A Particle Filter Method of Inference
for Stochastic Differential Equations

by

Pranav Subramani

A thesis
presented to the University of Waterloo
in fulfillment of the
thesis requirement for the degree of
Master of Mathematics
in
Data Science

Waterloo, Ontario, Canada, 2022

(© Pranav Subramani 2022



Author’s Declaration

I hereby declare that I am the sole author of this thesis. This is a true copy of the thesis,
including any required final revisions, as accepted by my examiners.

I understand that my thesis may be made electronically available to the public.

11



Abstract

Stochastic Differential Equations (SDE) serve as an extremely useful modelling tool
in areas including ecology, finance, population dynamics, and physics. Yet, parameter
inference for SDEs is notoriously difficult due to the intractability of the likelihood function.
A common approach is to approximate the likelihood by way of data augmentation, then
integrate over the latent variables using particle filtering techniques. In the Bayesian
setting, the particle filter is typically combined with various Markov chain Monte Carlo
(MCMC) techniques to sample from the parameter posterior. However, MCMC can be
excessive when this posterior is well-approximated by a normal distribution, in which case
estimating the posterior mean and variance by stochastic optimization presents a much
faster alternative. This thesis explores this latter approach. Specifically, we use a particle
filter tailored to SDE models and consider various methods for approximating the gradient
and hessian of the parameter log-posterior. Empirical results for several SDE models are
presented.
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Chapter 1

Introduction

1.1 Motivation

Stochastic Differential Equations (SDE) have seen widespread adoption in a variety of
academic fields ranging from physics and simulation of dynamics to ecology and finance
[Sérkka and Solin, 2019]. As a result, being able to perform inference for high dimensional
SDEs is a valuable research proposition. However, SDEs are notoriously difficult to perform
inference for and have several pitfalls. Some of the pitfalls involve the complexity of the
models [Picchini, 2014] which involves the number of parameters to infer. That being said,
the most notorious of these difficulties lies in the intractability of the likelihood function.
The pitfalls could also entail the choice of posterior distribution or the magnitude of the
noise compared to the signal. Alternatively, another source of difficulty might arise from
the lack of useful high-performance software for performing inference for SDEs. In the
recent past, the advent of graphic-processing-units for high performance computation in
machine learning can now potentially be leveraged for performing inference for SDEs as
well. Moreover, some of the code that is used for high-performance computing for machine
learning might utilize abstract programming constructs that can be readily adapted for
inference for SDEs.

There have also been several contributions to the advancements of algorithms based on
sequential Monte Carlo (SMC) in the recent past [Wigren et al., 2019, Kudlicka et al., 2020].
These improvements provide significantly better results (which might range from a reduction
in the number of particles used to a reduction in the variance of estimated quantities) for a
variety of models. Some of these advancements could also be utilized within the context of
SDEs which has not been explored by the papers’ respective authors. Given that this thesis
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mainly utilizes a variant of sequential Monte Carlo that does not deal with the parameters
(i.e. the particle filter), advancements in SMC can potentially be ported directly to this
setting. Furthermore, several programming advancements within the SMC framework are
built on top of domain-specific languages [Murray and Schon, 2018] and there is a lack of
software that utilizes SMC and is carefully finetuned for SDEs.

1.2 Contributions

In this section we outline the major contributions of this work:

e We combine state-of-the-art techniques in particle filtering and stochastic optimization
to propose a method of inference tailors specifically to SDEs.

e We develop high performance software for our parameter estimator.

e We evaluate our methods and software improvements on several SDE models of
interest.

1.3 Outline of Thesis

This thesis is divided into 6 chapters. The introduction deals with the motivation for
inference for stochastic differential equations and the variety of instances they come up
in, then we proceed to give a description of our major research contributions through this
thesis and finally, we present an outline for the thesis. The second chapter dives into the
background material required for this thesis. In particular, we explain several programming
tools and frameworks as well as methods that have been applied for the experiments and
the code that will be released. We also elaborate on the different proposals we can use for
SDEs as well as an introduction to stochastic differential equations and sequential Monte
Carlo. Chapter 3 dives into the methodology of the thesis itself, specifically, what are
the major techniques we are using in this thesis. We talk about the implementation of
the stochastic optimization algorithm within the particle filter. We also go into detail
about the variable transformations required to use the stochastic optimization routines
and finally, we discuss the programming constructs that we needed to utilize in order to
obtain the results. Chapter 4 deals with the experimental section of the thesis where
we outline several experiments that we would like to run in order to empirically validate
our hypothesis regarding the effectiveness of some of the methods. To do this, we perform



several experiments in high noise and low noise settings for different models to see how they
would perform. In Chapter 5, we discuss some of these results and qualitatively evaluate
their inference on some of our problems. We then proceed to discuss the issue of bias that
is present within the gradients and notice that our method presents a biased estimate of
the gradient, however, we show that the method is still effective at yielding high-precision
parameter estimates. Finally, we conclude with what we have shown through this thesis
and outline several future directions that are worth pursuing and are made possible as a
consequence of some of the work we have done.



Chapter 2

Background Material

In this chapter we outline the different background material required to read this thesis.
In particular, we note that the background includes both theoretical contributions arising
from stochastic differential equations as well as practical techniques utilizing software
advancements in recent years. It also outlines the workhorse algorithm for sequential
Monte Carlo and some of the advancements in that domain.

2.1 Stochastic Differential Equations

To begin, we describe what class of problems we are dealing with. Let X (¢) = (Xi(¢), ..., Xu(t))
denote a d-dimensional stochastic process. Then X (t) is said to satisfy a stochastic
differential equation (SDE) [Oksendal, 2013] if it can be written as

dX () = Ap(X (1)) dt + Ze(X (1))/2dB(t), (2.1)

where Ag(X) is a d-dimensional drift function, ¥¢(X) is a d x d positive-definite diffusion
matrix, and B(t) is d-dimensional Brownian motion. We shall provide a precise construction
of the stochastic process satisfying (2.1) momentarily. For now, we just mention two
fundamental properties of SDEs:

e X (¢) has almost-surely continuous sample paths.
e X (t) satisfies the Markov property:
p(X () [{X(u) :u<s <t},0)=p(X(t) ] X(s),0). (2.2)
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The SDE inference problem is that of estimating the unknown model parameters 6
from noisy SDE observations, Yo.n = (Yo,..., Y n) with:

