in the
MDP as a tensor with each channels of the tensor representing different features extracted

from the state.

Example 7.1 In Pac-Man, each tensor representing a state has 7 channels to denote
respectively the distribution of walls, food pills, position of Pac-Man, and for each direction,
positions of the ghosts who are moving towards that direction. For example the channel
representing the distribution of walls would be a matrix w;; of the size of the grid where

w;; = 1 if there is a wall at the co-ordinate (4, j), and otherwise w;; = 0. O

Normalization of data We considered different approaches for normalization to make

the outputs between 0 and 1. For example,

e Globally scaling the values between 0 and 1 so that min, , f(s,a) becomes 0 and
max; , f(s,a) becomes 1 after normalization.
e Locally scaling the values so that for all state s, min, f(s,a) becomes 0 and

max, f(s,a) becomes 1.

We argue that this local normalization is sufficient to learn the strategy as it captures the
ordering of the actions. Experimentally, local normalization performed better than global
normalization. We also experimented with non-linear transformations [BC64; YJOO] but

they did not improve learning performances in our settings.

Description of the network Our neural networks contain a 2D convolution layer with
3 x 3 filters, a flattening layer, few hidden dense layers with the ReLLU activation function
and a final dense layer with the sigmoid activation function. Training is performed using
ADAM optimizer with mean squared error as loss function. To choose the optimal hy-
perparameters, e.g. the exact number of layers and their size or the number of filters, we
use hyperparameter tuning in each setting. In particular, we relied on the Python library
KerasTuNeEr [OMa+19].

99



7.2 Dataset aggregration : Formally sharp DAgger

7.2 Dataset aggregration : Formally sharp DAgger

Let us detail how to construct a set of data of the shape (z,y), where € S is the
input of the neural network and y € Rl is its output encoding (f, (7, a))sca. We argue
for the use of formal methods in order to answer the two following challenges: how to get

a representative set of input values z, and how to get good y values for this set of input.

Perfect data Note that an expert strategy generated by an exact method (such as mode
checking) is ensured an expected payoff higher than any expert strategy generated from a
heuristic approach like Monte Carlo tree search. In a sense, if one sees a heuristic approach
as an approximation of the optimal strategy, the data obtained from heuristic strategies can
be seen as a noisy version of data that would otherwise be “perfect”, i.e. pairs (x,y) where
y is a vector encoding the decisions of a strategy o that is optimal.

Representative set of inputs In order to generate a dataset to train on, a classical method
is to pick states and actions uniformly at random within the state-space and to evaluate f,,
on these inputs. For example, one can consider Frozen Lake states obtained by placing the
walls, the holes, the target and the robot at random empty positions. However, a neural
network trained from such a dataset may perform poorly for states that play a key role
in the expected payoff of a strategy (i.e. states that represent crucial decisions), as such
states may not be likely to be selected at random within the state-space. The DAgger
(Dataset Aggregation) algorithm [RGB11], in contrast, offers a dataset generation method
based on running simulations in order to get a more realistic view of the states frequently
encountered in real plays. While this approach can be part of the answer, it may not provide
sufficiently many datapoints on the crucial decisions mentioned before, that may be few

and far-between.

We propose an algorithm named sharp DAgger that would detect these states, refine
the training set and retrain the network. This is done by simulating the strategy using the
learnt neural network on the MDP and finding counter-examples where the neural network
is performing poorly by comparing the value given by the network and the value f,(s)

associated with the exact method.

In Algorithm 4, we present a method to train the neural network by an iterative

process that generates new data for the training set. In the first iteration, we train a neural
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7.3 Evaluating a learnt strategy

network NN, from an initial training dataset DATASET and in later iterations, we add
more interesting data-points in that set. Initially, one could either randomly generate a
small amount of data or simulate the MDP by following an uniform strategy. In iteration
1, starting from an initial state sy in the MDP, we simulate a fixed number of paths until
a given horizon . We extract from these paths the states for which the current neural
network NN, trained from DATASET fails to predict the correct values. We add them to our
dataset, then train the next iteration of the neural network. The decision on when to stop
the sharp DAgger loop is taken based on evaluations of the quality of the neural network
NN; at each iteration 7.

