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Evaluation	

•  39%	on	3	assignments,	each	worth	13%	
•  31%	on	2	exams	(15%	midterm	exam,	16%	final	

exam)	
•  30%	on	Final	Project	(9%	mid-way	report,	21%	final	

report)	



Evaluation	

Tentative	Assignment	Dates--	check	Piazza	for	updates:	
•  Assigment	1:	Out:	Sep	16	--	Due:	Sep	30	
•  Assigment	2:	Out:	Oct	9	--	Due:	Oct	23	
•  Assigment	3:	Out:	Oct	30	--	Due:	Nov	13	
	
Tentative	Exam	Dates:	
•  Exam	1:	Oct	8	
•  Exam	2:	Nov	21	

Tentative	Project	Report	Dates:	
•  Midway	3-page	project	report:	Due	Oct	30	
•  Final	8-page	project	report:	Due	Dec	4		



Evaluation	
•  5	grace	days	for	all	assignments.	
•  No	more	than	3	grace	days	per	assignment.	After	3	late	

days,	you	will	get	0.		

•  No	grace	days	for	projects	
•  Unused	grace	days	from	homeworks	CANNOT	be	

applied	to	the	project.		
•  Late	project	reports	will	not	be	accepted.		



Project	
• The	idea	of	the	final	project	is	to	give	you	some	experience	trying	
to	do	a	piece	of	original	research	in	machine	learning	and	
coherently	writing	up	your	result.		

• What	is	expected:	A	simple	but	original	idea	that	you	describe	
clearly,	relate	to	existing	methods,	implement	and	test	on	
some	real-world	problem.	

• To	do	this	you	will	need	to	write	some	basic	code,	run	it	on	
some	data,	make	some	figures,	read	a	few	background	papers,	
collect	some	references,	and	write	an	8-page	report	describing	
your	model,	algorithm,	and	results.	



Text	Books	
• 	Ian	Goodfellow,	Yoshua	Bengio,	Aaron	Courville	(2016)		
Deep	Learning	Book	(available	online)	

• 	Christopher	M.	Bishop	(2006)	
Pattern	Recognition	and	Machine	Learning,	Springer.		
	
• 	Kevin	Murphy	(2013)		
Machine	Learning:	A	Probabilistic	Perspective	
	
• 	Trevor	Hastie,	Robert	Tibshirani,	Jerome	Friedman	(2009)	
The	Elements	of	Statistical	Learning	(available	online)	
	
• 	David	MacKay	(2003)	
Information	Theory,	Inference,	and	Learning	Algorithms		
	
• 	Most	of	the	figures	and	material	will	come	from	these	books.		



Online	Resources	
• 	I	will	be	using	a	number	of	online	resources,	including		

• 	Joan	Bruna’s	Deep	Learning	Course	
http://joanbruna.github.io/stat212b/	
	
	
• 	Hugo	Larochelle	Neural	Network	Course	
http://info.usherbrooke.ca/hlarochelle/neural_networks/description.html	

• 	Deep	Learning	Summer	School	in	Montreal		
https://sites.google.com/site/deeplearningsummerschool2016/home	
	
• 	I	will	be	adding	more	resources,	check	the	webpage.		



Images	&	Video	

Relational	Data/		
Social	Network	

Massive	increase	in	both	computational	power	and	the	amount	of	
data	available	from	web,	video	cameras,	laboratory	measurements.	

Mining	for	Structure	

Speech	&	Audio	Text	&	Language		

Product		
Recommendation	

• 	Develop	statistical	models	that	can	discover	underlying	structure,	cause,	or	
statistical	correlation	from	data.		
• 	Multiple	application	domains.	

Gene	Expression	

fMRI	 Tumor	region	



Images	&	Video	

Relational	Data/		
Social	Network	

Massive	increase	in	both	computational	power	and	the	amount	of	
data	available	from	web,	video	cameras,	laboratory	measurements.	

Mining	for	Structure	

Speech	&	Audio	

Gene	Expression	

Text	&	Language		

Product		
Recommendation	

fMRI	

• 	Develop	statistical	models	that	can	discover	underlying	structure,	cause,	or	
statistical	correlation	from	data.		
• 	Multiple	application	domains.	