Y, oY, | X,.0), (2.3)

where X,, = X (¢,), and for simplicity we assume hereafter that ¢, = nAt. We will also
assume that the initial value of the SDE at time ¢ty = 0 has the prior distribution

This will result in the following likelihood:

LO|Yon)= / [W(Xo 1 0) - Hg(Yn | X, 0) - HP(Xn | Xn-1,0) | dXo.n. (2.5)

To utilize the above expression, we need the SDE transition density p(X,, | X,_1,8), which
is seldom present in a closed form. To alleviate this, we approximate the likelihood function
by the Euler (Euler-Maruyama) [Maruyama, 1955] discretization method. Namely, for
m > 1, let X™ = X (nAt/m) be the value of the SDE at time t = nAt/m, such that
XM = X = X(t,). As At,, = At/m — 0, the normal approximation

X0 | X" N(XU™ 4 Ag(X ™) ALy, So(X ™) At (2.6)

n—

becomes increasingly accurate. In this sense, the Euler approximation of resolution m to
the likelihood function is

N Nm
£nl® Vo) = | [”<Xé’“> 10)- TTo(v | X050.0)- Lo | X3.0) | AX iy,

n=0 n=1
(2.7)
where o(X™ | X (m) 0) is the PDF of the normal distribution in (2.6), and we obtain
|

ﬁm(ﬂ | Yon) = L(0|Yon) as m — oo [Pedersen, 1995].

2.2 Particle Filters

The high dimensional integral (2.7) is at the heart of the computational challenge for
SDE inference. A particularly effective method to stochastically approximate it is with a
particle filter [Gordon et al., 1993]. In order to present the algorithm in a general context,
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we first set up some preliminaries with respect to the variables we will be using. Let x; and
y, denote respectively the (latent) state and (observed) measurement variables at times
t=0,...7T, and consider a model of the form

xo ~ m(xo | 6)
T | xig ~ [y | 24-1,0) (2.8)
Yy | @~ g(y, | @, 0).
Model (2.8) is called a state-space model. In the SDE context of (2.7), we have x;, =

(X Eﬁ)l)m i X (™) and y, = Y. The goal is to estimate the observed data likelihood

L0 | yor) = / w(@o | 0)- [[ 9w, | .0)- [ fl@i | @1,0)dmor.  (29)

The particle filter requires one to specify proposal distributions go(xg | y,, ) and g(x; |
Z;_1,Y;, 0) for the initial and subsequent state variables, respectively, from which we can
both sample from and evaluate the log-density of the distribution function. Algorithm 1
below presents a basic particle filter which both approximates £(0 | y,.,) and draws a
sample from the latent variable distribution p(xo.r | 6, yg.1)-

Algorithm 1 Particle Filter with Multinomial Resampling

iV % go(@o | Yo, 0) // sample first time point
wy = g(Yo | 2o, 0)m(x0 | 0)/q0(x0 | Yo, 0)
for t > 1 do
i i N i
v = wy /Y i (W)
A; ~ Multinomial(V, v;)
; ind At
xp ~ q(ze | 2"y, Y,,0)

i i i | AL i | AL
wy = gy, | =y) f(x} | ,*1,0)/q(x; | 2%, y,,0)

end

L(O | yor) = H;[:O (% sz\il wi)
Jr ~ Multinomial(1, v7) // index of particle at time T
fort=T---1do

Ji_1 = A" // index of same particle at time ¢ — 1

end
Lo = (:cgo, . ,:v:‘ﬁT)

Return /3(9 | Yo.1)s To.r




There has been a large body of work focused on different resampling schemes and
comparing them[Douc and Cappé, 2005, Johansen and Doucet, 2008], but for this thesis
we focus on the multinomial on the multinomial resampler. Similarly, we also have
a wide variety of particle filters to choose from. For example, the auxiliary particle
filter [Pitt and Shephard, 1999, Johansen and Doucet, 2008] uses a look-ahead strategy to
improve sampling from p(xo.r | 0, Yy.r). Another common approach to filtering is to utilize
Markov-Chain Monte Carlo (MCMC) steps within the SMC algorithm [Doucet et al., 2009].
Particularly, we can use MCMC updates for the parameters of interest [Ronquist et al., 2021].
However, we do not pursue these extensions of Algorithm 1 here, focusing rather on the
critical choice of proposal distribution which we discuss below.

2.2.1 Bridge Proposal

Perhaps the simplest of particle filter proposal distributions are are ¢ = 7 and ¢ = f.
This is called a bootstrap filter [Gordon et al., 1993]. However, the bootstrap filter tends
to perform poorly when the observed variables y, have low noise about x;, in that the
particle weights tend to collapse onto a single particle. This is known as the particle
degeneracy problem [Doucet et al., 2009]. Fortunately, a much better proposal distribution
has been developed for SDEs [Durham and Gallant, 2002, Stramer and Yan, 2007]. Before
describing this so-called bridge proposal, consider the following proposition:

Proposition 1 [If
W~ N(“‘W’ EW)

Y | X, W ~N(AX,Q),
then

)~ (L = a2, S S o)
Y py = Alpy + pxwl] ' [AZw By = A(Zw + Zxw)A + Q] )7 T

such that
WY ~N (py + EwASH (Y — py), Sy — SwA'SADy ) (2.12)

Proposition 1 is proved in the Appendix (A).

Recall that for SDEs we have x; = (XET_)I)mH, e ng)) and y, = Y,;. Now suppose

that the SDE measurements are multivariate normal:

Y, M ANAX™ Q). (2.13)

tm >

7



The bridge proposal for a; then proceeds recursively as follows:

1. Without loss of generality, let ¢ = 1, and assume that for fixed 0 < n < m — 1

the proposal value X E:i)l)m n =X 5;7” is given. Now suppose we wish to specify the

proposal distribution for X fji’l.

