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List of symbols

Equality by definition

%

Approximate equality

IS Proportional to

N Set of natural numbers

R Set of real numbers

itj Set of natural numbers between i and j. Le., {i,i+1,...,j}

f:A—B Function f that maps elements of set A to elements of
set B

1{predicate} Indicator function (1 if predicate is true, otherwise 0)

v e R" n-dimensional vector

M e R™*" m X n matrix

e Transpose of matrix M

M1 Inverse of matrix M

det(M) Determinant of M

% (x) Ordinary derivative of f(x) w.r.t. x at point x € R

% f(x) Partial derivative of f(x) w.r.t. x at point x € R”"

Vif(x) € R"  Gradient of f : R” — R at point x € R"

V2f(x) € R™" Hessian of f : R” — R at point x € R"






1 Preliminaries

1.1 Vector spaces

The vector space R™ consists of all column vectors with m elements. For
a set of vectors C = {c1,...,¢4 | ¢; € R™}, we can define a subspace
spanned by this set, denoted by span(C). It is the set of all possible linear
combinations of elements of C. If a set of vectors that span a subspace
are independent, they are called a basis, by, ..., by € R". The number of
basis vectors defines the dimensionality of the subspace.”

Observation. The following facts hold about subspaces,
* Every subspace contains the zero vector 0;
* If x and y are in the subspace, then x + y is also in the subspace;

¢ If x is in the subspace and a € IR, then ax is also in the subspace.

Definition 1.1 (Orthogonal subspaces). Subspaces V and W are or-
thogonal when v'w = 0 forall v € V,w € W.

1.2 Norms

Definition 1.2 (Inner product). An inner product (-,-) : V xV —
R is an operation defined on a vector space V that satisfies the
following properties Vx,y,z,a,b € R,

e Commutativity: (x,y) = (y, x);
 Linearity: (x,ay + bz) = a(x,y) + b(x, z);
e Positive definiteness,

x#0 = (x,x) >0
x=0 < (x,x) =0;

e Bilinearity (follows from commutativity and linearity),

(x+y 2)=(xz)+(y2)
(e y+2) = (xy) + (x2)

Corollary. (x +y,x+y) = (x,x) +2(x,y) + (y, ).

Corollary. (Ax,y) = (x, ATy).

The vector space V, along with an inner product, defines an inner vec-
tor space. During this course, we will assume that we always work with
real vectors in R”. An example of an inner product is the dot product,?
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* We know that the amount of basis vectors must
be smaller than the amount of vectors that span the
subspace, which must be smaller than the dimen-
sionality of the space,

k<m<n.

> Usually, this operation is what is meant by the
inner product.



n
xy=x'y=) xy:
i=1

Definition 1.3 (Norm). A norm || - || : R” — R is a function that can
be thought of as a way of measuring the distance from the origin.
Norms satisfy the following properties,

» Positive definiteness, x #0 = ||x|| > 0;
e Triangle inequality, ||x +y|| < ||x|| + [|y;

e Cauchy-Schwarz inequality, |(x,y)| < ||x||[|y/|l-

Corollary. For the Euclidean norm, the following holds,

(x,y)

cosf = ——=1—

x[llyll”

where 6 is the angle between x and y.

Corollary (Cosine theorem).

lx = ylI? = [l + [lylI* — 2(x, y).

Each inner product defines a canonical norm |[|x|| = +/(x, x). For ex-

ample, the Euclidean norm is defined by the dot product,

n
lxll2 = VaTa =/} 7.
i=1

The p-norm is a generalization of the Euclidean norm,

n
[y = |x;P.
i=1

1.3 Matrices

The rank r of a matrix A € R™*" is the dimensionality of its column space.

It is bounded by
r < min{m,n}.
A matrix A € R™*" defines 4 fundamental subspaces,
e Column space C R" (r dimensional), {b | Ax = b};
e Null space € R" (n — r dimensional), {x | Ax = 0};

¢ Row space C R" (r dimensional), {b | A"x = b};

Left null space C R™ (m — r dimensional), {x | ATx = 0}.
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The matrix is full-rank if ¥ = min{m, n}.



The row space row(A) is the orthogonal complement of the null space
null(A), thus row(A) + null(A) = R". Similarly, col(A) +null(AT) =
R™.

Definition 1.4 (Orthonormal matrix). An orthonormal matrix is an
invertible matrix whose columns ¢, ...,q, are all orthogonal to
each other and of unit length, i.e.,

q/q;=0, Vi#je[n
9 q;=1, Vi€ n]

Properties. Let Q € R"*" be an orthogonal matrix,

Q'=Q"!
(x,y) = (Qx, Qy).

Definition 1.5 (Trace). The trace of a square matrix A € R"*" is the
sum of its diagonal,

n
A) = Z aij.
i=1

Properties. Let A,B,C € R"*", x,y € R",c,d € R, then

tr(cA+dB): -tr(A) +d - tr(B)

tr(4) = tr(a7)
)

tr(ABC) = tr(CAB) = tr(BCA)

Ty = u(xTy) = ().

Furthermore, tr(A) is equal to the sum of the eigenvalues of A.

1.4 Eigenvalues and eigenvectors

The eigenvector v € R" of a matrix A € R"*" has its direction un-
changed by its transformation,

Av = Av,

which is equivalent to
(A= Al)v=0.

This matrix must be singular, thus we get the characteristic polynomial,
det(A — AI) =

Any A that satisfies the characteristic polynomial is an eigenvalue of A.
Its corresponding eigenvector can then be found by solving the following
linear system of equations for v,

(A—Alv =
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R" O S R™

Figure 1.1. Illustration of the 4 spaces defined by a
matrix A. It shows the perpendicular spaces. Fur-
thermore, it shows that Ax, = b for some x, €
col(A). Also, if you add a vector from the null
space to the row vector, it still maps to the same
b, A(x, + x,) = Axy + Ax, = Ax, = b.

Linearity.

Cyclic property.

xy' is a rank-1 matrix.
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The following lemmas are useful for computing the characteristic poly-
nomial of different types of matrices.

Lemma 1.6 (Determinant of 2 x 2 matrix). Let A € R?*? be the
following matrix,

a b

c d|’

det(A) = ad — be.

A=

Its determinant is computed by

Lemma 1.7 (Determinant of triangular matrices). The determinant of
a triangular matrix A € R"*" is equal to the product of its diagonal,

n
A= Haii.
i=1

As a consequence the eigenvalues of a triangular matrix are its diag-
onal entries.

Lemma 1.8 (Determinant of matrix products). Let A, B € R"*", then

det(AB) = det(A)det(B).

1.5 Convexity

Definition 1.9 (Convexity). A function f : R” — R is convex if

fAx+(1=A)y) < Af(x) + (1= Df(y), xyeR,Ae 01,

Lemma 1.10 (Jensen’s inequality). Let f be convex, then

f(E[x]) < E[f(x)].




2 Dimensionality reduction

The motivation behind dimensionality reduction is to find a low-dimensional

representation of high-dimensional data.3 Dimensionality reduction has
two goals: (1) compressing the data, while preserving as much relevant
information as possible, and (2) interpreting the data, which is easier in
low-dimensional space.

Dimensionality reduction is often performed by an autoencoder, which
typically has a bottleneck of low dimensionality and aims to predict its
input; see Figure 2.1. Let the original data space be d-dimensional and
the latent space be k-dimensional with k < d. An autoencoder consists
of an encoder F and a decoder G,

F:R' 5 Rf, G:Rf—R.
The idea is that x € RY is mapped to a latent vector z € R by the
encoder, which is mapped to a reconstruction # € R by the decoder.
The idea is that the encoder must compress the information well for the
decoder to be able to reconstruct its input. The reconstruction function
is then the following function,

GoF:R!—RY,
which aims to resemble the identity function (G o F)(x) = x. Generally,

this is only possible if the data is intrinsically k-dimensional.

2.1 Linear autoencoders

In order to build a nice theory, we will only consider a single layer linear
autoencoder.4 As a result, we have the following functions,

F(x) = Wx, W e R
G(z) =Vz, VeR¥™
(GoF)(x) = VWx.

The objective to minimize is the following,
1
R(W,V) = R(P = VW) = JE||x - Px|?,

Intuitively, it is the difference between the identity function and G o F.

Corollary. For centered data (i.e. E[x] = 0), optimal affine maps
degenerate to linear ones.

Proof. Let F(x) = Wx + a and G(z) = Vz + b, then an affine model’s
function is computed by

(GoF)(x) =VWx+¢, c=Va+b.
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3 Often, the original raw representation is high-
dimensional and redundant, e.g., images, audio,
time series.
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Figure 2.1. Diagram of a single layer linear autoen-
coder.

4 Considering non-linear parametrizations will re-
sult in a much more powerful autoencoder.
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Proof by contradiction. Assume there exists a ¢ # 0 such that E|x —
(Px +¢c)|?> < E|x — Px||%. Let ¢ # 0, then

E|x — (Px+ c)||2 =E|x— Px— c||2

—E [||x — Px|?+ ||c|? - 2(x — Px, c>] Cosine theorem.
= E||x — Px|? + ||c||* — 2(E[x] — PE[x],¢) Linearity of expectation.
= E|lx — Px|*> + | c||? Centered data: E[x] = 0
> E|x — Px|>. c#0.

This contradicts the assumption. |

Thus, we will assume that the data is centered, which makes the anal-
ysis easier, since we do not need to consider the affine case. This is a
reasonable assumption, because data can always be centered by subtract-
ing [E[x] from all data points.

Note that while the optimal linear reconstruction map P is unique,
its parametrization VW is not unique, since for any invertible matrix
A € Rk, we can construct an optimal parametrization,

VW = VIW = V(AA Y)W = (VA)(A"'W),
with A~'W, VA.

The weight matrices V, W are non-identifiable. As a result, we must
not over-interpret the found representation.

Since P cannot be any d x d matrix, we want to know how the compo-
sition of V € R¥*¥ and W € R¥*? characterizes the matrix P and which
constraints they impose. The answer to this is that the weight matrices
impose a rank constraint on P,

rank(P) = min{rank(V),rank(W)} < min{k,d} = k.

P is constrained to be, at most, a rank-k matrix.

2.2 Projection

The rank constraint and linearity of P means that the image (column

space) of P is a linear subspace & C R? of dimension at most k. We will

break the solution to our problem into two parts: (1) finding the optimal

subspace U, and (2) finding the optimal mapping to that subspace.’ 5We do not search for the weight matrices W, V,

since they are not unique, but P is unique.