Tumor	region	
Deep	Learning	Models	that			
support	inferences	and	discover	
structure	at	multiple	levels.	



Impact	of	Deep	Learning	

• 	Speech	Recognition	

• 	Computer	Vision	

• 	Language	Understanding		

• 	Recommender	Systems		

• 	Drug	Discovery	and	Medical	
Image	Analysis		



Understanding	Images:		

Model	Samples	

• 	a	group	of	people	in	a	crowded	area	.	
• 	a	group	of	people	are	walking	and	talking	.	
• 	a	group	of	people,	standing	around	and	talking	.	
• 	a	group	of	people	that	are	in	the	outside	.		
	

strangers,		coworkers,		conventioneers,		
attendants,		patrons	

TAGS:	

Nearest	Neighbor	Sentence:	
people	taking	pictures	of	a	crazy	person	



Caption	Generation	



Caption	Generation	



Example:	Boltzmann	Machine	

Input	data	(e.g.	pixel	
intensities	of	an	image,	
words	from	webpages,	
speech	signal).	

Target	variables	
(response)	(e.g.	class	
labels,	categories,	
phonemes).	

Model	parameters	
Latent	(hidden)	
variables	

Markov	Random	Fields,	Undirected	Graphical	Models.	



Legal/JudicialLeading          
Economic         
Indicators       

European Community 
Monetary/Economic  

Accounts/
Earnings 

Interbank Markets

Government 
Borrowings 

Disasters and 
Accidents     

Energy Markets

Finding	Structure	in	Data	

Vector	of	word	counts	
on	a	webpage	

Latent	variables:	
hidden	topics	

804,414	newswire	stories	



Natural	Language	Understanding	
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Context:

<unk> undergo <unk> reactions with <unk> to afford a number of unique five membered <unk>, as depicted in the figure below. This reactivity is due to the strained three
membered ring and weak N-O bond.
= Battle of Dürenstein =
The Battle of Dürenstein (also known as the Battle of <unk>, Battle of <unk> and Battle of <unk>; German: <unk> bei <unk> ), on 11 November 1805 was an engagement in
the Napoleonic Wars during the War of the Third Coalition. Dürenstein (modern <unk>) is located in the <unk> Valley, on the River Danube, 73 kilometers (45 mi) upstream
from Vienna, Austria. The river makes a crescent-shaped curve between <unk> and nearby Krems an der Donau and the battle was fought in the flood plain between the
river and the mountains. At Dürenstein a combined force of Russian and Austrian troops trapped a French division commanded by Théodore Maxime Gazan. The French
division was part of the newly created VIII Corps, the so-called Corps Mortier, under command of Édouard Mortier. In pursuing the Austrian retreat from Bavaria, Mortier had
over-extended his three divisions along the north bank of the Danube. Mikhail <unk> Kutuzov, commander of the Coalition force, enticed Mortier to send Gazan’s division into
a trap and French troops were caught in a valley between two Russian columns. They were rescued by the timely arrival of a second division, under command of Pierre Dupont
de l ’Étang. The battle extended well into the night. Both sides claimed victory. The French lost more than a third of their participants, and Gazan’s division experienced over
40 percent losses. The Austrians and Russians also had heavy <unk> to 16 <unk> perhaps the most significant was the death in action of Johann Heinrich von Schmitt, one of
Austria’s most capable chiefs of staff. The battle was fought three weeks after the Austrian capitulation at Ulm and three weeks before the Russo-Austrian defeat at the Battle
of Austerlitz. After Austerlitz Austria withdrew from the war. The French demanded a high indemnity and Francis II abdicated as Holy Roman Emperor, releasing the German
states from their allegiance to the Holy Roman Empire.
= = Background = =
In a series of conflicts from 1803-15 known as the Napoleonic Wars, various European powers formed five coalitions against the First French Empire. Like the wars sparked by
the French Revolution (1789 ), these further revolutionized the formation, organization and training of European armies and led to an unprecedented militarization, mainly due
to mass conscription. Under the leadership of Napoleon, French power rose quickly as the Grande Armée conquered most of Europe, and collapsed rapidly