2. Assume that X (t) is a Brownian motion with drift for t € (2At, At):
dX (t) = A, dt + X2 dB(1), (2.14)

where A, = Ag(X (™) and X, = (X ™). This means that for any LAt <5 <
s+ u < At we have

X(s+u)| X(s) ~N(X(s)+ulAp,,uX,), (2.15)

To obtain the proposal for Xgi)l, we apply the formulato (W, X,Y) = (Xﬁ)l, XM oy,
for which we have
XTI ~ N(XT + Aty Ay, AL, S,
X0 | XU0 ~ N(X + kAL, A, kAL, S,) (2.16)
Yo | X0, X0 ~ N(AXD, Q).

where £ = m — n, such that in the formula we have

Ry = X7("Lm) + AnAtma EW - Atmzlny

2.17
wy = A[X™ 1 kAL, A, By = kAL, AS, A + Q. (2.17)

2.3 Automatic Differentiation

Automatic differentiation [Baydin et al., 2015] has seen much adoption in recent years

due to advances in machine learning. We note that the primary algorithm for parameter
learning of deep neural networks requires backpropagation [Rumelhart et al., 1986] which
involves computing the partial derivatives of the loss function. Modern software [Abadi et al., 2015,
Paszke et al., 2019] includes tools like traced arrays which allows for the efficient representation

of the graph of computations that occur during program execution. This representation

is then utilized to compute the partial derivatives for forward and reverse mode auto-
differentiation.



Now, we describe a simple example of automatic differentiation.

y = f(9(0)) (2.18)
Now, we utilize the substitution ay = 0, a; = g(ag), az = f(a;). Now, we have:
d d
Y= Jan (a1) - dTLOQ(Go) (2.19)

This gives us the ability to compute the values as functions of the previous inputs to
it in a computational graph. This naturally fits into the framework of GPUs and can
also be utilized in CPUs. Furthermore, automatic differentiation is also a core tenet of
several frameworks in the Python ecosystem for high performance computing. The efficient
computing of gradients also allows for several improvements to algorithms. Particularly, if
we wish to use gradient based moves for MCMC, we can make use of automatic differentiation
for this. In the next section we elaborate on one such framework.

24 JAX

JAX[Frostig et al., 2018] is a high performance computation library built in Python. It
combines automatic differentiation, Just In-Time Compilation (JIT) and vectorization to
achieve extremely fast runtimes and low memory utilizations for machine learning and
related areas. JAX possesses a JI'T compiler that traces the expressions that are evaluated
in a function and then constructs a jax expression (jaxpr) which is then utilized by the
XLA [Sabne, 2020] (Accelerated Linear Algebra) compiler. These traced expressions are
performed with the help of a traced array which is a JAX-specific object. JAX is built
using the same API as Numpy [Harris et al., 2020] which makes it easy to use in place of
existing libraries employing numerical computation in Python.

Vectorization is also an essential component to JAX whether it be parallelization across
hardware or across dimensions in data objects. JAX provides two language primitives
vmap and pmap which allow the user to parallelize across data dimensions and devices
respectfully. These JAX primitives also integrate seamlessly with the JIT ecosystem (so
long as the function being mapped is JIT compatible) which provide runtime and memory
benefits[Subramani et al., 2021].

JIT compilation is not compatible with any Python code, particularly, control flow and
loops are not immediately conducive to being JIT compiled. There are workarounds and
constructs that exist within the JAX ecosystem that circumvent these issues, however, it is



important to note that prototyping code in JAX is non-trivial especially if the code intends
to be JIT compiled. Furthermore, JIT compilation in an interpreted language happens in
the first iteration, therefore, one may expect that the first iteration of the function runs
much slower than the other iterations. That being said, the runtime is significantly longer
if the code is not JIT compiled versus what it would be if it were JI'T compiled.

To provide the reader with an understanding of the efficacy of JI'T compilation, we
refer the reader to a model described in Chapter 4 for 100 particles and 100 observations
for several iterations and deliver the mean running time with the standard deviation. The
model itself is 3-dimensional. The non-JIT compiled code takes 1.31s + 19.8ms per loop
iteration whereas the code that is JI'T compiled 1.22ms + 2.76us which is roughly 1000x
faster. Note that this is specific to this particular example, the runtime can be longer or
shorter depending on the code that is being statically compiled.
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Chapter 3

Methodology

In this section we outline our primary algorithm for combining stochastic optimization
and particle filtering. We also elaborate on some of the considerations that need to be
taken with respect to the search space for optimization, particularly for variables that are
constrained. Finally, we comment on the computational techniques that we employ to
build these algorithms efficiently.

3.1 Bayesian Normal Approximation

In the Bayesian context, inference for the state-space model (2.8) (and for the SDE state-
space model (2.7) in particular) in conducted via the posterior distribution

p(0 | yor) o< L(O | yor)7(0),

where 7(0) is the parameter prior. Often this parameter posterior is explored using
MCMC sampling techniques. However, this can be somewhat excessive when the number
of observations T is sufficiently large. This claim is justified by the so-called Bayesian
normal approximation [Gelman et al., 1995], which roughly states that for the state-space
model (2.8), under the same hypotheses and asymptotic conditions for which the maximum
likelihood estimator (MLE) of 0 is approximately normal, the posterior distribution p(6 |
Yo.r) is also approximately normal,
iid

0 ’ Yo:T ~ N(éa 2)7 (31)

11



where = argmaxlog p(8 | o), 5 = [ log p(8 | o))", and logp(8 | yor) = ((6 |
Yo.r) + logm(@). When the Bayesian normal approximmation (3.1) is justified, instead of
applying MCMC to conduct full Bayesian inference.

3.2 Stochastic Optimization with Particle Filtering

The algorithm that will be in the section below is quite simple. In a nutshell, we first run
the particle filter and then take the gradient of the log-likelihood of the particle filter with
respect to the parameters and step in that direction with some fixed €. We can either
repeat this procedure until a preset convergence tolerance has been obtained or for a fixed
number of iterations. For the former, we note that the advantage is that we will always
have arrived at a converged optima while in the latter, we may still have not converged.
The advantage for the latter approach is that we now have a fixed computational budget
that is quantifiable while in the former we do not. For the purposes of the experiments in
this thesis, we restrict ourselves to a fixed computational budget.

Algorithm 2 Gradient Descent on the Log Posterior, 0
Result: 6

Initialize N <— number of particles
Initialize yo.r < observations
Initialize € < learning rate
Initialize 0
for: i 1: K do

E(:) < particleFilter (yo.r, IV, é)

0 < Vo(((0) + 7(0))

0

~ A

—c-0-0

end

Note that for the above algorithm we have K parameters, N iterations and M is the
number of particles. We should also note that we are utilizing automatic differentiation
to differentiate through the particle filter. ¢ is also the log-likelihood of the data in the
algorithm above. This still optimizes for the posterior as discussed in the previous section.
Additionally, this algorithm does not entail the computational techniques which are utilized
to make this both memory and runtime efficient.