Finding the optimal mapping to a subspace. We will first focus on (2); given

linear subspace U/, we need to determine the optimal linear map P*, such

that

P* = argmin ||x — Px||?, Vx.
col(P)=U



Definition 2.1 (Orthogonal projection). A linear transformation P :
V — V is called an orthogonal projection onto U/ if Vx € V' :

1. Projection: P(x) € U;
2. Idempotency: P(P(x)) = P(x).

3. Orthogonality: null(P)_Lcol(P), which is equivalent to the column
space and row space of P being equal. It is also equivalent to
self-adjointness holding, (P(x),y) = (x, P(y)).

Lemma 2.2. [T;; defined as

Iy (x) = argmin ||x — x/||2
x'ed

is an orthogonal projection of R" onto U.

Proof. We need to show that the definition of IT;; indeed is an orthogonal
projection by showing that it adheres to the properties of Definition 2.1
(linearity, projection, orthogonality, and idempotency).

1. Linearity: A function f is linear if it satisfies homogeneity and additiv-
ity,
flax) = af(x), flx+y)=f(x)+f(y)
This can easily be shown for I1;,,
I (ax) = argmin ||ax — x|
x'eld
= argmin ||ax — ax’||?
ax'eld
= wargmin |a|||x — x|
x'eld
= wargmin ||x — x/||2
x'eld
= DCHM (x)

Iy (x+y) =argmin|z — (x +y)
zeld

I?

= argmin |[[y(x) +y' —x—y|?
Iy (x)+y'
y'eu

= Iy (x) +argmin [|(y' — y) + (I (x) — 2)||?
y'eu

= Iy (x) +argmin ||y’ — y||* + [Ty (x) — x|?
y'el
— 2Ty (x) =%,y —y)

= Iy (x) + argmin |y’ — y[|* — 2(Iy (x) — x,y/)
y'eU

= Iy (x) + Ty (y);
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P(x) — x € null(P)

pl’(x) € col(P)

Figure 2.2. Orthogonal projection of x onto sub-
space plane U/.

argmin . f(x) = Aargmin,_ f(x).

z =IIy(x) +y for some y' € U.

argmin, ., f(x) = y + argmin, f(x).

Cosine theorem.

|11 (x) — x||?> and (T4 (x) — x,) do not depend
ony'.

Ty (x) —x € U+ and y' € U, so their inner
product is 0.
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2. Projection: This is true by definition of the values that the argmin are
allowed to take on;

3. Idempotency: For all u € U, ITy/(u) = argmin,,, ||u — x’||* = u. Thus,
HL{ = Hu (e} Hu,‘

4. Orthogonality: We need to show that IT;(x) — x € U~. Firstly, we have

Ty (x) — x> = min u —x|> < la—x|?, vieu. (1)

Decompose IT/(x) — x = u + u*, where u € U and u* € U~+. Then,
we only need to show u = 0, which we will prove by contradiction.
Let u # 0, then

1T (x) — %)% = |l + ||| + 2w, ut) Cosine theorem.
> ||uJ'H2 u # 0and (u,ut) =0.

= 1Ty (%) — u — x||2.

This contradicts with Equation (1), because IT;/(x) —u € U.

So, we know that I, is a linear function. Now, we want to find the
matrix P representing that linear transformation.

Lemma 2.3. Given an orthonormal basis U of U (u; € U, ||u;|| =
1, (u;, u;) = 0,Vi # j), we can compute the optimal projection matrix,

P=UU".

Note that in this case W and V share parameters, and UU' is the
optimal weight matrix if we enforce parameter sharing via V.= W.

Proof. We need to show that P is the orthogonal projection matrix onto
u:

1. Projection: Px = 25:1 uiulTx = Zf‘zl (u;, x)u; € U;
2. Self-adjointness: PT = (UU")T =UuU" = P;
3. Idempotency: PP =UU'UU" =UU" = P;

4. Orthogonality: (Px,x — Px) = (x,P(x — Px)) = (x,(P — P?)x) =
(x,(P— P)x) = 0.

The problem is that we do not have an orthonormal basis of ¢/ in
general. The next lemma gives a more general result for any basis.



Lemma 2.4. For a non-orthonormal basis V € R%*¥ of I/, we can
recover the projection matrix,

P=vvt, Vv*t= (VTV) Al

Proof. We need to show that P is the orthogonal projection matrix of U:

1.

Projection: PV = VV*+V = V(VIV) 'VTV = V. Together with the
rank constraint, this yields Put =0 for all ut € U+;

_ T _
Self-adjointness: PT = (V(vTv) V1) =v(vTv) VT = p;
Idempotency: PP = V(VI V) 'VIV(VTV) 'V = vv+ =P.
]

Note that we have not made any reference to the data x ~ v until now.

This means that all of the above results are a priori by the structure of

the model and choice of objective.

Finding the optimal subspace. Now we need to find out which subspace

of dimension k or less is optimal to project onto. First, we need to rewrite

the objective function to find a new interpretation,

R(P) = JE|lx — Px|?
= JE[|lx] + [[Px]2 — 2(x, Px)]
= 2E|lx|? + JE|[Px|? ~ E(x, Px)
= JE|x? + JE|[Px| ~ E|Px|?

1 1
— _E||x||* = =E||Px]%.
> (B3 > (| Px|]

Because our data is centered, we know the following,

Var(x] = E||x|* — |[E[x]||* = E[x|?
Var[Px] = E|Px|* — ||E[Px]|* = E|Px|* — [|PE[x]||* = E| Px|*.

Assuming centered data,

1

R(P) =3

(Var[x] — Var[Px]) & —Var[Px].

Hence, minimizing R (P) is equivalent to maximizing the total vari-
ance of the projected data, Var[Px].
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V* is the left Moore-Penrose pseudo-inverse of V.

Cosine theorem.
Linearity of expectation and idempotency.

(x, P’x) = (Px, Px).

Figure 2.3. Intuitively, the projection onto the
shown line preserves the most information. This
projection from R? onto IR maximizes variance.
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We can further simplify this expression to find a sufficient statistic for
the objective function,

1 1
—EVar[Px] = —E]EHPtz
1
= —§]E<x, Px) | Px||2 = (Px,Px) = (x, P2x) = (x, Px).
= — %]E [tr (xTPx)} Trace of scalar is equal to scalar.
1 T .
= — Etr (IE {Pxx ] ) Cyclic property of trace.
= —%tr (PIE [xxT] ) .

E[xx "] is a sufficient statistic for R(P). Hence, the optimal projec-
tion is fully determined by the covariance matrix E[xx "], together

with E[x] for centering.

2.3 Principal component analysis

Intuitively, eigenvectors represent axes along which matrices have the
largest variance. Thus, we want to project onto the k eigenvectors of
E[xx "] that are associated with the k largest eigenvalues.

Theorem 2.5 (Spectral theorem). Any symmetric and positive semidef-
inite matrix X can be non-negatively diagonalized with an orthogo-
nal matrix,

L =QAQ'", A=diag(Ay,...,\),

where A1 > --- > A; >0and Q € R is orthogonal.

The spectral theorem gives us the eigendecomposition of E[xx ], be-
cause it is symmetric. The eigenvectors form an orthonormal basis, so
the k principal eigenvectors are also orthonormal. Hence, we can use
Lemma 2.3 to form the projection matrix, which is essentially what the
PCA theorem tells us.

Theorem 2.6 (PCA theorem). The variance maximizing projection
matrix P for a covariance matrix E[xx"] = QAQ" as in the spectral
theorem is given by

I
P =y, UkIQlJ],

which means that U consists of the k principal eigenvectors.

10



Proof.
Var[Px] = tr( )

tr(uuTQAQ )

tr(( Q u) )

.
This term is maximized by Q'u= {Ik 0}

In conclusion, given a dataset of n points {x1,...,x,}, we perform
dimensionality reduction by first centering the data,

Ly
p=—-Yx
ni3
X =x—u.

Then, we compute the covariance matrix X € ]Rdx‘i,
n

1
E:EZJZI-JEZT.

For that matrix, we compute the eigendecomposition (which exists
because X is symmetric),

L=0QAQ",

where Q € R?*? is orthogonal and A is diagonal. We then discard
the d — k last dimensions to obtain U, € R¥*¥,

I
ol

The latent vectors are then computed by

U.=Q

zZi = UkT X;.
Their reconstructions are computed by
.721‘ = Ukzi.

The squared reconstruction error is equal to the sum of the lower
d — k eigenvalues.

2.4 Learning algorithms

Eigenvalue decomposition of the (symmetric) sample covariance matrix
has O (d*) complexity. Furthermore, the complexity of computing E[xx "]
is O (nd?), where n is the number of data points.® This is quite costly, thus

we need to search for algorithms that have lower runtime complexity.
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P=UU",E[xx"] =

Cyclic property.

¢ Typically, n >> d.

QAQ".

11
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Power method. The power method is a recursive algorithm for computing
principal eigenvectors. It initializes a vector at random v ~ N(0,1).
Then, it iteratively improves this guess,

(1) _ Aol
a0

The computational complexity of this algorithm is O (Td?).

Lemma 2.7. Let u#1 be the unique principal eigenvector of a diago-
nalizable matrix A with eigenvalues Ay > Ay > --- > A, > 0. If
(00, u;) # 0, then

lim o) = u;.
t—o00

Proof. We can decompose vectors as a linear combination of eigenvectors,
00 = Yo' 4 aju;. Then,

) « AFp(0)
d k
= Z Déi/\l- u; Akp(0) = 2‘[-1:1 al-Akui = Eid:l vci)\i.‘u,-.
i=1
d Ak
X x1Uq + thi<l> u;. Divide by /\'1‘.
i \M
Aifa < 1for i > 1, thus the sum goes to o and o) ui. |

We can use this algorithm to also compute the next principal eigen-
vectors by factoring out #; by Ap = A — Aquju] and then applying the
algorithm again to A, to recover u,, and continue doing that until we
have the k principal eigenvectors.

Thus, the total complexity of finding the k principal eigenvectors is
O(Tkd?) instead of O (d*). However, this does not get rid of the O (nd?)
complexity for computing the sample covariance matrix, which is a big-
ger problem.