XL Generation: Reference:

after the French conquest of Italy. This victory marked the beginning of the Second
Coalition. Napoleon’s rapid advance caused Austria – Russia, Britain and Russia
to make peace negotiations. The Russian army under Prince Mikhail Mikhailovich
Mikhailovich Chaffee, commander of the Imperial Russian Army in Switzerland, was
able to drive off the Austrians in the Battle of Stockach (1805) and to take Pressburg
(modern Ö3 Austria) from the Austrians. At an early stage the Austro-Hungarian fleet
had been damaged in a storm off Cape Matapan; this allowed the Allies to launch a
full-scale invasion of Italy in February 1805. The Battle of Austerlitz was the decisive
French victory against Napoleon and the largest naval battle in history, involving more
modern-day European navies. The French military situation worsened as Napoleon
faced several threats related to his newly formed Army of Europe, particularly Russia
itself, which was now on the verge of collapse. The Russian general and friend of
Napoleon, Alexander, had been dissatisfied with the conduct of the Austrians; he was
still in conflict with Emperor Napoleon, the French Republic’s king, who had declared
war on Austria during the summer of 1804. With the war over, Napoleon decided to
launch a second invasion of Italy in October 1805.
= = Prelude = =
In July 1805, the French 1st Army entered southern Italy. The army, under the com-
mand of Marshal Marmont, were reinforced by a few battalions of infantry under
Claude General Auguste de Marmont at the town of Philippsburg and another bat-
talion at Belluno. On 17 September 1805, the army marched from Belluno towards
Krems. By 29 September, they had reached Belluno and conducted its advance against
a small Austrian force. By 31 September, the whole force had been reinforced by a
brigade from the Army of Tyrol under the command of Pierre Augereau. The Austri-
ans were now under the command of Marshal Jean Victor Marie Moreau, a member of
the Directory. Moreau had taken command of the Austrian invasion force in the spring
of 1805. His command included the VI Corps commanded by Jean Baptiste Drouet de
Ney and the VI Corps commanded by Generals Jean Victor Marie Moreau and Joseph
Souham. Ney’s corps consisted of the III. Corps and VI. Corps, which consisted of
the III Corps and VI. Corps, located in the Austrian Netherlands, was commanded by
Friedrich Joseph, Count Baillet de Latour. Moreau’s army consisted of six divisions
and several associated brigades.
= = Aftermath = =
= = = First Coalition forces = = =
On 9 October 1805 the French Army of the Danube was attacked by an Austrian army
under Archduke Charles at the Battle of Austerlitz. Although Charles and Charles had
not had much time to regroup, on 10 October, he launched his attack on the Polish
forces under Friedrich Joseph, Count of Lauenburg. After three days, Charles’ army
captured Lauenburg. The French forces pursued the Austrians to the Silesian border,
where they encountered strong Austrian resistance. These conflicts forced the Austri-
ans to retreat into Tyrol and Austria agreed to a truce. The Austrian army, commanded
by Wenzel Anton Karl, Count of Merveldt, was reduced to around 10,000 men. It
was initially planned that Archduke Charles would launch a counter-attack against the
French army on the same day, as Napoleon had hoped, but this was not carried out.
On 25 October, Merveldt left Styria for Tyrol. On the same day, Austria launched its
new offensive against the French at Ulm. Charles withdrew his army from the region
for a third time at the Battle of Elchingen, under the overall command of the Aus-
trian generals, Ferdinand and Friedrich Wilhelm of Jülich-Cleves-Berg. To prevent
Archduke Charles from escaping from the battlefield, the commander of the Habsburg
army, Archduke Charles, planned to occupy the fortress Linz; instead, he decided to
force Franz von Hipper to surrender the city. However, as Charles moved to the south,
Moreau arrived on the scene with additional soldiers – including the entire Imperial
Guard – and defeated the Austrians at the Battle of Hohenlinden on 28 October. The
loss of Linz resulted in Austria’s complete defeat at Hohenlinden. In the meantime,
the French Army of Observation and Preparedness was reorganized into the Army of
the Danube under Feldzeugmeister (Colonel-General) Friedrich Freiherr von Hotze.
The army was composed of the I, IV, VI, VI, VII, VIII and IX Corps. With reinforce-
ments from Italy and France, it formed new battalions, companies, and squadrons in
the Austrian army. On 17 November 1804, at the Battle of Jena-Auerstadt the Army
of Silesia and the Army of Silesia joined forces, but by the time that the French ap-
proached Vienna, the Prussians had already surrendered. As the Austrians did not
want to allow the war to continue, they decided to abandon their territories in the
north and move their army to the north and west, cutting off Charles from Vienna.
The Battle of Warsaw was fought on 23 October 1805 between the French Army of
the Danube and the Austrian Army of Styria in the vicinity of Warsaw and Pressburg
(modern Trnava, Slovakia). At that time Habsburg forces