12



Notice that the algorithm did not utilize any of the advancements made to stochastic
optimization which has been the workhorse algorithm for deep learning over the past
decade. This may include improvements to stochastic optimization like ADAM [Kingma and Ba, 2014].

3.3 Variable Transformations for Stochastic Optimization

Several variables require specific consideration to ensure that we can perform stochastic
optimization on an unconstrained scale. Note that, if we were to perform stochastic
optimization directly on the parameter space with constraints, depending on the step size,
we may potentially have an undefined likelihood. The primary variable transformations
we use for a variable, o are:

e if @ € R, then, o — log(a).
).

o If a <0, let @ — log(—«

o If a € [a,b], let a — log($=2). This is commonly referred to as the logit transform.

3.4 Gradient and Hessian Estimation

The first method of obtaining a gradient and hessian estimate for SDEs through particle
filters is to differentiate through the particle filter. We may perform this with the help
of automatic differentiation where we run the particle filter and obtain the gradient with
respect to the parameters. This method is highlighted in Algorithm 3.2. While this method
would yield an estimate of the gradient and hessian, these estimates are biased. Recent
work [Corenflos et al., 2021] highlights a theoretical result which shows that this method
is in fact biased.

In order to perform any form of inference for models, under the assumption that our
parameters are normally distributed, we must obtain an estimate of the mean and the
variance (additionally, the covariance between the parameters are important to obtain as
well). In [Poyiadjis et al., 2011}, a method is provided to infer estimates of the gradient
and hessian for the particle filter where the resampling is performed with the multinomial
resampling scheme. The method utilizes pointwise estimates that they compute for the
gradient and the second derivative. They first use Fisher’s identity for the score (first

13



derivative), which is

Viogp(yo.r | 6) = /Vp<$O:T7y0:T | 0) - p(xo.7|Yo.1, 0)dTo.r (3.2)

Additionally, they also present the following identity for the observed information matrix.

Vp(yoer | 0
~Vlogp(yor | 6) = Vogp(yor | 6)V gy |0)7 ~ © LWL D) (3
with
A& . 0
M - /VIng(mO:Ty Yo.1s | O)Vlogp(wO:Ta Yo.15 | O)T ) p($OIT|yO:T7 O)dm()iT
p(yO:T ’ 0)

+ / V2 log p(@or. Yoz 0) - p(@or Yo 0)dwor-

(3.4)
Since all terms can be computed with expectations with respect to p(xor | 0,Yq.r), We
can approximate these expectations by exhaustively calculating each of the N particle
trajectories xg.r in Algorithm 1. This however requires saving the entire history of the
particle filter and also duplicates a number of computations. Algorithm 3 of [Poyiadjis et al., 2011]
below performs the desired calculations while avoiding both of these pitfalls.

14



Algorithm 3 Particle Filter with Score and Hessian Estimates

a;(l)iN iid go(xo | Yo, 0) // sample first time point

wé = g(yo | 0, 0)7(x0 | 8)/q0(x0 | Yo, )
agN 0
LN 0
fort > 1do
i i N i
v; = wp_y/ Zi:1(wt71)
A; ~ Multinomial(N, v;)
Ty ~ Q(CL't ‘ wtfl?yt?e)
i i i WAL i AL
wy = g(y, | =) f(x} | x,%1,0)/q(x} | wt—pytaA?)
a;, = a;_, +Viogg(y,|z;) + Vliog f(z;|z," )
i i i i | Al
/671 = /671—1 + VQ log g(yn|mn) + VZ log f(mnlwn—l)

end

L(6 | yor) = Htho <% Zz]il wi)

Sr = Ez‘T:o Wiadr ' '
Sr = SrSt — YL, Wi(eda + Bh)
Return £(0 | yo.1), ST, X1

These values of the score and hessian can then be used in a stochastic optimization
routine or for comparison with closed form methods. The authors also elucidate about how
there is a path degeneracy[Doucet et al., 2009] problem for algorithm 3. They provide an
improved version of the algorithm for which we refer the reader to the original paper[Poyiadjis et al., 2011]
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Chapter 4

Experimental Evaluation

In this section we will comment about different experiments that we conduct in order to
obtain inference results for our proposed method. We will begin by describing a model
(Brownian Motion with Drift) that will serve as a benchmark for experiments involving
identifying biased gradients and then we proceed to further experiments for different
models.

4.1 Brownian Motion with Drift

The model is
xo ~ m(zg) x 1

zy ~ N(z_ + pAt, o® At) (4.1)
Yt ~ N(:L'h T2)7

with @ = (u, 0, 7). Note that with m(zg) & 1, we may condition on y, and obtain zg | yo ~
N (yo,7%). In this case, the marginal likelihood is defined as

L(0) = p(yrr | Y0, 0) (4.2)

rather than by p(yo.r | @). The reason is that the latter expression requires one to integrate
over xo ~ m(zg), which can only be done when 7(z) is a proper prior. However, for our
choice of m(xp) o 1 this is not the case. On the other hand, p(y1.1 | yo, @) only requires us
to integrate over p(zg | yo, @), which only requires this distribution to be proper, as is the
case here.
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Data and Latent Variable

Latent Variable(x_state) and Observation(y_meas)

100 )

/ type
/ —— x_state

40 r ¥_meas

value

20 /_/

0.0 25 5.0 75 100 125 150 175 200
time

Figure 4.1: The x-axis is the time and the y-axis is the value of the variable at different
points in time. We should note that the observations are made under noise.

Brownian motion with drift is a simple model that will serve as a benchmark for further
experiments. Note that in this particular model, we have access to the closed form of £(8)
(derived in Appendix A). Since our method is an approximation method, it will serve
as a reasonable sanity check and debugging tool to ensure that our method is not only
technically sound, but also empirically verifiable.

In this chapter we empirically evaluate the methods discussed in Chapter 3. However,
before proceeding with the simulation studies, we briefly detour to evaluate the bias present
in the two methods that we consider in Chapter 3.
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4.1.1 Bias of Gradients

This section describes in detail the procedure we employ to determine the bias present

in different methods we may use to compute gradients and hessians. We use multiple
trials of the two methods, namely, taking the gradient of the particle filter using automatic
differentiation versus the approximation of the score and hessian methods [Poyiadjis et al., 2011].
In order to do so, we compare three methods given below:

e Accumulator Method: Using the «, terms which are used to estimate the score
(first derivative) and the hessian (the second derivative) information.

e Auto Method: This method involves differentiating with respect to the particle filter
and obtaining the results for the score and hessian.

e Analytic Method: This involves computing the gradient and hessian of the exact
likelihood (4.2) via automatic differentiation.