Gradient descent. By treating the autoencoder as a neural network, we
can use deep learning techniques, such as gradient descent. Gradient
descent iteratively updates the weights by

Pt = p) — yVpR(P).

The gradient is computed by (P — I)xx . The problem with this is that
we cannot constrain P to be a projection. Thus, we actually need to
update V and W. Thus, by the chain rule for matrix derivatives,
VyR(W,V) = (VW —I)xx W'
VwR(W, V) =VT(VW — I)xx'.
The complexity for T iterations is then O(T(k + B)d?), where B is the
batch size.



3 Matrix completion

The goal of matrix completion is to fill in the missing entries of a sparse
matrix. E.g., Netflix might want to use matrix completion to predict
which users will give which ratings to which movies, given the ratings
given by all users of Netflix. However, not all users have rated all movies,
thus the matrix is sparse and must thus be filled in. Netflix can use this
prediction to decide which movies they should recommend to their users.

If we assume that all entries are independent, then no information is
carried by one entry about another. Because of this, we cannot reconstruct
the matrix. Thus, we need to make an assumption about the dependency
within the matrix.

A minimal assumption that we make is that entries within the same
row or the same column are not independent, i.c.,

ag L {ay |k #iNL#j} [ {ag |1 # U {a | k# i}

This states that a;; is independent from all entries not on the same
row or column, given that we know all entries on the same row or
column. However, in reality, we do not have all values on the row
and column for all entries. Thus, effectively, we have an indirect
coupling between all entries, since gy, influences a;; and 4; (if they
are unknown), which influence 4;;.

Formally, we have an underlying rating matrix A € R"*" and an ob-
servation matrix Q0 € {0,1}"*", where w;; = 1 means that a;; is observed.
The observed matrix will be denoted by A to differentiate between the
underlying matrix and its observations. The goal is to predict all values
ay;, where wy; = 0.

To approximate the underlying matrix A € R"*", we will make the
assumption that it is a rank-k matrix. This is enforced by approximating
A as the product of two matrices U € R"*F and V € R"*¥,

A~UV'.

Then, we get the following loss function that we wish to minimize,

2
’

U,V € argmin{(U, V) = %HHO <A - UVT>’
uyv

where ITn(M) = M ® Q and | - || is the Frobenius norm. Rewriting as
sums, we get the following loss function,

n m

(u,v)=3"Y wj (ﬁi]- - ul-ij)z.

i=1j=1
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A possible issue with the values is that some users
might generally give higher ratings than others.
Thus, we want to account for this by variance nor-
malization. We can do this per row (user) or per
column (item). (While it makes more sense intu-
itively that we should normalize ratings per user, it
has been shown to be more effective to normalize
over item ratings.) Normalization yields a vector
with zero mean and unit variance,

7z X1
[



We view u; € R as representing each user and vj € R as repre-
senting each item. We estimate a;; to be their inner product,

~ 1T
al-]- ~Uu; T)j.

Furthermore, we have that U and V are fully determined by the
observed values A, but can be used to extrapolate to a full matrix
A, achieving our objective. Moreover, we have that all rows and
columns are coupled, which satisfies our dependence assumption.

3.1 Fully observed case

In this section, we consider the fully observed case, where Q0 = 1.
Thus, we optimize w.r.t. the following loss function,

ou,v) = %HA - UVTH;

Scalar case. To observe the properties of the gradients, we will first con-
sider the 1-dimensional case, where a ~ uv, with u, v € R. We have the
following loss function,

2

L(u,v) = =(a —uv)

N —

with the following derivatives,

d d
gé(u, v) = v(uv —a), %é(u,v) = u(uv —a),

which induces the negative gradient field shown in Figure 3.1. Further-
more, we have the following Hessian,

2 2uv —a

2

V20(u,v) = K
2uv —a u

Lemma 3.1 (Second-order characterization of convexity). If f : X —
R is twice differentiable, then f is convex if and only if

V2f(x) =0, VxelInt(X).

At the origin, we have the following Hessian,

0 —a

Vv20(0,0) =
(0,0) 2 0

In the scalar case, the objective function is non-convex for a # 0. The
same result can be generalized to any n,m > 1.
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Figure 3.1. Negative gradient field for a2 = 1 in the
scalar case with minima indicated by black. As can
be seen, [0,0] is a 2-way saddle point and any vec-
tor [—z,z] for z € R moves toward it. We can start
at any other point and use gradient-based optimiza-
tion to converge to the minimum.
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As a result, we do not have any general convergence guarantees us-
ing gradient-based methods. However, we can make guarantees for this
specific problem if we study the gradient flow of the loss function with
ordinary differential equations (ODE). Consider a balanced initialization
ug = vg. We see that u and v will evolve identically, because their partial
derivatives are equal in this case. We have the following update rules,

d
Upyy = Up — ’7@6(% v) = uy — no(uv —a)

d
Vi1 = 0p — ’755(”/7)) = v —nqu(uv —a),

where 7 is an arbitrarily small stepsize. We then have the following ODEs
of u and v w.r.t. the step ¢,

d — d -
l:M:_U(W;_a}, lzuz—u(uv—a).

dt 7 dt 1

Consider x = uv = u? = v? (because of balanced initialization and
identical evolution), then we have the following ODE,

dx do du

= == === P —a)—v? —a)=— —
T udt—l—vdt u“(uv —a) —v°(uv —a) 2x(x —a).

Solving this ODE yields the following solution for x(t),

ac — aZ t—o0

t) = _— =
x(t) a+cezﬂf+a—c “

Starting from a balanced initialization, gradient descent with a small
enough 77 > 0 will converge uv to a.

Rank-1 model. Now consider the fully observed rank-1 model,

1 2
l(u,v) = EHA—uvT‘ o AceR™ yecR",veR"™

We can rewrite this to a more useful form,

1 T
= 2tr<(A—uvT> (A—uvT)) M| =tr(MTM).
1
= Etr (ATA —ou'A—ATuo" + vuTuvT)
1
=5 (’EI‘ (ATA) —tr (vuTA) —tr (ATuUT) + tr <vuTu'vT)> Linearity of trace.
1
=3 (tr (ATA) —tr (uTAv) —tr (ZJTATu> + tr (vTvuTu)) Cyclic property of trace.
_1 T T 201112 T
- E(tr(A A) —2tr<u Av) + [lul?||o| ) (A) = tr(AT).

1
o 3 )22l — u” 4o



We observe that the direction of # and v is fully decided by the second
term. Thus, if we first solve for that, we can then easily solve for the norm
of the two vectors by also considering the first term.

Specifically, let # = c1ii and v = 7, such that # and 7 are unit
vectors, and ¢ = c; - c. Then, we have the following loss function with
an additional parameter c,

1
(@, 5,c) = Ec2 —ci' As, il = 9| = 1.

Hence, we first maximize u ' Av under the constraint that # and v are
unit vectors, and then decide which ¢ minimizes the loss function. Thus,
first we have the following problem

u,0 € argmax u' Av.
[[ull=[lo[=1

We can solve this problem with its constraints by using Lagrangian mul-
tipliers,

L(u,v,0,8) =u' Av — zx(“u”z - 1) - /3(Hv||2 - 1).

Using the first-order optimality condition, we get the following solutions,

VuL(u,v,a,B) = Av —2au Lo
VoLl(u,v,a,B) = Alu— 2Bv Lo

Choosing « and S to satisfy the unit vector constraints, we get the follow-
ing solutions,

Av o Alu
Tao]” ©~ JATul’

Thus, the solutions must satisfy
wo (AAT)u, voc(ATA)o

As a result, we know that u is an eigenvector of AA" and v is an eigen-
vector of AT A. Using this fact, we can rewrite the intermediate objective

as
o Ao = u'AATu  u'u

IATull  VuTAATu
u' \u B AlJu|? B

S VuTau VA

In order to maximize this term, we must thus select u# and v to be the
principal eigenvectors of their respective matrices. Furthermore, (i, 3, c)
with this selection of # and 7 is minimized by selecting ¢ = /A1, where
A1 is the principal eigenvalue of AAT and AT A.
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The loss for a rank-1 model is minimized by selecting

A= \/)TluvT,

where u and v are the principal eigenvectors of AAT and A"A,
respectively, and A; is the principal eigenvalue of AAT and AT A.
We can compute these vectors by the power iteration algorithm.

Rank-k model. We can generalize the previous result by making use of
the singular value decomposition (SVD).

Theorem 3.2 (SVD theorem). For each matrix A € R"*", there exists
a diagonal matrix X € R"*™ with ordered entries 0; > 0;,1 > 0,Vi €
min{n, m} and orthogonal matrices U € R"*",V € R™*" such that
A can be expressed as

A=uzv'.

The SVD of A is intimately is intimately related to the eigendecompo-
sition of AA" and AT A,

AAT =uzz'u’
ATA=Vv'zTzv.

Thus, U and VT are the eigenvectors of AAT and AT A, respectively.
Furthermore, 07 is the i-th eigenvalue of both.

Lemma 3.3. Let the SVD of A € R"*" be givenby A = ULV ", then

min{n,m}

IAlF =) o
i=1

Proof. This can be shown by the properties of the trace operator,

|A|2 = tr(ATA) = tr(VZTUTUZVT) = tr(VZTZVT)
min{n,m}
—t(VIVE'L) =r(z'z) = ) oh

i
i=1

Lemma 3.4. Let the SVD of A € R"*" be givenby A = ULV ", then

[All2 = sup [|Ax[| = o1.
Ixll=1

17



Proof. We use the fact that orthogonal matrices preserve the Euclidean
norm,

sup | Ax| = sup |UZV x| = sup [ZV x|

=1 =1 =1
= sup [|Zz[| = [[E]2 = o1.
Jzll=1

The Eckart-Young theorem is widely used for linear matrix approxi-
mation. It states that if we prune the singular values below o} in the SVD
representation, we get an optimal rank-k approximation of a matrix.

Theorem 3.5 (Eckart-Young theorem). Let the SVD of A € R"*" be
given by A = UXV'. Then, foralll1 <k < min{n, m}, we have

Ay = Udiag([oy,...,04])V' € argmin ||A — B||f.
rank(B) <k

From this, we can easily find the optimal rank-k approximation of A
by
k
A~ A= Z UiuivT.
i=1
Furthermore, we can directly compute the squared error of low rank

approximations as
rank(A)

lA— A=) o
i=k+1
The SVD is computable in O (min{nm? mn?}), which is fast for a non-
convex problem. However, we cannot use this technique in the case of
incomplete observations.