after the disastrous invasion of Russia in 1812. Napoleon’s empire ultimately suffered
complete military defeat in the 1813 – 14 campaigns, resulting in the restoration of
the Bourbon monarchy in France. Although Napoleon made a spectacular return in
1815, known as the Hundred Days, his defeat at the Battle of Waterloo, the pursuit
of his army and himself, his abdication and banishment to the Island of Saint Helena
concluded the Napoleonic Wars.
= = Danube campaign = =
From 1803-06 the Third Coalition fought the First French Empire and its client states
(see table at right ). Although several naval battles determined control of the seas,
the outcome of the war was decided on the continent, predominantly in two major
land operations in the Danube valley: the Ulm campaign in the upper Danube and the
Vienna campaign, in the middle Danube valley. Political conflicts in Vienna delayed
Austria’s entry into the Third Coalition until 1805. After hostilities of the War of the
Second Coalition ended in 1801, Archduke <unk> emperor’s <unk> advantage of the
subsequent years of peace to develop a military restructuring plan. He carefully put
this plan into effect beginning in 1803 – 04, but implementation was incomplete in
1805 when Karl Mack, Lieutenant Field Marshal and Quartermaster-General of the
Army, implemented his own restructuring. Mack bypassed Charles ’ methodical ap-
proach. Occurring in the field, Mack’s plan also undermined the overall command
and organizational structure. Regardless, Mack sent an enthusiastic report to Vienna
on the military’s readiness. Furthermore, after misreading Napoleon’s maneuvers in
Württemberg, Mack also reported to Vienna on the weakness of French dispositions.
His reports convinced the war party advising the emperor, Francis II, to enter the con-
flict against France, despite Charles ’ own advice to the contrary. Responding to the
report and rampant anti-French fever in Vienna, Francis dismissed Charles from his
post as generalissimo and appointed his <unk> brother-in-law, Archduke Ferdinand,
as commander. The inexperienced Ferdinand was a poor choice of replacement for
the capable Charles, having neither maturity nor aptitude for the assignment. Al-
though Ferdinand retained nominal command, day-to-day decisions were placed in
the hands of Mack, equally ill-suited for such an important assignment. When Mack
was wounded early in the campaign, he was unable to take full charge of the army.
Consequently, command further devolved to Lieutenant Field Marshal Karl Philipp,
Prince of Schwarzenberg, an able cavalry officer but inexperienced in the command
of such a large army.
= = = Road to Ulm = = =
The campaign in the upper Danube valley began in October, with several clashes in
Swabia. Near the Bavarian town of Wertingen, 40 kilometers (25 mi) northwest of
Augsburg, on 8 October the 1st Regiment of dragoons, part of Murat’s Reserve Cav-
alry Corps, and grenadiers of Lannes ’ V Corps surprised an Austrian force half its
size. The Austrians were arrayed in a line and unable to form their defensive squares
quickly enough to protect themselves from the 4,000 dragoons and 8,000 grenadiers.
Nearly 3,000 Austrians were captured and over 400 were killed or wounded. A day
later, at another small town, <unk> south of the Danube <unk> French 59th Regiment
of the Line stormed a bridge over the Danube and, humiliatingly, chased two large
Austrian columns toward Ulm. The campaign was not entirely bad news for Vienna.
At Haslach, Johann von Klenau arranged his 25,000 infantry and cavalry in a prime
defensive position and, on 11 October, the overly confident General of Division Pierre
Dupont de l’Étang attacked Klenau’s force with fewer than 8,000 men. The French
lost 1,500 men killed and wounded. Aside from taking the Imperial Eagles and <unk>
of the 15th and 17th Dragoons, Klenau’s force also captured 900 men, 11 guns and 18
ammunition wagons. Klenau’s victory was a singular success. On 14 October Mack
sent two columns out of Ulm in preparation for a breakout to the north: one under
Johann Sigismund Riesch headed toward Elchingen to secure the bridge there, and the
other under Franz von Werneck went north with most of the heavy artillery. Recogniz-
ing the opportunity, Marshal Michel Ney hurried the rest of his VI Corps forward to
re-establish contact with Dupont, who was still north of the Danube. In a two-pronged
attack Ney sent one division to the south of Elchingen on the right bank of the Danube.
This division began the assault at Elchingen. At the same time another division crossed
the river to the east and moved west against Riesch’s position. After clearing Austrian
pickets from a bridge, the French attacked and captured a strategically located abbey
at the top of the hill at bayonet point. The Austrian cavalry unsuccessfully tried to fend
off the French, but the Austrian infantry broke and ran. In this engagement alone, the
Austrians lost more than half their reserve artillery park, 6,000 (out of 8,000 total par-
ticipants) dead, wounded or captured and four colors. Reisch’s column also failed to
destroy the bridges across the Danube. Napoleon’s lightning campaign exposed the
Austrian indecisive command structure and poor supply apparatus. Mack