We compare the scores and hessians derived from these three methods in order to see
whether our estimators for the inferred parameters are unbiased. We note that the plots
below confirm our hypothesis that they are in fact biased for the Auto method. Particularly,
we also find out that the accumulator method is an unbiased estimate of the score. To

generate the plots below, we run the experiments for either 10 or 100 observations and for
100, 1000, 10000 particles.

theta = mu theta = sigma theta = tau

value

auto acc auto acc auto acc
method method method

Figure 4.2: The estimates of the gradient for 10 observations and 100 particles. The line
in red represents the analytic value of the score function.

18



theta = mu theta = sigma theta = tau

14

=SS B

—70

auto acc auto acc auto acc
method method method

Figure 4.3: The estimates of the gradient for 10 observations and 1000 particles. The line
in red represents the analytic value of the score function.
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Figure 4.4: The estimates of the gradient for 10 observations and 10000 particles. The line
in red represents the analytic value of the score function.
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Figure 4.5: The estimates of the gradient for 100 observations and 100 particles. The line

in red represents the analytic value of the score function.
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Figure 4.6: The estimates of the gradient for 100 observations and 1000 particles. The line
in red represents the analytic value of the score function.
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Figure 4.7: The estimates of the gradient for 100 observations and 10000 particles. The
line in red represents the analytic value of the score function.

Now that we know that our score estimates derived from the accumulator method, we
have some confirmation that our estimates of the score that we obtain using that method is
unbiased. We benchmark these results of the score estimates obtained with the accumulator
method against those obtained by the automatic differentiation method. Next, we compute
the hessians of both the methods that we are benchmarking and compare it against the
analytic solution.
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Figure 4.9: The estimates of the hessian for 10 observations and 1000 particles. The line
in red represents the analytic estimate of the hessian element.
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Figure 4.10: The estimates of the hessian for 10 observations and 10000 particles. The line
in red represents the analytic estimate of the hessian element.
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Figure 4.11: The estimates of the hessian for 100 observations and 100 particles. The line
in red represents the analytic estimate of the hessian element.
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Figure 4.12: The estimates of the hessian for 100 observations and 1000 particles. The line
in red represents the analytic estimate of the hessian element.
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Figure 4.13: The estimates of the hessian for 100 observations and 10000 particles. The
line in red represents the analytic estimate of the hessian element.

We observe that the accumulator method significantly outperforms the auto method in
terms of bias of the score and hessian and therefore, we use it in our results. We also note
that the hessian being symmetric implies that the lower triangular elements (excluding the
diagonal itself) is the same as its symmetric counterpart. Any differences seen between

27



them can be attributed to a different key being used for them. Thus, for the remainder of
this section, we utilize the accumulator method to obtain our results since it is unbiased.

We now outline the projection plots of the data. The projection plots are obtained
by holding all other variables constant at the value it was initialized to in the simulation
and varying the single variable of interest (for instance, p). The projection plots are
demonstrable convex when all other variables are held constant, however, one would expect
that as we optimize over the multidimensional vector @, the problem would no longer be
convex. The y-axis on 4.14 is the exact likelihood, which we have access to for this particular
model (since it is contains a closed form likelihood). There is also no randomness that is
present in the generation of 4.14.

Projection Plot BM Model

theta = mu theta = log_sigma theta = log_tau
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Figure 4.14: The y-axis is the exact likelihood and the x-axis is the different values for the
particular parameter. It is important to note that each of these plots is a 1-dimensional
representation of the parameter, holding other parameters constant.

Figure 4.15 is obtained by instead using the particle filter to obtain an estimate of
the log-likelihood instead of utilizing the exact likelihood. Thus, we obtain a stochastic
estimate of the 1-dimensional projection plots where the stochasticity is governed by the
generation of the random keys. It is important to note that as the number of particles
approaches infinity, we would observe that Figure 4.15 converges to 4.14. As we can see
from both Figure 4.14 and 4.15, while the extremities of the plots are not entirely the same,
the models of the plot are located in roughly the same region. It is also important to note
that viewing a subsection of the plot under a more fine lens would reveal that there is a
great deal of local non-convexity.
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Projection Plot BM Model with the Particle Filter
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Figure 4.15: The y-axis is the approximate log likelihood obtained using the particle filter
and the x-axis is the same as Figure 4.14. We note that certain parameters are more
non-convex (that is to say that they have several regions of non-convexity) compared to

others.

4.1.2 Inference for Brownmian Motion with Drift

Now, we estimate the parameters for the model and perform inference for the same. We
run the stochastic optimization algorithm for 1000 iterations with 500 particles with a
learning rate of 0.01 and obtain our converged estimates for the score and information. We
use a starting value of [1.0,1.0, 1.0] for the parameters.

sigma tau

Figure 4.16: Inference for the brownian motion with drift model. The red line corresponds
to the true parameter values that we use for the simulation.
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4.2 Lotka-Volterra with Additive Noise

The Lotka-Volterra model [Wangersky, 1978, Lotka, 1925, Lotka, 1920] is a set of ordinary
differential equations that is supposed to model the growth of predator and prey in a given
population. The equations typically model the change in the prey and predator populations
as a function of the interaction between the two. In particular, if the predator and the
prey interact, the total number of prey will reduce. There has been a plethora of work
done on the model which takes into consideration some of the assumptions present in the
Lotka-Volterra models. Additionally, if left alone, the predators will become extinct, and
similarly if left alone, the prey subpopulation will continue to grow.

In this example, we are interested in the ODE version of the Lotka-Volterra model,
which in terms of the prey variable zy and the predator variable x, is given by

dQZH
o = 0%H Brurr,
o (4.3)

T dxgry, — YTL.

Since we have x, zy > 0, it is convenient to rewrite the ODE in terms of Xy = log(zy)
and zy = log(xp):

dX
d—tH = a — fBexp(Xy),
(4.4)
XL _ S exp(an) —
a P(TH Y-

The measurement model is on Y,, = (Y;Z Y'F) and is given by

yH ind N (exp(Xg(nAt)), 73)

- (4.5)
YER N(exp(Xp(nAt)), 12).