Algorithm 4 Sharp Dataset Aggregation (Sharp DAgger)

Input:
e A function f, : S — R4l encoding an expert strategy o,
e astate so € 5,
e a distance function d,
e a precision value € € R,
e ahorizon h € N.
Output: A strategy o; that imitates the strategy o

14+ 0

—

2: DATASET = initial dataset

3: NNy = neural network trained using DATASET

4: 0o = strategy extracted from NN

5. while 7 < iters do

6: Paths; = paths simulated following o; from s for h steps
7: for state s in paths p € Paths; do

8: if d(NN;(s), f(s)) > € then

9: Add (s, f(s)) to DATASET

10: end if

11: end for
12: 1+—1+1
13: NN; = neural network trained using DATASET
14: o; = strategy extracted from NN;

15: end while
16: return o;

7.3 Evaluating a learnt strategy

In order to evaluate the trained neural network, a traditional approach for machine

learning can report on a loss function for a test dataset. Alternatively, one can measure
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7.3 Evaluating a learnt strategy

the accuracy of the network by reporting how many times the resulting learnt strategy has
differed from the expert strategy as a classifier. But this may not be sufficient to evaluate
how the learnt strategy is performing on the MDP. In Frozen Lake, consider a learned
strategy that returns the same action as the expert strategy for all states in the MDP, except
for one state where the learnt strategy gives a bad action that leads to a hole. Even though
the learnt strategy has an almost perfect accuracy, it would perform badly compared to the
expert strategy in real plays, and could lead to much worse rewards on expectation.

As such, we argue for the use of statistical model checking to evaluate the expected
reward of a (neural) strategy. In particular, we can use the approximate probabilistic model
checking method [Hér+04] where we simulate a set of paths following the expert strategy
on the one hand and the neural strategy on the other, then compare their average rewards
on these paths.

The following theorem gives a theoretical bound on the number of simulations needed

to get a probably approximately correct approximation of the real expected reward.

’_l Theorem 7.1 } N
Suppose for MDP M, there exists a < b such that a < Reward}j/[(p) < b for all paths
pin M. Let 6 € (0,1] and € € (0,b — al]. Then for a strategy o, suppose we sample

n > (bQ_E 3)2 ln(ﬁ) paths p1,ps ... p, independently at random from a state s in the

MDP M following the strategy . LetT =~ %" | Reward}, (p;). Then,
P (|7 — Val,(s,0)] > €) < 6.

Proof We have n independent identically distributed random variables Rewardﬁ/[(pi) with

expected value Val}, (s, o).

Then, EZ(7) = Val}, (s, o). So, from Theorem 2.2, we will have,
2 2
P7(|F — Val?,(s,0)] > ¢) < 2exp Gﬁ) .
Asn > 2% 10(2), we get that PS(|F — Vall (s, a)| > €) < 4. O

But in practice, we usually need much less number of simulations to achieve a good
approximation. For example, Consider the Frozen Lake layout in Figure 7.1.
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Figure 7.1: A 10 x 10 Frozen Lake layout.

Using exact methods we calculated the optimal expected reward in this grid to be
0.827. 1In Figure 7.2, for n € [1,100], we independently simulated n paths using the
optimal strategy and plotted the estimated reward obtained from statistical model checking.

We see that we get a good approximation of the real expected reward with under 100

simulations.
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Figure 7.2: Statistical model checking for Frozen Lake



Chapter 8

Applications of imitation learning

In this Chapter, we report our experiments on two MDPs introduced in previous
chapters. In Frozen Lake (Example 2.6), a robot moves in a slippery grid and has to reach
the target while avoiding holes in the grid. This is an MDP that can be fully handled by
model-checkers (using exact methods), and as such we use it to report on the benefits of

using perfect data to train the surrogate strategy.

On the other hand, the Pac-MaN game (Example 1.1) provides more challenging
MDPs to handle. There, we report on the performance of MCTS equipped with perfect or
neural advice and on the performance of a surrogate strategy trained on data obtained from
MCTS. The sharp DAgger algorithm (Algorithm 4) proves to be instrumental for learning

efficiently in Pac-MAaN.

8.1 Apllication 1: Frozen Lake

For the game described in Example 2.6, we randomly generated layouts of size 10x10
where we place walls at each cell in the border of the grid and with probability 0.1 at each
of the other cells. Then we place holes in remaining cells with probability 0.1. Finally, we
randomly place a target and an initial position in two of the remaining empty cells. If the
game is neither won nor lost within 1000 steps, the game is considered a draw.