3.2 Incompletely observed case

In practice, the matrix is often incompletely observed, meaning that we
can only compute the loss function w.r.t. the observed entries. This task
is called “Matrix completion”, and we cannot use SVD in this case. Even
worse, this problem is NP-hard, thus we have to resort to approximation
algorithms.

Alternating least squares. As we saw, we parametrize the approximation
of A as a factorization of two matrices U € R"* and V € R"*k,

A~UV'.

Since we cannot solve the problem exactly, we want to add regularization
to the loss function to increase numerical stability of the solution,”

o, v) = 3| (a-uv?) [T+ Z(uiz +viz), Ao
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If we fully expand the norms, we will find that this objective is a 4-
th degree polynomial in the parameters (entries of U and V) with the
following monomials,

WiV Uisvs, 1 <15 <k
WijillirVjy, 1<r<k
ur, 1<r<k

2
Ujr’ 1<r<k.

Importantly, every 4-th order term involves exactly one row index i of U
and one row index j of V. In other words, the objective w.r.t. #; depends
further only on V and not any other row of us Using this information,
we can separate out part of the objective function depending on a row v},
where we treat U as fixed,

tulop) = 5[0 (A —uv™) |+ S (hui + vip)

¢ v T VA ¢ 2
(o4 5 Z a)i]'/ (al']'/ —Uu; 'Z]]'/) + E Z Z Uj’r
i=1j'=1 j'=1r=1

n

1 T\ AE
aizwij(aij—ui TJ]) +520jr
i=1 r=1

1y 2 T T T AT
= 5 Z wijaij + wijjlt; VjU; Vj — Zwijaiju,- v; + E’(J] i
i=1
1y T T AT - T
e 3 Z%wifvj uiu; v+ 59 Y~ Z;wij“ijui v;
1= 1=

n n
T gyl o To. | — caud o
(vj ( wijuiu; )v] +/\v] v]> (2 wijaiju; )v]
i—1 i=1
1 1y T - T
= Ev] ' 1wi]-uiul- + Al vj — Z;wijaijui vj.
1= 1=

Analogously, we can construct the following objective w.r.t. u;,

NI~

1

m m
Ev(ui) = EulT (Z; wi]-vjv]T + )LIk> u; — (Zl wl-]-aijva)ui.
J= J=

Since the matrix in the first term is rank-k, we can invert it.9 We have the
following first-order optimal solution to the above loss functions,

i=1

-1
n n
Zi; = (E cul-juiuiT +/\Ik> <§ wijaijui>
i=1

=
\

-1
m m
? = (Z wijUjUjT + )le> (2 wl-jaijv]) .
=1 =

This involves taking the inverse of a k X k matrix, thus computing u;}
and v* has O(k®) complexity, which is generally quite fast, because k is

]
small.
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8The parameter dependencies form a bipartite
graph between the rows of U and V.

Expand norms and remove ||U||%, because it does
not depend on v;.

Remove all terms that do not contain entries of v;.

— ol
u; vj =0 u;.

9 This is because of the identity matrix, which is a
result of the regularization.



Alternating least squares (ALS) makes use of these subproblems by
alternating between optimizing U given V and V given U,

v — argmin Ly (V)
v

ut+y — argmin £y,41) (U).
u

An iteration of ALS has complexity O ((n 4+ m) - k*). However, since
each row of both matrices can be optimized in parallel, this can be
done much faster in practice. Furthermore, since we are optimizing
the objective fully over one half of the parameter space, the objective
monotonically decreases. Hence, it converges to a first-order optimal
fixed point, which may be a saddle point.

Moreover, we have the advantage that we can easily augment the
model by adding additional dimensions and minimizing w.r.t. the
existing dimensions, which may be useful when new users enter the
system or new items become available.

Projection methods. We will now consider optimizing the objective by
gradient descent, where the gradient is

D1, o
2 oA~ B = la(A - B)© 2 Ta(A - B)
= HQ(A — B) @HQ(_lnxm)

— IIn(A - B).

However, gradient descent does not constrain its iterates to be rank-k
matrices. Projected gradient descent solves this by projecting to the con-
strained space in between every gradient step. In general, it is hard to
project to a space of rank-k matrices, but SVD makes it possible by mak-
ing use of the Eckart-Young theorem. We will denote [M];, as the projec-
tion to the space of rank-k matrices, which is computed by pruning all
singular values below o0}, as shown by the Eckart-Young theorem. Hence,
the update rule is the following,

A1) — [A(t) +yllq (A - A(t)”k.

This converges to a first-order optimal solution if # is small enough as a
general result of projected gradient descent.

The problem with this approach is that the space of rank-k matrices is
non-convex and is thus not guaranteed to converge to a global optimum.
Thus, the next idea is to find the tightest convex relaxation of this space.
Le., we want to find a convex space that contains all rank-k matrices, but
not too many more. For this, we use the nuclear norm,

rank(M)
M=} o
i=1
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X3 = 2X.

Projection is linear.

Figure 3.2. Illustration of projected gradient de-
scent, where the dotted lines indicate projection
steps.



where 0; is the i-th singular value of M.

Definition 3.6 (Convex envelope). The convex envelope of a function
f & — R is the largest convex function g such that

g(x) < f(x), VxeX.

Theorem 3.7. The convex envelope of rank(-) on {M | ||M]], < 1}
is the nuclear norm || - ||.

Proof. Let M € R™™ with |M|], < 1. By Lemma 3.4, we thus have
01 < 1. Thus,

rank(M) rank(M)

M| = 0; < ) 1=rank(M).
1 i=1

i—
Furthermore, any valid norm is a convex function. Hence, by Defini-
tion 3.6, this concludes the proof. | |

We will use this to approximate the objective by a convex function. We
have the following objective,

1 -
t(B) = 5| [1ln(A ~ B)|}, rank(B) <k, |Bl2 <c.

This can be rewritten using Lagrange multipliers as a non-convex objec-
tive,

1 o
!(B) = 5[I1la(A — B)||? + 7 - rank(B) + yl|B||>
1 -
~ 5IMa(A - B)||} +|[Bll« +IIB]F.

This approximation of this objective is convex, so, using gradient descent
and correct 17, we can optimize it to a global optimum.

Definition 3.8 (Shrinkage operator). Let X € R"*™ with SVD X =
Udiag(c)V' be given, then

shrink;(X) = Udiag(oc — 1)+ V',

where M clips all entries of M at zero.

Note that the rank of shrink(C) decreases monotonically with 7, because
more singular values are zeroed out as T increases.

Theorem 3.9. The shrinkage operator minimizes the following opti-
mization problem,

1
shrink.(X) € argmin§||X — B||2 + 7||B| s
B
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Let (M) be the vector of singular values of M,
then, as shown by Lemma 3.3, the Frobenius norm
can be computed by

IMl|F = [lo(M)]2-
Similarly, the nuclear norm can be computed by
M|l = [le(M)]]1.

Furthermore, the spectral norm can be computed
by
M|z = [[o(M)]|.

The second constraint adds regularization and is
necessary due to the condition of the space of
Theorem 3.7.

The nuclear norm is the convex envelope of the
rank function and the Frobenius norm upper
bounds the spectral norm.



Using the shrink operator, we can define a new update rule, starting
from Y(©) =0,

x(t+1) — shrink, (y(t))
Y(t+1) — Y(t) + UfHQ (A _ X(tJrl)) .

With a suitable schedule #7; > 0, the sequence {X(*)} will converge to the
solution of the following optimization problem,

1 ~
lim X*) € argmin 7||B||. + E|\B||%, 1o (A) = I (B).
B

t—o0

Hence, the result of this algorithm will be exactly reproducing the ob-
served entries, which the non-relaxed problem cannot guarantee, as there
may be no rank-k algorithm with a projected residual that is zero. How-
ever, the convex relaxation approach does not define a low-rank sequence
of matrices. Rather, the shrinkage operator is used to implicitly encourage
low-rank approximations.

The singular value projection approach maintains a rank-k matrix,
while the convex relaxation approach maintains a sparse iterate
sequence and converges to reproduce the observed entries exactly.
Both are beneficial relative to a dense representation of A.

Exact recovery. So far we have only been interested in how to find the
“best” completed matrix, given an incomplete matrix A. However, now
we are interested in the conditions under which we can exactly recover
the matrix, assuming that the underlying matrix A is of rank k.

Assume A € R"*", then the degrees of freedom are the k singular val-
ues and k left and right singular vectors. The i-th singular vector has n — i
degrees of freedom due to the constraints of unit length and pairwise
orthogonality, thus the SVD has the following degrees of freedom,

k k
k+22n—i:k+2<nk—21> = 2nk — k.

i=1 i=1
Thus, a necessary condition to exactly recover A € R"*" is that we have
at least that number of observations. This condition is not sufficient,
which we will prove by an example. Let A have the SVD A = uxv'’,

then
k

_ T T
A =ouo; + Za,-ul-vl- .
i=2
Let uy = e; and v; = e;, then in order to recover 07, we need to have
sampled a;;.

For exact recovery, it does not only matter how many entries we
have sampled, but also where we have sampled them. Intuitively,
we need the information to be “sufficiently distributed”.
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The following gives us conditions for which we can exactly reconstruct
the underlying matrix with high probability, under the assumption that
the entries have been uniformly sampled.

Definition 3.10 (Incoherence). Let A be a rank-k matrix with SVD
A = UXV. Furthermore, define the following matrices,

k k
. T . T .
P:Z:uiui, Q:ZUZ-UI-, E
i=1 i=1

Il
]
=
S|

~

Then, A is incoherent with parameter y if and only if the following
conditions are satisfied,

N I
Pl lagl < 5=, i #
k k vk
Pii = | i — o SLn
lej| < M
n

Theorem 3.11. Let A € R"*" be a rank-k matrix that is incoherent
with p > 1 and for which S samples have been observed at random.
Then, there is a universal constant C such thatif S > C yznk(log n)é,
then with probability at least 1 — n~3, A fulfills

A = argmin ||B||s, IIn(B)=IIn(A).
B

This says that if the matrix is recoverable from its sampled entries,
then it can be recovered via nuclear norm minimization.

3.3 Randomized methods for SVD

Considering that most algorithms introduced in this section make use
of the singular value decomposition as a fundamental operator, we will
now consider algorithms for computing it approximately in a low time
complexity.