The parameters of the model are thus 8 = (a, 8,7, 6, 0m, 0L, TH, TL)-

Inference here can be conducted by approximately solving the ODE using numerical
methods. Typically this is done using deterministic solvers. Here however we wish to
explore a simple stochastic solver which transforms the ODE in to the SDE model on
X (t) = (Xg(t), XL(t)) given by

AXL(1) = (a — Bexp(Xp (1) dt + o dBu(t)

AX (1) = (—7 + S exp(Xy (1)) dt + or, dBy(2). (4.6)
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4.2.1 Prior Distribution

Let Z; = exp(X{), i = H,L, and Zy = (Zy, Zr). Then for the choice of prior

ZO ~ 7T(Z0) 0.8 ]_, (47)
we have _
Zi Y0 S TruncatedNormal (Y, 77)), (4.8)

where the truncation is for Z; > 0. Thus, we can sample implement a perfect importance
sampler by sampling directly from p(xo | y,, @). While the corresponding log-weights are
constant, they are not equal to zero. That is, the weight of particle x is given by

m(xo | 0)p(y, | T0,0)

w(xy) = , 4.9
) = o 0,0) 4
where for the perfect importance sampler we have the proposal distribution
0 0

0) = 0) =
a(xo | yo,0) = p(@o | Yo, 0) J (o | €)p(yo | x0, 0) day’

such that w(xg) = [ (x| O)p(y, | o, 0) dxy. In this particular case, this boils down to

wa) = [T [ otz =Yiymymazi= T] oi/m) (4.11)

i=H,L i=H,L

where ¢(-) and ®(-) are the PDF and CDF of A/(0, 1).

4.2.2 Results

In this section, we provide all of the results for the simulation studies involving the Lotka-
Volterra model which is derived from an underlying ODE.
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Data for Lotka-Volterra Model with Particle Filter

Observations and Latent Variable
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Figure 4.17: This figure consists of the observations and the latent variable that are sampled
from the model.

We then proceed to display the projection plots for the different parameters. For these
plots we set the bounds for each of the variables to be: [0.1,2.0], [0.1, 2.0], [3.0, 5.0], [0.1, 2.0],
[0.01,4.],]0.01,4.],[0.01,2.],[0.01, 2.] for © = [av, 8,7, 0, Op, 0y, Th, 7] and we plot 100 points
in that range for each parameter. It should be noted that much like the previous projection
plots, while plotting 6;, we hold all 6, such that j # 7 constant at its true parameter value.
For the projection plots, use a resolution number of 2. It should be noted that the higher
the resolution number the more fine-grained the approximation is and as a result, we expect
our stochastic optimization to perform better.
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Projection Plot Lotka-Volterra Model with Particle Filter
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Figure 4.18: This figure consists of the projection plot for all parameters in the Lotka-
Volterra model in the low-noise setting. The resolution number for this particular plot is
2.

The plots seem amenable to the accumulator method in general. We should note that
for this particular example, while we have 0, and o; as parameters within our stochastic
optimization routine, we do not remove them at the time of parameter estimation.This
set of experiments with the Lotka-Volterra Model has n, = [2,4,8,16], the number of
observations is 100, dt = 0.1 and © = |« 3,7, 6, op, 07, Th, 1] = [1.0,1.0, 4.0, 1.0,0.0001, 0.0001, 0.1, 0.1].
This is the low-noise setting for the Lotka-Volterra model. For the inference results, we use
the Adam [Kingma and Ba, 2014] optimizer with a learning rate of 0.01 and it is initialized
to be all [1.0,1.0,4.0,1.0,0.0001, 0.0001, 0.1, 0.1] on the log scale. We run these experiments
for 100 iterations. Theoretically, we must note that the o, and o) parameters are almost
exactly zero in our setting. However, for the purposes of simulation, we set it to be an
extremely small value and compute the results. For this particular problem, we initialize
the problem at the true values used for simulation.

To obtain our results for stochastic optimization, we run the accumulator algorithm 3
with 500 particles for 1000 iterations and with a step size of 0.01. This yields the point
estimates for our parameters. To obtain the inference plots, we take the estimate of the
hessian that we derive. We also assume for simplicity that our parameters are distributed
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as a N (é, f]) where 0 is the estimate of our stochastic optimization procedure. In totality,

the stochastic estimates from the optimization procedure take around 33s to run for 1000
iterations.

Density Lotka-Volterra Model with Particle Filter
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Figure 4.19: The true value of the parameters which is obtained from the simulation is the
line in red in the plots and the density is obtained from our samples. We also transform
the variables to their appropriate scale. The lines in red correspond to the true values of
the parameters used to simulate the data in the low-noise setting.

Next, we analyze the same problem but for 7; = 0.25 and 75, = 0.25 which is termed as
the high noise setting for the problem.
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Lotka-Volterra Model Data - High Noise Setting

Observations and Latent Variable

—— Hare
10 Lynx
- | atent Hare
O Latent Lynx ¥
]
4
2
]

o 20 40 20 80 100

Figure 4.20: This figure consists of the observations and the latent variable that are sampled
from the model.

As we see in figure 4.20, the data has more noise in it compared to the low noise setting.
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Projection Plot Lotka-Volterra Model with Particle Filter
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Figure 4.21: This figure consists of the projection plot for all parameters in the Lotka-
Volterra model in the high-noise setting. The resolution number for this plot is 2.

In this case as well, the projection plots seem reasonable as we would expect. We do
notice some slight deviation in the values of v and /5 that are noticeable.
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Density Plot Lotka-Volterra Model for parameters
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Figure 4.22: The true value of the parameters which is obtained from the simulation is the
line in red in the plots and the density is obtained from our samples. We also transform the
variables to their appropriate scale. The lines in red correspond to the true values of the
parameters used to simulate the data in the high-noise setting. The density for resolution
number 2 is blue, 4 is green, 8 is yellow and 16 is black

Now that we have obtained our results for the Lotka-Volterra model in both the high and
low-noise settings, we proceed to sampling data from the underlying ordinary differential
equation that we use to obtain the stochastic differential equation. Once again, we produce
the projection plots and the inference results. Once again, we categorize it into the high
and low noise settings. We first sample 21 observations in the low noise setting and use it
as the data for our model. That is to say that in this setting, we discard the simulated ;
and rely on the estimates of the state variables.
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Projection Plot Lotka-Volterra Model with Particle Filter
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Figure 4.23: This figure consists of the projection plot for all parameters in the Lotka-
Volterra model in the low-noise setting with data simulated from the underlying ODE.
The resolution number used for this plot is 2.