8.1.1 Expert strategies

Exact algorithm Consider the state in the MDP where the robot is on the target position.
We label this state with target. Using the model checkers, we can compute the strategies
Opt(s) = argmax, PI(s = Otarget) that maximizes the probability to reach the target
t starting from state s. The practical strategy that we are interested in should not only
maximize the probability to reach the target but also minimize the expected number of steps
needed to reach the target. For a path p in MC M,,, we define len(p, target) = i if p[i] is



8.1 Apllication 1: Frozen Lake

the target state and for all j < i, p[j] is not the target set. Using formal methods techniques
described in Algorithm 2 (Section 2.4), we can calculate a strategy in

arg min EJ (len(p, target) | p = Otarget)) .
o€0pt(s)

This strategy is optimal for reaching the target with infinite horizon.

Monte Carlo tree search We compared the exact strategy with the strategy generated
from Monte Carlo tree search with horizon H = 30. From state s, a search tree is
constructed for 40 iterations. Thus, the search tree constructed by the MCTS algorithm
contains up to 40 nodes. In each iteration of the MCTS algorithm, when a new node is
added to the search tree, 10 samples are obtained by using a uniform strategy to estimate
the value of the node.

8.1.2 Learnt strategies

Our training dataset contained 760k data-points which we used to imitate the expert
strategies. Hyperparameter tuning resulted in neural networks containing a 2D convolution

layer with 6 filters, a flattening layer and 2 dense layers.

8.1.3 Evaluation of the strategies

We randomly generated 1000 layouts and ran 100 games from each layout for 1000
steps using both expert strategies and the learnt strategies. If the robot does not reach the
target or any hole within 1000 steps, we consider it as a drawn game. The average outcomes
are reported in Figure 8.1. Using Storm, we calculate the optimal expected win rate to
be 93% on average in the generated layouts. This value denotes the probability to reach
the target eventually, using the optimal strategy. In practice, our statistical model checking
approach requires fixing a finite horizon. Figure 8.1 confirms that horizon 1000 is sufficient
as the expert strategy from Storm still reaches a win rate of 93%, same as the computed
value with this horizon.

In comparison, our strategy learnt from Storm had a win rate of 81%. The expert
strategy calculated using MCTS is suboptimal and showed a win rate of 77% while the
strategy learnt from it has a win rate of 69%. This highlights the benefits of using exact
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Storm 93% ||

Policy learnt
from Storm
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MCTS 7% | [
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Figure 8.1: Perfect vs MCTS-based strategies for Frozen Lake.

methods to get noise-free data.

8.2 Application 2: Pac-Man

We performed our experiments on the game PAc-MaN in a grid of size 9 x 21 described
in Figure 1.1. In our experiments, the ghosts always choose an action uniformly at random
from the legal actions available. As explained in Section 6.2.1, we can view this as an
MDP. Moreover, if Pac-Man does not win (eats all food pills) or lose (makes contact with

a ghost) within 300 steps, we consider it a draw.

8.2.1 Expert strategies

Monte Carlo tree search The state-space of the MDP is too large to apply directly to
find the optimal strategy. As a consequence, we decided to use Monte Carlo tree search
with a receding horizon of H = 10. From state s, a search tree is constructed with a
maximum depth of H for 40 iterations.We combined MCTS with the notion of advice as
used in Section 6.2 in order to play Pac-Man. In each iteration of the MCTS algorithm,
when a new node is added, 20 samples are obtained by using a uniform strategy to estimate
the value of the node among the paths that are safe i.e. where Pac-Man is not eaten by
a ghost. During the exploration of the search tree, we also restrict ourselves to actions
o that maximize the probability to stay safe for the next 8 steps, i.e., actions a such that

ns(s,a) = maxyeqns(s,a’) as defined in Example 4.5. Since the online computation of
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8.2 Application 2: Pac-Man

the 7g function is too expensive to be done at every node of the search tree, we only restrict
the root node of the tree to ensure the safety of the immediate decisions. We compare four
different variants of MCTS here:

e a version without this expert (safety) advice,

e one where it is used at the root node of the tree,

e one where a neural advice is trained to imitate the safety advice and is used at the
root node, and

e one where the neural advice is used at every node in the tree.

8.2.2 Neural advice

To speed up the MCTS procedure we train a neural network to imitate the safety advice.
We used Algorithm 4 to create a dataset to train on. We use the L., metric as the distance
function with precision value € = 0.2 to find new data-points during the aggregation. In
other words, we add the value (s, (75 (s, a))aca) to the dataset at the " iteration of sharp
DAgger if
max(|ng(s,a) — NN;(s,a)|) > 0.2.

acA

In each iteration, we simulate 4000 games for 300 steps to generate Paths;. We compare

the safety status of the neural networks at each iteration of sharp DAgger in Figure 8.2.