Table 12: Example 2 – 1,000 tokens generated by XL using a snippet from the Wikitext-103 test set as initial context. The sample is
randomly generated without any cherry picking.
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Important	Breakthroughs	
• 	Deep		Belief	Networks,	2006	(Unsupervised)	

Hinton,	G.	E.,	Osindero,	S.	and	Teh,	Y.,	A	fast	learning	algorithm	for	deep	belief	
nets,	Neural	Computation,	2006.	

Higher-level		
features:	
	

Low-level		
features:	
Edges	

Input:	Pixels	

	
• 	Adding	additional	layers	improves	
variational	lower-bound.		

• 	Efficient	greedy	layer-by-layer	
learning	learning	algorithm.		

• 	Inferring	the	states	of		the	hidden	
variables	in	the	top	most	layer	is	easy.		

Theoretical	Breakthrough:	

Efficient	Learning	and	Inference	
with	multiple	layers:	



Important	Breakthroughs	

• 	Deep	Nets	for	Speech	(Supervised)		

• 	Deep	Convolutional	Nets	for	Vision	(Supervised)		
Krizhevsky,	A.,	Sutskever,	I.	and	Hinton,	G.	E.,	ImageNet	Classification	with	Deep	
Convolutional	Neural	Networks,	NIPS,	2012.		

Hinton	et.	al.	Deep	Neural	Networks	for	Acoustic	Modeling	in	Speech	Recognition:	
The	Shared	Views	of	Four	Research	Groups,	IEEE	Signal	Processing	Magazine.	2012.		

1.2	million	training	images	
1000	classes	
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Training	
Data(CelebA)	
	

Model	Samples	(Karras	et.al.,	
2018)	
	

4	years	of	progression	on	Faces	
	

Brundage	et	al.,	
2017	
	

Statistical	Generative	Models	

(Goodfellow 2018)

Generative Modeling: 
Sample Generation

Training Data Sample Generator
(CelebA) (Karras et al, 2017)

(Goodfellow 2018)

3.5 Years of Progress on Faces

2014 2015 2016 2017

(Brundage et al, 2018)



•  Conditional	generative	model	P(zebra	images|	horse	images)	