Next, we plot the density for the parameters that we wish to infer and obtain the
variance by adding a small additive constant to the diagonal to ensure positive definiteness.
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Density Plot Lotka-Volterra Model for parameters
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Figure 4.24: The true value of the parameters which is obtained from the simulation is the
line in red in the plots and the density is obtained from our samples. We also transform
the variables to their appropriate scale. The lines in red correspond to the true parameter
values we have for the experiment. The resolution number for this plot is 2.

Finally, we evaluate the Lotka-Volterra model with the underlying ode data in the high
noise setting.
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Projection Plot for Lotka-Volterra Model with Particle Filter
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Figure 4.25: This figure consists of the projection plot for all parameters in the Lotka-
Volterra model in the high-noise setting with data from the underlying ODE. This plot
was generated with resolution number 2.

Next, we infer the parameters as we did in the previous settings.
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Density Plot Lotka-Volterra Model for parameters
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Figure 4.26: The true value of the parameters which is obtained from the simulation is the
line in red in the plots and the density is obtained from our samples. We also transform
the variables to their appropriate scale. The lines in red correspond to the true parameter
values we have for the experiment. The resolution number used to obtain these results is
2.

4.3 Lotka Volterra with Multiplicative Noise

This model is the SDE variant of the previous model, but does not possess an underlying
ODE. There has also been a large body of work [Ryder et al., 2018] that focuses on this
particular variant of the model with different techniques for bayesian inference such as
variational inference. This is out of the scope of this particular thesis, however, we should
note that our results are obtained significantly faster than the neural-net based counterpart.
The SDE is given by X, = (U;, V;)

1/2

{dUtl _ {@Ut —BUtVt} dt + [OéUt+BUtV% _BUtV;E dB,. (4.12>

dV; BUV, — vV, —BUV, Vi + BUV,

However, the SDE is actually approximated on the log scale, Z; = log X;. The noisy
observations are given by

y, % N(exp(Z,), diag(2)). (4.13)

41



4500
1400
2250 24935

2000 00 34930
3500 1200

1750
000 4925
1000

1500
2500 349.20

1250
2000 600 4915

1000 1500 w810
600
1000 349.05

750

500 w0 200 349.00

01 02 03 04 05 06 07 0000 0001 0002 0003 0004 0005 010 015 020 025 030 035 040 045 050 025 050 075 100 125 150 175 200
x x x

365
360
55

:0

5
340
E:H

B30
025 050 075 100 125 150 175 200
x

Figure 4.27: The projection plots for the different parameters in the Lotka-Volterra model
with multiplicative noise. We are interested in the inference of «,,7. The resolution
number used to obtain this plot is 10.

In this particular setting we are only concerned with «, 8 and . The projection plots
indicate that the variables seem amenable to stochastic optimization (except for 7, but
we are not concerned at the moment with inferring 7). Next, we run our stochastic
optimization algorithm over the particle filter for 1000 iterations, with a learning rate (step
size) or 0.01 and we obtain the converged estimates of €. For this particular experiment,
the values of € that we use are [0.5,0.0025, 0.3], we run the Adam optimizer with a learning
rate of 0.01 from the initial value of [1.0,1.0,1.0]. Finally, we used 50 observations for this
experiment.
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Figure 4.28: The densities are given for the Lotka-Volterra model with the parameter value
used for simulation given as the red like and the parameters are the titles of the subplot.

The resolution number used to obtain this plot is 10.
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Chapter 5

Discussion of Experimental Results

In this chapter we go into detail about interpreting the results from Chapter 4. We first
summarize some of the timing improvements and caveats to them, followed by a qualitative
evaluation of the simulated inference results, then an evaluation of the results using the
real data and understanding the issues present with the variance.

5.1 Inference for Simulation

The inference that we obtained from the experiments in Chapter 4 through the simulated
data are very promising for our proposed approach. In particular we note that the mode
that we find for the parameters are very close to if not exactly at the true value that we
used for the model. The challenges in the variance is likely as a consequence of the fact
that we are simulating the likelihood at every step, which is a function of the key we are
using. Since the key changes iteration to iteration, our likelihood also changes which makes
finding a stable hessian challenging. We also note that the local optima that we arrive at is
also stable, this is to say that when we vary the learning rate, we still observe that we are
converged at the local optima. This serves as a useful sanity check, because if we consider
a projection plot and visualize a subdomain within the plot, we notice quickly that the
likelihood is very non-convex within that subdomain. We provide one such plot below:
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Figure 5.1: The plot reduces the x values that we search over and as a result, we obtain a
magnified view of the likelihood in a very small domain.

5.2 Timing and JIT Compilation

We first note that all of the results presented in the experiments section of the paper
include the timing for JIT compilation as well as the runtime of the algorithm itself. As
we mentioned in Chapter 2, it is important to note that the intial time of the JIT compile
step is a fixed one-time cost and is never incurred again for the entirety of the execution.
As a consequence, we note that some of our results are impressive since we would only have
to JIT it once and then we can run it on multiple datasets. This is to say that our timings
for the experiments are slightly more than what we would expect and the amortized cost
of the JIT compilation step is negligible if we run it on several datasets. Additionally, we
note that it is not particularly easy to ensure that the code for the particle filter or custom
resampling steps is JI'T compatible. This incurs significant overhead when developing code
for a particular applications. That being said, it is important to weight the amount of
time it would take to create code that is JIT compatible versus the additional runtime
that would be incurred by not carefully crafting the code to adhere to JIT standards.

5.3 Bias in Automatic Differentiation

One of the experimental results that was observed was the fact that there was bias
present in the Auto method. This bias can be attributed to the multinomial resampling
step. Multinomial resampling is compatible with automatic differentiation but when we
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differentiate the particle filter with respect to it, it imposes some bias on the estimated
gradient. This is highlighted in theoretical work [Corenflos et al., 2021] where they prove
that the gradient estimated through the multinomial resampling step is in fact biased. Due
to the recent nature of this work, our implementation and verification of the bias present in
the gradients occurred simultaneously to this work. As mentioned earlier, the multinomial
resampling step is a non-continuous operation and as a result, gradients cannot propagate
through it.