Training dataset size : 32k 158k 176k 190k 200k 226k 226k
100
& 80 :
E 70%
g [
£ 60| 56% |98% | |57% 8
E L
5]
0
%‘:9 e L |41% i
=
§ L [26%
ﬁ 20 L |18% |
|| 9%
expert 1 2 3 4 5 6 Policy learnt
policy Policies learnt from from sharp DAgger from random data

dSafe D Not safe

Figure 8.2: Sharp DAgger for PAc-MAN neural advice

After 5 iterations, we observe that Pac-Man stays safe (for 300 steps) in 58% of games
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when using the learnt strategy instead of staying safe in 70% of games with the strategy
calculated from model checking. Hyperparameter tuning stabilized on neural networks
using a 2D convolution layer with 6 filters, a flattening layer and 4 dense layers. The
entire training dataset generated from sharp DAgger contains 226k data-points. To check
the effectiveness of our method of data aggregation, we compare our learnt strategy with
a strategy trained on 226k randomly generated data-points. We confirm that this learnt
strategy performs much worse and stays safe in only 18% of games.

8.2.3 Using the neural advice in MCTS

To accommodate for the inherent noise in the output of the neural network NN,
we fix a threshold ¢ = 0.9 and consider the advice that allows almost-optimal actions
with respect to ¢, i.e. the neural advice that restricts to actions a such that NN(s,a) >
0.9 X maxgea NN(s,a').

We compare in Table 8.1 the performance of MCTS variants using expert or neural
strategies as advice. We ran each setup on 100 games. The Python implementation of

Algorithm ‘win loss draw food score time per step

MCTS 55 44 1 19.58 153.62 9.0s

MCTS + expert selection advice 90 9 1 2439 512.13 17.4 s

71 29 0 2228 31893 9.6s
87 13 0 2344 50098 9.8s

MCTS + neural selection advice (at root)
MCTS + neural selection advice (every node)

Table 8.1: Summary of experiments with different ghost models and algorithms. All the
MCTS algorithm uses a simulation advice where we simulate only the safe paths.

MCTS that we rely on was not designed to optimize the performance in terms of computing
time. In our case, the MCTS algorithm without any selection advice uses 9 seconds to
decide on an action. Using the (formal methods based) expert advice at the root node of
MCTS increases the time per decision by 8 extra seconds. While the 9 seconds spent in
MCTS can be expected to be vastly lowered using code improvements,' the model checking
done by Storm is already optimized. By replacing the expert advice with a neural advice,
we can avoid this fixed cost of 8 seconds per decision, as the network can be consulted in

3 ms instead.

While the neural advice is not as good as the expert advice (it ensures win in 71% of

'MCTS and other simulation-based techniques are highly amenable to parallelism [CWHO0S].
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games instead of 90% when used identically at the root node of the MCTS tree), we can
afford to use it on every node of the search tree to dynamically prune the search. In this
way, we can get an 87% win-rate that is the best of both worlds: we approach the win-rate

of the expert advice with the computing time of the bare-bones version of MCTS.

8.2.3.1 Learning a surrogate strategy

We trained a surrogate neural network to imitate the expert strategy defined previously
as MCTS with a neural advice at every node, that reached an 87% win-rate while keeping
computing times as low as possible. To generate the dataset, we use our sharp DAgger
algorithm and simulate 4000 games with horizon 300 in each iteration. To evaluate how
well our strategies are performing, we compare the average number of wins obtained by

following them in Figure 8.3.
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o L L
20 {19% 15% |
1%
expert 1 2 3 4 5 6 Policy learnt

policy from random data

Policies learnt from sharp DAgger

‘ BwinODrawLoss ‘

Figure 8.3: Sharp DAgger for PAc-MAN surrogate strategies.