Let A € R"™™. The idea is to find an orthogonal matrix Q € R"*?
such that A ~ QQ'A. Then, we perform SVD of the smaller matrix
B = QA = UZVT, where B € R¥*" and extend this SVD to A,
A ~ (QU)LV". The same can be done for the columns of B to further
reduce the time complexity.

However, the key question is how to choose Q appropriately. The
following is a scheme for finding a suitable Q,

1. Generate a random matrix with i.i.d. Gaussian entries, R € R"*2;

2. Compute Y = (AAT)qAR, where Y € R"*%, by repeated matrix
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dfterm]}'lnistic
algorithm

A —— » decomposition

A

probabilistic " recover

strategy to near-optimal
ﬁnatl small - decomposition
matrix :
approximate
B o ’ dgcomposition

dfterm inistic
algorithm

Figure 3.3. Schematic view of how to use random
projections to compute the matrix decompositions
more efficiently.
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multiplications;

3. Construct an orthonormal basis Q for the image of Y (e.g., via Gram-
Schmidt).



4 Latent variable models

The philosophy behind latent variable models is that we have observ-
ables X, which are augmented by latent variables Z, which happens by
specifying a complete data model p(X,Z), which implies a marginal model,

p(X=x)=) p(X=x2=2).
z€Z

The marginal model can be specified by a conditional p(X | Z) and prior
p(Z),

p(X=x)= ZZP<X=x!Z=Z)P(Z=Z)-

4.1 Probabilistic clustering models

Assume we are given a dataset of s observables {x; | t € [s]}. The
conceptually simplest family of latent variable models assigns a k-class
categorical random variable Z; to each observable. The latent information
tags an observable as a member of that class.

Specifically, we have the following prior categorical distribution,
Z; ~ Categorical(rry, ..., 1), P(Zy=2z) =13,

where 1 € A¥~1 is an unknown parameter.’® To fully parametrize the
latent variable model, we need a class-conditional distribution for each
class, p(x | z). By parametrizing the class-conditional distribution of z by
0., we have the following parametrized distribution over X,

k

k
p(x;8) = ;P(Z)P(x |2) =) 7mp(x;6.).

z=1
We interpret this as a mixture distribution — convex combinations of

class-specific distributions. Moreover, this model is fully parametrized
by the prior and class-conditional distribution parameters,

0= [n,@l,...,(-)k].

For given parameters 6, we can use Bayes’ rule to compute the latent
posteriors,
72p(x;62)
YE_y mgp(x; 6;)
We can interpret these probabilities as observable-specific probabilistic

p(z]x0) =

cluster memberships.

Learning the parameters. A common approach to learn the best parame-
ters is to maximize the likelihood of the data, which is called maximum
likelihood estimation (MLE). In other words, we choose the model pa-
rameters that maximize the probability of the observed data,

S

s s k
0(0) =log [ [ p(x:;0) = ) logp(x:;0) =) log Y m.p(x:;6y).
t=1 t=1 t=1  z=1
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©© AF=1 js the k-dimensional probability simplex,
which is the space of vectors where all elements
are non-negative and sum to 1.
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This gives us the following optimization problem,
0" € argmax {(6),
0
which we optimize by the expectation-maximization (EM) algorithm. The

EM algorithm is a general tool for learning in latent variable models, but
we will introduce it in the context of mixture models.

Let g+ € A*1,Vt € [s] be the variational parameters. Using this we
can derive the evidence lower bound (ELBO),

log Z qtzqu(xtfﬂz)
z=1

\ V

qtz log ( xt ; 92)> Jensen’s inequality, log is concave.

(log 7tz 4 log p(x+; 6) — log gtz)

0~
iit
L Ll

~

Il
~

(6; {4: }iz1)-

Since this lower bounds the MLE, we can use the ELBO as an objective to
implicitly maximize the log-likelihood. Maximizing w.r.t. g increases the
tightness of the bound of ELBO on the MLE,'* while maximizing w.r.t. 6 * g does not affect the likelihood, so an increase can

improves the model fit. only tighten the bound.

Firstly, we will solve for the optimal choice of g,

0(0;{qi}i=1), qi €A1Vt es).

We can solve for every g; independently, because the ELBO is separable
w.r.t. ;. Furthermore, we enforce the normalization constraint on g;
by introducing a Lagrange multiplier A. This results in the following
objective to maximize per g,

k
q; € argmax Z gt (log 1, + log p(x4;0;) — log g¢-) (Z Gtz — 1)
qt z=1
The derivative w.r.t. g4, of this function is
86(9, qt) o
2 a e Z Qi (log p(x1;0.) +log 7,y — log q.1)

aqtz (Zg Gtz — >

)
= log p(x¢;0;) + log 77, — @qtz log g — A
Z

= log p(x¢;0;) + log 7, — log gtz — Zﬁ _

tz

= log p(x¢;0;) +log 7tz —log gz — A — 1.

Thus, we have the following first-order optimality condition,

log p(x¢; 0;) + log 2 — log g¢- ZA+1.



Exponentiating both sides yields

t 1rp(x4;0;)
Iz = — 71

Enforcing the constraint of g; € A1 we get

ﬂzp(xt} ez)
Y5y 7igp(xe;07)

Gtz =

As we saw before, this is the posterior of the latent class variable p(z |
xt;0). Note that the optimal choice of the variational parameters g; de-
pends on the parameters 6. Hence, it is only a partial step, called the
expectation (E) step.

Now we also need a step to maximize the model parameters 6. We

can easily solve for 7 by

S S

m=pz) =) plxz E (z|x)p Z‘Itz

t=1 t=1
This solution can also be derived by the first-order optimality condition
with the Lagrangian.

Moreover, the solution for 8, depends on the choice of the model

distribution, but we can generally get to separable problems,

0; € argmax Z gizlog p(xt; 62).
6, t=1

This means that the parameters for different classes z are decoupled
given the variational parameters q. Thus, for each component, we only
have to solve a weighted MLE problem, which is often possible to do
analytically. This partial step is called the maximization (M) step.

Gaussian mixture model. We will consider a common special case of the
above framework, where we specify the component models p(X | Z) by
Gaussians with unit variance,

p(x {m, o m}) = Z N (%12, 1),
where
N(xuE) = (2m)2det(X) 2 exp (—;(x —u) ' (x - y))
The EM algorithm then consists of the following alternating equations,
meexp( 4z — ps?)
iy mgexp( =4z — melP)

Zi:] qtzXt 18
W= T7Tz=— qtz.
Yio1 e 5 t:zl

Gz = p(z | x1,0) =

Intuitively, the E-step (soft) clusters the data points and the M-step com-
putes the weighted centroids of each component.
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This assumes that the data is distributed
uniformly.

E-step.

M-step.



4.2 Topic models

We will now consider a class of latent variable models known as topic
models. These are used to analyze document collections and to discover
the topical content of documents. Informally, topical content is the infor-
mation that the words of a document carry about what the document is
about.

Let X be the word vocabulary with || = m words. A document
d; of length s; is part of a collection of n documents and is a field of
random variables Xj;, whose realizations are words x; € %, Vt € [s;].
We will assume that topical content is invariant to word order.’* As a
consequence, the sufficient statistics of a document are the frequencies
of word occurrences within it. Hence, we can reduce the data to a bag-
of-words representation of occurrence counts,

Nij = [{xiy = w; | t € [si]}]-

In words,
can thus summarize the full document corpus in an occurrence matrix,

N;; denotes how often word w; occurred in document d;. We

N = [Nl]] 3\

Moreover, we have to conceptualize what we mean by “topic”. Gener-
ally, topics refer to things that people are interested to talk or write about.
Hence, we can represent topics by latent variables Z € [k], akin to what
we saw in mixture models. We will then associate these topics with word
occurrences, which induce topics of entire documents.’> Note that topics
are not mutually exclusive, since documents can concern multiple.

We will assume that the documents in the corpus were created ac-
cording to the following generative process.'4 For each word, we sample
a topic from p(z | d), and then sample the words from p(w | z). Thus,
in order to define the latent variable data model, we need a document-

conditional distribution over latent variables, p(z | d), and a topic-conditional

distribution over words, p(w | z). We can then define a document-

conditional word distribution,

p(w|d) =

prlz

From this, we define the log-likelihood objective as

10gHHP wj | d;) ”—ZZ

i=1j=1 i=1j=1

(z]d).

¢(6;N) =logp(N;0) ijlog p(w; | d;).

Learning. We can equivalently write the log-likelihood objective in terms
of the raw data,

k

n
ZZlogZP xXit | 2)p

i=1t=1 z=1

(z | dy).
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> This is known as exchangeability, which says that
the distribution of a sequence of random variables
does not change under any permutation of their
order.

3 If we were to associate the topic variables with
documents, we would effectively be performing
document clustering. However, in this case, we
want the topics of documents to be induced by the
words that they contain.

4 This is important so we can infer/reverse engi-
neer a model from it. Also, it is important to make
assumptions about the data explicit.
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Similarly to the mixture models, we define an ELBO,

k

n S
Z Y ) giz(log p(xit | z) +1log p(z | d;) —log gt ).
i=1t=12z=1

Moreover, following the same steps, we can derive the EM equations,

__ p(xi | 2)p(z | di) .
%z = X step.
Yoo p(xi [ O)p(C | di)
Zn 1 Zt 1 qitz * ﬂ{xlt - ZU]}
i thl Jitz

Intuitively, the E-step computes the posterior probabilities, g, = p(z |

1 &
plwj|z) = ;o opzld) =~ Y Gitz- M-step.
=

xjt,d;), where p(z | d;) acts as a prior. This yields a probabilistic clustering
of word occurrences. The M-step computes the MLE for a g-weighted
multinomial sample. This algorithm will converge, but not necessarily to
the global maximizer.

We can use the class-conditional word distribution, p(w | z), to find
similar words that are connected by a common topic.

Latent Dirichlet allocation. The problem with the above topic model is
that it assumes a fixed set of documents and selects the parameters to
maximize the predictability of words within these. The natural next step
is to extend the above in a way that accounts for modeling unseen doc-
uments. The generative process of this model is that we first choose a
distribution over topics, p(z | a). Then, for each word, sample a topic
from p(z | &) and sample the word from p(w | z).