5.4 Constraint Satisfied Stochastic Gradient Descent

In the experiments we have seen, most, if not all the constraints were satisfied with a
log-exp transformation scheme. This coupled with Ito’s lemma allowed us to efficiently
obtain an unconstrained scale for the parameters and the latent variables which in turn
provided us with stochastic gradient estimates. However, we should note that for more
complicated constraints, for example 6; € [0,10] N Z, we would need a more sophisticated
approach. The first possibility is to utilize a form a constrained optimization that would
allow us to effectively optimize over the particle filter without worrying about undefined
likelihoods. The second possibility is to potentially rederive a version of Ito’s lemma that
might suit the particular constraint. The final possibility is to take the floor or ceiling
of the converged value to obtain an integer, however, this deals with the issue of biases
present in our obtained values which we discuss in detail below.
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Chapter 6

Conclusion

In this chapter we summarize our contributions through this thesis. Firstly, we show that
our method performs well for the simulation studies that we look at. In particular, we
obtain precise estimates of our parameters of inference for the different examples. We also
combine several existing methods that work on diverse problems and craft a solution that
is specific to SDEs.

We also showcase several methods for SDE inference and make use of the latest technological
advances in the space of Just In Time compilation and parallelization to ensure that our
methods have low runtime and memory utilization.

We present a high-performance library that integrates all of these methods using JAX.
We document all of our code and ensure that our methods are tested, robust and scalable.
This allows us to port inference to high dimensional settings, multi-cpu settings as well
as utilize automatic computation of gradients present in JAX’s automatic differentiation
framework. Furthermore, the open-sourcing of this library will also allow other researchers
to make use of the methods we have developed and ported for SDE inference.

6.1 Future Research Directions

e We present several algorithms that are utilized for SDE inference, but several advancements
in the literature of Sequential Monte Carlo is yet to be implemented. In particular,
techniques like SMC? [Chopin et al., 2013] , Auxiliary particle filters or SMC with
MCMC moves [Chopin et al., 2020] are potential directions for future research which
might be fruitful.
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e Fully differentiable particle filters [Jonschkowski et al., 2018, Corenflos et al., 2021]
are an exciting avenue for further exploration. In our work, the resampling step is not
differentiable and we elaborate on the bias induced by this in the discussion section.
It is possible to construct fully differentiable particle filters which might circumvent
such issues and also yield theoretically favourable results like unbiasedness.

e There are several additional score and information methods that build on the original
implementation of Doucet. Some of these algorithms have a runtime that is quadratic
in the number of particles and is computationally more expensive than the approach
we employ in this thesis. However, their estimates are lower variance and might be
interesting to investigate.
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Appendix A

A.1 Proof of 2.12

In order to prove the above statement, we first have to observe that p(W, X,Y) is a
multivariate normal and thus we must obtain the mean and variance. Then, let Zy, Z x, Zy
be independent vectors of independent and identically distributed normal random variables
of size corresponding to the dimensions of W, XY then we have
W =y + S Zy
1/2 1/2
Y = AX +%./°Zy
= Alpyy + pxw + S Zw + B0 2] + Q12 2y
= Alpy + ] + A Zw + BY5, Zx] + Q' 2y
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The following steps will be computing the covariance between each of the variables using
the equations derived above

cov(W, X) = cov(py, + 2‘1/1//2ZW7 My + Bxw + Eil/[//2ZW + 2i(/|2WZX)
= COV(E‘leW, E%QZW +3 Zx)

X|w
=Yw
_ 1/2 1/2 1/2 1/2
cov(W,Y) = cov (pw + Xy Zw, Alpw + pxjw] + Ay Zw + Zyy Zx] + Q77 Zy

= cov (B 2w, A\ 2w + T Zx) + Q2
— Sy A

cov(X,Y) = cov (NW + pxw T+ E%2ZW + Z§(/|2WZX, Alpy + pxw]
+ S Zw + 3V}, Zx] + Q2 2y )

— cov (S 2w + B3y Zx, A Zw + S Zx) + 922y )

X|W
(A.2)
Similarly, we have the variance of each variable
var(W') = var(py, + E%QZW)
1/2 1/2
var(X) = var(py + pxyw + 2y Zw + Eyp Zx) (A.3)
=3 + Sxw '

var(Y') = var(Alpy + pxpw] + A[E%QZW + 2¥|2IA/ZX] + Q%7
=AZw +Zxw)A + Q.
Now, we move on to a proof for (3) Given the joint distribution from (2), we can directly
apply the formula for the conditional distribution of a multivariate normal to obtain

p(WIY) ~ N (v, Zwiy)- In this context we have

Hy)y = By + SwASIHY — py)

1 (A.4)
Supy = Zw — Sw AT A,

which completes the final formulation.
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A.2 Brownian Motion Posterior Derivation

The exact likelihood is defined as p(y,.r | o, @) rather than p(y,.r | @). The reason is that
the latter expression requires one to integrate over xy ~ 7(xg), which can only be done
when 7(x¢) is a proper prior. However, for our choice of 7(z¢) o< 1 this is not the case. On
the other hand, p(y,.r | vo, @) only requires us to integrate over p(zg | yo, @), which only
requires the posterior to be proper (which is always the case for valid Bayesian inference).

Conditioned on xy and @, the Brownian latent variables x;.7 are multivariate normal
with
Elz; | x¢,0] = x¢ + put,

Cov(zs, z; | 79, 0) = o min(s, t).

(A.5)

Conditioned on x(.r and 6, the measurement variables y,.; are multivariate normal with

E[yt ’ Lo.T, 0] = &1.T,

A6
COV(?Js; Yt | Lo.T, 0) = 7—25575- ( )
Therefore, the marginal distribution of y,., is multivariate normal with
E xo, 0] = xo + ut,
[ye | 20, 0] = o + po (A7)

Cov(ys, ye | 20,0) = o min(s, ) + 0.

For the given choice of prior, we have xg | yo ~ N (yo,7%) for the initial observation y.
Integrating over x(, the marginal distribution of y,.,- is MVN with

E[yt | y070} = y0+Mt7

A8
Cov(ys, vt | v0,0) = o2 min(s,t) + 72((55t +1). (A-8)

This concludes our derivation.
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