After 5 iterations, we reach a strategy with a win-rate of 64%, which is higher than the
55% of the “standard” version of MCTS, while having almost no need for online computing
time as it is using a pre-trained neural network. Hyperparameter tuning stabilized on neural
networks using a 2D convolution layer with 5 filters, a flattening layer, 5 dense layers.
Finally, the training dataset generated with sharp DAgger contains 515k data-points. In
comparison, a strategy learned from a randomly generated dataset of size 515k is only able

to win in 15% of games, which confirms the importance of sharp DAgger in this setting.
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Chapter 9

Conclusion

In this thesis, we study how to efficiently combine techniques from formal methods and
learning for online computation of a strategy that aims at optimizing the expected long term
reward in large systems modelled as Markov decision processes. This strategy is computed
in a finite horizon unfolding using Monte Carlo tree search (MCTS) with a receding horizon.
As a way to apply techniques used in formal methods during Monte Carlo tree search, we
defined the notion of advice in Chapter 4. An advice, often symbolically written as a logical
formula and computed on-the-fly, prunes part of the tree unfolding to differentiate ‘good’
and ‘bad’ part of the tree. A notable difference from related techniques like shielding is
that building a shield requires one to construct the entire state-space of the MDP, whereas
our approach performs its computations on-the-fly based on the current position alone. In
Chapter 5, we augment the MCTS algorithm with advice and find sufficient conditions such
that the guarantees regarding convergence rate and failure probability of classical Monte
Carlo tree search are still maintained after this augmentation. Our version of MCTS uses

two advice, one during the selection phase and another during the simulation phase.

We also report the implementations of these techniques using systems modelled as
Markov decision precesses that may have 10%° states and beyond which cannot be handled
with exact algorithms. In particular, in Section 6.2, we show how using advice based on
formal methods significantly improves the performance of the Monte Carlo tree search
algorithm in the game of Pac-MAN, a game where Pac-Man has to eat food pills which
avoiding contact with the ghosts.

We conclude that formal methods can provide good strategies and useful advice for
MCTS, albeit at a high computational cost. For this reason, in Chapter 7, we show how
to create a lower-latency neural advice by training a neural network to imitate an advice.
This allows one to obtain the best of both worlds: the performance boost of the advice but
without its computational cost. In Section 7.2, we propose a dataset-aggregation procedure
called sharp DAgger (Algorithm 4) which leverages formal methods in order to obtain better
quality data to train this neural network. We use statistical model checking to detect when
additional samples are needed and generate these samples on demand when the performance

of the learnt neural network does not match the quality of the strategy computed offline. In



9.1 Future works

Section 8.2, we report on the performance of MCTS equipped with neural advice and on
the performance of a strategy trained on data obtained from MCTS using the sharp DAgger

algorithm.

In Section 6.3, we showed how to safely and efficiently schedule tasks in the case
where the structure of the system is known, but the exact distribution is not known. In this
case, the system is first learnt by observing the jobs arriving in the system and then safe and
(near)-optimal strategy is computed using MCTS with advice. Our experimental results
show that MCTS consistently provides better results than deep Q-learning, in particular

when the task systems are large, with huge state spaces.

The game Frozen Lake, where the robot moves in a slippery grid and has to reach the
target which avoiding the holes, can be modelled using an MDP that can be fully handled
by model-checkers using exact methods. The practical strategy that we are interested in
should not only maximize the probability to reach the target but also minimize the expected
number of steps needed to reach the target. This can be computed by exact algorithm
(Algorithm 2) described in Section 2.4. In Section 8.1, we use this game to report on the

benefits of using perfect data obtained from model checkers to train a neural network.

9.1 Future works

As future works, we are working on publishing our framework as a tool to apply the
methods discussed on additional case studies. We consider looking at cases where we need
to find safe and (near)-optimal strategies in larger systems, e.g., cyber-physical systems
where safety is highly crucial and hence use of advice based on formal methods is needed
to enforce safety. These systems are often represented by hybrid models more complicated
than discrete Markov decision processes and the Monte Carlo algorithms described in this
thesis would need some modifications to work in these settings. For example, in [Jen+22],
the authors discussed different simulation strategies that are needed for MCTS in priced
timed automata.

Future work could be interesting to implement a framework to automate the extraction
of SAT-based symbolic advice from the MDP. For that purpose, we have tried constructing
an and-inverter graph (AIG) [BHW11] from the symbolic description of the MDP, from
which, a SAT and a QBF formula can be generated. But in our approach, the graphs
created were too big to process. Given an advice formulated as a Boolean formula, the
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9.1 Future works

SAT sampling-based techniques are highly efficient in computing samples satisfying that
formula. But in our experiments, the reject-based approach was faster at finding the
samples we needed. Future work may involve cases where SAT sampling-based methods
are essential as the paths satisfying the formula are too few to be found just by random

sampling.
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