Effectively, the latent Dirichlet allocation (LDA) model takes a “Bayesian
step up” from latent variable modeling. Its main idea is that it models a
distribution over priors, which are modeled by mixture vectors,

v e AL
This parameter is distributed according to a Dirichlet distribution, and
has hyperparameter «,

k
pva) < [To2="!, az>0,Vz € [K].

The Dirichlet distribution is chosen as the prior because it is a conjugate
prior of the categorical distribution. Typically, we set a4y = « and optimize
« on held-out validation data.

Let U = [p(w; | z)] € [0,1]™*¥, then we have the following distribu-
tion,

pX =[x1,...,x5] | U) = /ﬁp(xt | U,v)p(v;a)do

p(w; | U,v) = Zujzvz



As can be seen, the probabilities are not conditioned on the observed
documents. As a result, when a new document is introduced, we can use
the same distributions, whose parameters were learned from an existing
document collection. In this sense, the LDA model is more robust than
the topic model that was initially introduced.

Probabilistic matrix decomposition. The topic model introduced above is
intimately related to matrix decomposition, where we see that the topic
variable z € [k] plays the role of a rank constraint. More specifically, we
define the following matrices,

U= [p(wj | 2)] € 0,1, V=p(z|dy)] €[0,1]""

We then form N = UV, which is a rank-k matrix. We interpret the
entries of this new matrix N as

k
Nii=ujv; = ; p(wj | 2)p(z | d;) = p(wj | dy).

Note that N is a relative version of N, where N;jj ~ siNij. Thus, we have
a matrix decomposition with additional constraints,

up >0,Vj€[ml,zelk], v;>0,Vie[n],zelk

This is known as non-negative matrix factorization (NMF).*> The objec-
tive follows from the maximum likelihood principle,

n m
(U, V;N)=Y_ Y NylogN;, N=uv'.
i=1j=1
Further, we have normalization constraints on the row and column level,
namely

m k
Zu]'z =1,Vz e [k], Z v, = 1,Vi € [n].
j=1 z=1
Thus, we have a special case of non-negative matrix decomposition with
a log-likelihood objective.

4.3 Embeddings

In natural language, the atomic units of meaning are symbols, such as
words. Generally, these symbols do not carry their meaning with them.
Rather, their meaning come from their use within its language. The
idea of embeddings is to learn representations that capture semantics
by embedding symbols in vector space. Specifically, we want to learn
a mapping from words to vectors such that the vectors represent word
semantics.

The latent variable approach to this problem is to learn latent repre-
sentations that are predictive of observations. Thus, we need to design
a task such that the latent representations of the words must have some
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Original

NMF

Figure 4.1. Factors identified by non-negative ma-
trix factorization in a face reconstruction task.

PCA
F=- —_

Figure 4.2. Factors identified by principal compo-
nent analysis in a face reconstruction task.

s For NMF, we can use the ALS algorithm, where
we add projection steps to enforce non-negativity,

uj; = max{0,u;;}, vy =max{0,v,}.

Figures 4.1 and 4.2 show identified factors of NMF
and PCA on a face reconstruction task. As can be
seen, NMF tends to identify part-based represen-
tations and its features are sparse, because there is
no way of removing added features, due to the non-
negativity constraint. In other words, NMF models
must be careful in what they add.



form of semantics to be able to perform the task well. In the skip-gram
model, we use the task of predicting whether a word is in the context of
another.'® Effectively, we are treating the embedding of each word as a
latent variable that predicts the co-occurring of context words. After the
model has converged, we do not care about performing the task well, but
rather the parameters (embeddings) of the model that lead to the task
being performed well.

This task has the following likelihood function that we wish to maxi-
mize,

T T

00) =log [ [T ] p(xits [ x:0) =) ) logp(xiys | x16),

t=106€l t=106el

where 0 contains the embeddings as parameters of this model and Z is a
set of displacements, e.g., Z = {—R,...,—1,1,...,R}. The probabilities
are computed by normalized inner products,

exp(zw, zo)
Yues exp(zw, Zu)

We can further refine this by introducing biases b, € R to explicitly

p(v|w;0) =

control the marginal probability and using different embeddings for con-
ditioned and predicted words,'” leading to

o Ol ) +b)
P<v | “s 6) N Euez exp((@w, Z”> + b”)

with parameters
0y = (Zw/(.w/ bw) S R2m+1-

Sufficient statistics for this model is a co-occurrence matrix, where
Now = [{t | xt = w, x5 = 0,6 € T}|.

The log-likelihood can then be computed by

00) =13 ) Now <<z;w,zv> + by —log Y exp((§w, zu) +bu)>.

VEX. WEL uex

The problem with this approach is that computing the normalization
constant is expensive. We can discard normalization by reformulating
the prediction problem as a classification problem. For this, we also need
positive samples,

ST =(x,x140) [ £ € [T],0 € T].
And, additionally we need negative samples, which we randomly sample,
_ id .
S =(xt,vy5) | t € [T], v < q,j € [1]],

where g is a distribution over X and r is the sampling factor. Generally, q
is chosen to satisfy

q(w) o p(w)*,
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16 Rupert Firth: “You shall know a word by the com-
pany it keeps.”

7 This is necessary, because words are often not
within their own context window, but will have a
high inner product, because their vectors are equal.

The [] notation indicates a multiset.
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where typically @ = 3/4. The intuition behind this is that what matters /
most in learning semantic representations is not the very frequent words, 08 0l
which carry little meaning, and also not the infrequent words, but the in- ' 7
between range. This choice of « makes them more likely to be sampled, 06 7
as shown in Figure 4.3. 5 ’ 7
= -
We can then define a logistic log-likelihood function that we wish to 04 7 .
minimize, it ’
02 /-~ :
00) = Z log o ({(Cw, zo) + bo) + 2 log(1 — o ({Tw, zu) + bu)).
(wv)eSt (wu)eS— o2 ! ! ! !
0 0.2 0.4 0.6 0.8 1
This does not require computing a normalization constant. p(w)

Pointwise mutual information. Let p(v,w) denote the true distribution of ~ F18ure 43 Plotof p(w)® fora = 3/s.

co-occurring words and by g(v, w) = p(w)p(v) the distribution used for
negative sampling. The optimal Bayesian classifier would then be

tp(v, w)
p(v,w) + (1 — m)q(v, w)’

P((v,w) = true) =

where 77 is the prior probability of a true pair. Considering the pre-image
(logit) of the logistic function, we get

1< 7p(o, w) >
7p(o,w) + (1 — a0, )

_ 7p(o, w) 7p(v,0) + (1 - m)q(v,w)
= log(np(v,w) B s P B G s P ey )
_ mp(v, w)

= 1"g(u = n)q(uw))

p(v, w)
q(v,w)

Hence, in the case of balanced classes 7t = 1/2 (equivalent to r = 1) and

*
hyw =0

o (p) =log 155, pe(0,1).

—1 Y i log L
= Og ” Og 1 — 7_[.
x =1, we get
p(v,w)
p(w)p(v)

which is the pointwise mutual information.

h;w = log

GloVe. Global word vectors (GloVe) considers word embedding models
in terms of matrix factorization. It maximizes a different objective,

¢(6,N) = Z f(Now) (log Now — longw)Z, Now = p(v,w;0),
U,WEL
Ny >0

which is a weighted square loss on the log-scale. In practice, the following
weighting function is used,

o ()}

where often a« = 3/4.
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The idea of this objective is that the we can work with an unnormalized
conditional probability distribution and simply choose

log p(v, w) = (Tw, zo)-

The reason for this is that the squared objective is two-sided, whereas a
likelihood objective will always increase if we increase probabilities and
the balancing effect comes purely from the normalization.

GloVe can be interpreted as a low-rank matrix factorization with
U=1[2,....0,)", V=lz1,...,2z4]".
Then, we have the following matrix of unnormalized probabilities,
logN = uv'.

The GloVe objective is a weighted Frobenius norm of the approximation
residual between the observed log-count matrix and a low-rank factor-
ization of embedding matrices. As a special case, consider

f(N) = min{1, N},

which results in a matrix completion problem,
n n
U,V €argmin ) | ) 1{N;; > 0} <log Njj — (uVT) )
uyv i=1j=1 g

2
= HHIl{N>O} (log N — UVT) HF This is a matrix completion problem with
A =log N and w;; = I{N;; > 0}.

We can optimize U and V by stochastic gradient descent,

Tw < Cw + 211 f(Nyw) (log Now — (Cw, 20)) 2o
zy < 2o + 211 f (Npw) (10g Now — (Tw, 20)) Cw,

where we sample (v, w) at random.
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5 Deep neural networks

Generally, deep learning models consist of a function H : R" — R”
that extracts p-dimensional features from n-dimensional data and a lin-
ear map g that makes the final prediction. The final learned function is
then formalized by i = g o H. Machine learning philosophies differ in
the way that they extract features from the data. There are three main
philosophies,

* Feature engineering: H is hand-crafted to extract intuitive features
that have good predictive power of the label. The problem with this
approach is that it requires domain expertise;

* Feature expansion: H maps to a high-dimensional feature space using
kernels and implicit models;

* Compositionality: The feature extraction function H is learned through
the composition of L simple building blocks,

H=HjoH;_j0---0oHyoH;, H;:R"1 - R",

In compositional models, the partial maps Hj,; = Hjo- - - o Hj produce
intermediate representations. These satisfy the Markov property and, as
such, need to preserve task-relevant information. Once information is
lost, it cannot be recovered. The idea of the layers is to make relevant

information more accessible and explicit with increasing depth, such that

g can easily make a prediction.’8

The key question is how to define the basic building blocks such that
their composition is more powerful than any one block can be. Consider
two linear layers,

F(x; Wy) = Whx, G(x; W) = Wyx.

Their composition is again a linear layer,

(FoG)(x) = Wo,Wix = Wx, W =W, W;.
So, linear layers are not appropriate building blocks.

The key idea is to combine a linear map with a non-linearity,
H(x; W) = &(Wx),
where ® is a non-linear element-wise activation function,
®(z) = [p(z1)s- ., p(zn)], $:R - R

Theoretically, a neural network with one hidden layer and a non-polynomial
activation function is a universal function approximator. This means that
any function can be represented using a single hidden layer and a non-
linear activation function." However, in practice, this single hidden layer
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8 For example, the early layers of CNN typically
learn low-level features, whereas the later layers
will learn higher level features that make use of the
low-level features.

¥ The following are commonly used activation
functions with their derivatives,

e Sigmoid, 0 : R — (0,1),
o) = 1
o'(z) = 0(z)(1 - 0o(2))

= o(z)o(~2);

¢ Hyperbolic tangent, tanh : R — (—1,1),
eF—e’?

e te

tanh’(z) = 1 — tanh?(z);

tanh(z) =

® Rectified linear unit, ReLU : R — R>,

ReLU(z) = max{0,z}
ReLU'(z) = 1{z > 0}.



may need to be infinitely large. A single hidden layer multi-layer percep-
tron (MLP) is formalized by the following function,

B
1+ exp( wa) .

P(x; B,W) = ,BT Wx) Z,B] (w x) i

In order to tune this model, we need to be able to compute its gradients,
which tell us how to locally optimize a loss function /. In this case, we
choose a squared loss, £(,y) = (7 — y)?. The gradients are computed

by

500 B W) =47 = (45 W) = )00, W)
_ Y(xBW)—y
1+exp( w; x)

awﬂ;( ¥(x; B, W) —y)* :(VJ(x}ﬂ/W)—y)aZjil/J(x;ﬁ,W)

= (p(x:pW) - )ﬁ]a o(w]x)

=<¢<x;ﬁ,w>—y>ﬁja(wj (0] %) 30,07

p(x;p W) —y Bixi
1+exp( w, x)1+exp(w x)

Learning is typically carried out through stochastic gradient descent,
which iteratively selects a random mini-batch §; € & = {(x;,v;)}"
The update rule is then

01 =0:—1 Y Vol(p(x;0),y).
(xy) €S

5.1 Backpropagation

Calculating the gradient by hand for every model is very tedious and time
consuming. Backpropagation is an algorithm that can compute the gradi-
ent of any function, which consists of building blocks with known gradi-
ents, in linear time. This algorithm makes use of dynamic programming,
which means that it breaks the problem down into smaller subproblems
and re-uses solutions to previously seen subproblems. In this case, the
solution to the subproblems are the gradients, which can be re-used in
later gradients by the chain rule and sum rule. In short, backpropagation
exploits compositionality to efficiently compute the gradient.

Let Hi : R” — R™ be an intermediate layer of a compositional model.
It’s Jacobi map is defined as

. Ohy;
elij = =
Kl aZ]
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In this case, g(y; 8) = By and H(x; W) = Wx.

hy; is the i-th output of layer k and z; is its j-th
input.



which is an implicit function of the input z € R" to hy. Furthermore,
define the error signal as
-
O = 2
ohy
which quantifies how a change in loss is induced by a change in unit

k’s activation. Using the chain rule, we can find a recurrence relation
between error signals,

5 - 01T [ 9 Ay
KT lome| T | Ok oy

)
} = b

Thus, we can use dynamic programming to compute all error signals
efficiently. Lastly, in order to compute the gradient w.r.t. the parameters,
we use the chain rule again,

a o omy

O[Wilij Ol O[Wil;

_a [a¢<y>

= o | oy Wiz

oy kazk1‘| o[ Wiij
= &/ diag (¢’ (Wiz_1)) vec;([z—1];)
= [5k]i'¢,([wk”—zk—1) “[zk-a;-
Intuitively, the local parameter gradient % is the product of an up-
stream vector z;_1, a downstream error signal Jy, and the local sensitivity

of the unit ¢/ (Wj.zx_1). Note that we first need to perform a forward pass
in order to compute these gradients in the backward pass.

Moreover, we have the following Jacobi maps for different activation
functions,

e Linear activation, J, = W;
e RelU layer, J; = diag(1{Wz > 0})W;

* Sigmoid layer, J; = diag(c(Wz) © o(—Wz))W.

5.2 Gradient methods

In gradient descent, we iteratively update the parameters by
Oy1 = B — 7 VL(B), 17 >0.

A fundamental question is whether gradient descent will converge to
an optimal solution. The key intuition is that gradient descent can only
work if the gradient does not change too much relative to the step size.
The gradient information must remain informative in a neighborhood
around a point.
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Definition 5.1 (Smoothness). A differentiable function ¢ : RY — R
is L-smooth for some L > 0 if

|Veo) —veo )| <Lje—6|, Vve,0.

This is equivalent to the gradient being L-Lipschitz continuous.

Smoothness implies a bound on the Hessian,
IWV2e(0)|| < L, V6.

As a consequence, this means that smoothness bounds the largest eigen-
value of the Hessian. A large L means that the gradient can change
quickly, making it more unstable, thus we need to lower the stepsize.
This is intuitively why the stepsize # = 1/L works well.

Definition 5.2 (e-critical point). Let £ be differentiable at 6, then 0 is
an e-critical point if

IVEO)]| < e.

Lemma 5.3. Gradient descent on an L-smooth, differentiable func-
tion £ : R? — R with step size 7 = 1/L finds an e-critical point in at

most
2L(4(6g) — £*)

k= =2

steps.

Thus, smoothness is sufficient to find local minima. The question is
what properties of ¢ will ensure convergence to a global minimum.

Definition 5.4 (Polyak-Lojasiewicz condition). A differentiable func-
tion £ : R? — TR satisfies the Polyak-Lojasiewicz (PL) condition with
parameter p > 0 if

S| VO = ue(e) — ), o,

Lemma 5.5. Let ¢ be differentiable, L-smooth, and u-PL. Then, gra-
dient descent with stepsize # = 1/L converges at a geometric rate,

0(6y) — 0 < ( - %)k(e(eo) — ).

Definition 5.6 (Strong convexity). A differentiable function ¢ : R? —
R is p-strongly convex for some y > 0 if

(o) = €(0) + (VL(0),6' —0) + Z|lo' 0|2, Vo0
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Figure 5.1. Graph of the gradient of an L-smooth
1-dimensional function. Due to smoothness, the gra-
dient may only stay within the grey area for every
point. Higher L makes the area larger, which means
that the current gradient is less informative about
its surroundings. Thus, we have to be more careful
when applying gradient descent.



Intuitively, strong convexity bounds the smallest eigenvalue of a lo-
cally quadratic approximation of /.

Lemma 5.7 (Strong convexity = PL). Let ¢ be u-strongly convex,
then it fulfills the PL condition with the same y.

Thus, strong convexity ensures convergence to a global optimum.

Momentum. The heavy ball method is an optimization algorithm with
momentum,

01 = 0 —VL(6) + B(Or — Ok_1), B € (0,1).

Intuitively, we are acting as if the iterates have mass. As a consequence,
we will pass small gradient areas faster, and thus overcomes converging
to local minima.

Adaptivity. AdaGrad uses the gradient history to adapt the stepsize per
dimension,

[ek-i-l]i = [ek]i - U?V{f(ﬂk), 175? = L,
v+

where

7= (Vie(ey)>

Acceleration. Nesterov’s accelerated gradient descent has the following
update rule,

i1 = Ok + B(6r — 0,_1)
O = 6;<+1 - ’7V€(62+1)-

While it is not intuitive why this works, it provides a faster convergence
rate than vanilla gradient descent.

Adam. Adam combines momentum and adaptivity to increase conver-
gence speed. It defines the following variables,

8k =P8+ (1—B)VL6), PeEI0]]
b = ahy_q + (1 —a)V0(60,)%, «€[0,1].

The update rule is then

Op1 =0k MO8 M=10O (m+5)-

5.3  Convolutional neural networks

Images and audio have an extremely high dimensionality, which means
that a fully connected layer would have an extremely high parameter
count. However, we can exploit the locality, scale, and shift invariance of
these types of data using a new operator; the convolution.
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Definition 5.8 (Convolution). Given two functions f, k, their convo-
lution is defined as

geel

(f*h)(u)i/ h(u—t)f(t)dt:/_o;f(u—t)h(t)dt.

J —00

The convolution operator is shift invariant, meaning that if we shift
and then apply the operator, we get the same result as if we were to first
apply the operator and then shift. Formally,

faxh=(fxh)a

The converse is also true: any linear shift-invariant transformation can
be written as a convolution.

In practice, we have discrete data, which means that we have to define
a discrete convolution operator,

Zf [u—t].

t=—o00

This easily extends to two dimensions,

(f xh)[x,y] = Z quv [x —u,y — vl

U=—00 V=—00
Typically, f and & are defined over a finite domain.

The cross-correlation operator is equal to a convolution with a flipped
kernel,

(fxh)[u Z ht

t=—00

Convolutional neural networks (CNN) learn the kernel of convolu-
tional layers and stacks them in a compositional way to extract features
from images. In this way, these layers exploit the shift invariance, locality,
and scale of the data. Furthermore, it increases the statistical efficiency
w.r.t. MLPs, because of the shared parameters.

As MLPs, CNN s alternate between (linear) convolutional layers and
non-linear element-wise functions to increase model capacity. Moreover,
it employs max-pooling layers to decrease the dimensionality of the input.
It does so by taking only the maximum of every k x k patch. This has
the effect that the input is subsampled k times. After many max-pooling
layers, the data will no longer be location dependent, which allows us to
throw away spatial information by flattening the data. From there, linear
layers can be used to make the final prediction.
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6 Generative models

Generally, a dataset has a true generative process p(x) that we can sample
from by querying the dataset. Considering that collecting data is often
expensive, we wish to parametrize a generative model p(x;0) that is
indistinguishable from p(x).

We want the models to not generate unnatural patterns, so we do not
want the following,

p(x;0) > p(x) =0, I

Furthermore, we want the full domain of the distribution to be covered
by our generative model. Thus, we also do not want the following to
happen,

p(x) > p(x;0) =0, .

Moreover, we want to train generative models such that they give
high probabilistic mass to samples from the dataset. Thus, a good objec-
tive function is to maximize the log-likelihood of the dataset (maximum
likelihood estimation),

E(B) = ]Exwp(x) Dog p(x; 6)]

However, we will see that some models cannot tractably compute the
likelihood and must thus resort to lower bounds. We will also see that
the likelihood might not be the best measure of success, which will lead
to alternative loss functions.

6.1 Autoregressive models

Autoregressive models make use of a sequential ordering of variables
and define the model directly on these observables. There are data types
that have an inherent temporal ordering, such as text and audio, while
other data types require defining an ordering. For example, in order
to generate images pixel-by-pixel, a consistent ordering of the pixels
must be defined. Empirically, it has been found that any ordering, even
random, works well.

In order to compute the likelihood, autoregressive models make use
of the chain rule,

m

p(x;0) =Y p(x; | x1,...,%1;0).
=1

Typically, autoregressive models are modeled by modeling the condi-
tional distribution p(x; | x1.4—1;0) as a neural network. Specifically, the
history is first mapped to a latent variable (embedding),

X1:4—1 > 2 € ]Rd,
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which is used to predict the probability distribution over next observables
xt by applying the softmax operator,

exp(z, wy)
x| x1.4-1,0) = .
Pl i) = L ep e )
We sample from p(x;0) by iteratively sampling p(x; | x1.4—1;6) and ap-
pending it to the history.

Pixel CNN. Pixel CNN is used to generate n X m images,

nxm

p(x) =[] plxilxn,... x)
t=1

However, it only conditions on the pixels within a predefined context
window. Since it is only allowed to use information about pixels above
and to the left of the current pixel, we have to use a masked kernel win-
dow that zeroes out all pixels below and to the left of the current pixel.
This enables the model to learn much faster than other autoregressive
models, because it does not have to wait for all previous pixels to be
generated, because we already have access to them, and the latent rep-
resentation depends only on the pixels within the context window. But,
generation is still slow, because all pixels in the context window need to
be generated first.

Transformers. Recently, transformers have been used to power state-of-
the-art language models. They make use of multi-headed self-attention
(MHSA), layer normalization, and an MLP. Let X € RT*4 contain the T
d-dimensional embeddings in the current context window. MHSA intro-
duces a query matrix Wg € Rk, a key matrix Wx € R**, and a value
matrix Wy € R*". We multiply these with X to compute query, key,
and value representations for every timestep,

Q=XWp e RI*f, K =XWg e RI*, v =XxWy e RT*".

These interact like a soft mapping, where the queries and keys decide
how much from the values should be taken,

= Txr QK" TXT
E=AVeR"”™", A =softmax eR ,
vk

where softmax is applied row-wise. Intuitively, the queries broadcast
what information the timesteps want, the keys broadcast what informa-
tion they have to be compatible with the queries, and the values contain
the actual information. The outputs &; are convex combinations of the
values v;, where the query ¢q; and keys k; decide the attention weights
Ait,

T
.
&i=Y ayv, ayox<q; ke
=1
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Setting d = k = r, makes the output shape equal the input shape, which
means that we can stack self-attention layers easily. Furthermore, we
can add “heads” that are each smaller self-attention operations that are
combined. Let & be the number of heads, then we first project X to h
d/h-dimensional representations,

XW; e RVt w; e R™>" i e [n].

—

Afterwards, we apply self-attention to each head. Finally, we concatenate
Layer norm l

é—

E = concat(heady, ..., head;,)Wp € RT*, Wy € R4 | Feed forward |

them and project them to the output, l

These can efficiently be computed by parallelizing the self-attention op- l

I Layer norm l

é—

Masked MHSA |
future timesteps. This is easily done by adding a mask matrix to the T_T:T

attention matrix, resulting in

erators of the heads.

In order to satisfy the autoregressive property, we need to mask out l

X
— 00 — Q0 ... — Q0
A i ( QKT M M 0 - - =00 Figure 6.1. Layer in the transformer architecture.
= softmax , =
vk
0 0o -+ —o

The result is that a;; = 0 for ¢ > i, so the i-th timestep is only a function
of the timesteps before it.

Transformers also make use of layer normalization, which normalizes

the data by

x — 1d 1 ¢
x':7< UV)+‘B, V:Hin, O'ZZEE<XZ‘—]1)2,
i=1 i=1

where 7, 8 € R are parameters. This normalization block is applied in

order to balance activation magnitudes across tokens and dimensions.

6.2 Variational autoencoders

The variational autoencoder (VAE) is a latent variable model, where x is
first mapped to an instantiation of an elementary distribution p(z | x)
by an encoder, from which we sample the latent variable z. Then, a de-
coder reconstructs the original input £ from this latent variable z. During
training, we make sure that the output distributions of the encoder do
not deviate too far from a prior distribution p(z). After training, we can
then generate new data points by sampling z from the prior and passing
it through the decoder.

The log-likelihood is computed by

log p(x;6) = log [ p(z)p(x| z:6)dz,



which is intractable, because we cannot integrate over all latent variables.

Thus, we must derive an ELBO using a variational distribution g,

log p(x;0) =

p(z)

logq . p(x |z 0)dz

(2)
)logp(x|z6 dz—/q
— Dxi(4(2)[lp(2))

We parameterize q as the encoder with parameters 3 (instead of choosing

—/

q(z) [log p(x | z; )}

g for every x like in the case of mixture models), which results in the
final loss function,

—Dx(9(z | % 9)[[p(2))-

Thus, the ELBO encourages good reconstruction by the first term and

0(0,9) = Byzxy)[log p(x | 2;0)]

makes sure that the distributions produced by the encoder do not deviate
too far from the prior by the second term. However, we can make a Monte
Carlo approximation of the expectation by using the reparametrization
trick. This involves sampling an instance from a fixed distribution and
using this to compute an instance of the desired distribution with the
same probability. In the case of g as a Gaussian, where the encoder
outputs means p and variances o, we can obtain a sample from this
distribution by only sampling from N(0, I) as follows,

e ~N(0,I)
z=p+oOe.
2)). The second term of the ELBO is

analytically computable if we further define the prior to be Gaussian

N(0,1).

z is a sample from N (u, diag(co

6.3 Generative adversarial networks

In practice, the log-likelihood may not be the best to optimize for. The
next idea views generative models in terms of a classification problem,

=Yp(x) +

where Y indicates from which distribution x is sampled.

p(x,Y;8) (1-Y)p(x;0), Ye€{0,1},

Assume that we have access to a classifier (or discriminator) that can
distinguish between samples from the true data distribution and samples
from the model’s distribution,

m:R" —[0,1],

n(x) ~P(Y=1]x).
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We then have the following logistic loss,

0(6; 1) =E[Ylogm(x)+ (1 —Y)log(1— m(x))]
= /p(x) log n(x)dx+/p(x;6) log(1 — 7r(x))dx.

The Bayes-optimal classifier for this loss is

(x) =P(Y =1 x)
px | Y=1p(Y=1)
plx | Y=1)p(Y=1)+p(x|Y=0)p(Y =0)
p(x)-1/2
p(x)-1/24 p(x;0) - 1/2
p(x)
p(x) +p(x;0)

Furthermore, by using the Bayes-optimal classifier, we can rewrite the

logistic loss function as optimizing the Jensen-Shannon divergence be-
tween p(x) and p(x;0),

COMPUTATIONAL INTELLIGENCE LAB 44

Bayes’ rule.

Set equal priors for both cases.

/ p(x (P)( dx + / p(x;0)log p(x)PE:C/pB()x,B) x Insert Bayes-optimal classifier.
=E,« _10g p(x);—ji—(y;ca)(x,ﬂ)] +E,(x0) {log p(x)p:i@pe()x,e)] Rewrite as expectations.
=E, _log 5 (p(i 571(’;)(”9))} +E,(x0) [log 5 (pz(;c)P fp e()x 6))] lgf;ézi.ply by 2/2 within the logarithms on both
=E, —log %] +E,(x0) [log ;m] —log4 Take out the — log 2 of both expectations.
( H +p %9 ) + D1, (p(x; B)HW> —log4 Dy.(pllg) =E, {bg %]

— 2Dy (p(x) | p(x; >> log 4.

In practice, we do not have access to p(x) and p(x;0) to compute the
optimal discriminator 77*. Despite this, it is not a hard job, so we can
expect a neural network, parametrized by ¢, to perform well on this task.
This results in an adversarial loss function,

0 = argminmgx 0(0,¢), ¢ =argmax((6%,¢).
0 ¢

This can be optimized by gradient descent where every step involves
optimizing both “players”. However, that is often non-converging. The
extragradient method usually performs better.

6.4 Diffusion models

Diffusion models represent the new state-of-the-art in generative models.
Instead of generating a full sample in one forward pass, it breaks it down
into many small iterative steps. It does so by starting from pure noise,

Dis(pll9) = 3Dxe(pllZ57) + 3 D (gl 57).



xr ~ N(0,1), and iteratively working toward a sample from the data
distribution, xp ~ p(x).

The forward diffusion process forms a Markov chain,
xp = wpxe_1 + Prer, €~ N(0,1),
where ay, Bt € (0,1). Typically, a; and B¢ are chosen to preserve signal

af+pi=1, pr=y/1-af.

Given x(, we can directly compute x; for any f,

variance, i.e.,

xt = &xo + Brer, € ~N(0,1),

t
&t:HOCT, ﬁt:\/l—ﬁég.
=1

Because lim; ;. &y = 0, we iteratively remove information in the diffu-

where

sion process. In the limit, all information of xy is lost,

Xoo | X0 ~ N(0,1).

The idea of diffusion models is to learn the time-reversed Markov
chain,

p(xi—1 | x1;0).

Provided that lim; . Bt = 0, then we can approximate this distribution
by a Gaussian,

xi—1 | xe ~ N (p(xe, t;0),E(xt, £0)),
which we can simplify to only learn the mean,
X1 | 2~ N(u(x, 1;0),671),  of € {Br, pr}-

Optimizing the log-likelihood with this model reduces to optimizing the
squared error criterion between x;_; and p, which is easy to optimize.
Because the next step x;_1 can be computed from the noise €, this is
effectively the same as training a model to output the added noise and
optimizing w.r.t. the squared error on the noise. The learning algorithm
can be found in Algorithm 1 and the sampling algorithm can be found
in Algorithm 2. For image generation, e(x, t; ) is typically modeled as
a U-net.
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Require: {B;}]
1: while not converged do
2: xXp~q
3 t ~ Unif([T])
4 e ~N(0,1)
5 (o) =1 ’e—e(ﬁctxo—i-ﬁte,t;ﬂ)ﬂz
6
7

: 0+ 0—1nVeo)
- end while

Require: {f;}L |, 0

L XT N(O, I)

cfort=T,...,1do

3 z~N(0,I)ift >1elsez=0
_1(,, B :

4 Xp-1 = 3, (xt Bte(xt, t; 9)) + 0z

5. end for

6

[

N

. return xg
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Algorithm 1. Diffusion model training algorithm.

Algorithm 2. Diffusion model sampling algorithm.
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