�  	Style	Transfer	

Monet	Input	Image	 Van	Gogh	

Statistical	Generative	Models	

Zhou el al., Cycle GAN 2017 



Statistical	Generative	Models	

�  Failure	Case	

•  Conditional	generative	model	P(zebra	images|	horse	images)	

Zhou el al., Cycle GAN 2017 



Source	
actor	

Target	
actor	

Real-time	
reenactment	

Statistical	Generative	Models	

[Face2Face, Thies et al, CVPR 2016] 24	



Course	Organization			

• Introduction	/	Background:	

- 	Linear	Algebra,	Distributions,	Rules	of	probability.	
- Regression,	Classification.	
- Feedforward	neural	nets,	backpropagation	algorithm.		
- Introduction	to	popular	optimization	and	regularization	techniques	for	
deep	nets.		
- Convolutional	models	with	applications	to	computer	vision.	

	



Course	Organization			

• Deep	Learning	Essentials:	
	

- 	Graphical	Models:	Directed	and	Undirected.	
- Autoencoders	and	its	extensions.		
- 	Energy-based	models,	RBMs.	
- Deep	Generative	Models:	Deep	Belief	Networks,	Deep	Boltzmann	
Machines,	Helmholtz	Machines,	
- 	Variational	Autoencoders,	Importance-weighted	Autoencoders,	Wake-
Sleep	Algorithm.	
- Generative	Adversarial	Networks	(GANs),	Generative	Moment	Matching	
Nets,	Neural	Autoregressive	Density	Estimator	(NADE).	

	



Course	Organization			

• Additional	Topics	
	

- 	More	on	Regularization	and	Optimization	in	Deep	Nets.	
- 	Sequence	Modeling:	Recurrent	Neural	Networks.		
- 	Sequence-to-Sequence	Architectures,	Attention	models.	
- 	Deep	Reinforcement	Learning.	



Learning	Feature	Representations	

pixel	1	

pixel	2	 Learning 
Algorithm 

pixel	2	

pi
xe
l	1
	

Segway	
Non-Segway	Input	Space	



Learning	Feature	Representations	

pixel	2	

pi
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l	1
	

Segway	
Non-Segway	Input	Space	

Handle	

Wheel	

Learning 
Algorithm 

Feature 
Representation 

Handle	

W
he

el
	

Feature	Space	



Traditional	Approaches	

Image	 vision	features	 Recognition	

Object	
detection	

Audio	
classification	

Audio	 audio	features	
Speaker	

identification	

Data Feature 
extraction 

Learning 
algorithm 



Computer	Vision	Features	

SIFT	

HoG	 RIFT	

Textons	

GIST	



ZCR	

Spectrogram	 MFCC	

Rolloff	Flux	

Audio	Features	



ZCR	

Spectrogram	 MFCC	

Rolloff	Flux	

Representation	Learning:	
Can	we	automatically	learn	
these	representations?	

Audio	Features	



Types	of	Learning	

•  Supervised	Learning:	We	are	also	given	target	outputs	(labels,	responses):	
y1,y2,…,	and	the	goal	is	to	predict	correct	output	given	a	new	input.		

Consider	observing	a	series	of	input	vectors:	

• Unsupervised	Learning:	The	goal	is	to	build	a	statistical	model	of	x,	which	
can	be	used	for	making	predictions,	decisions.			

•  Reinforcement	Learning:	the	model	(agent)	produces	a	set	of	actions:					
a1,	a2,…		that	affect	the	state	of	the	world,	and	received	rewards	r1,	r2…		
The	goal	is	to	learn	actions	that	maximize	the	reward.	

•  Semi-supervised	Learning:	We	are	given	only	a	limited	amount	of	labels,	
but	lots	of	unlabeled	data.		



Supervised	Learning	

Classification:	target	outputs	yi	are	
discrete	class	labels.	The	goal	is	to	
correctly	classify	new	inputs.		

Regression:	target	outputs	yi	are	
continuous.	The	goal	is	to	predict	the	
output	given	new	inputs.		



Handwritten	Digit	Classification	



Unsupervised	Learning	
The	goal	is	to	construct	statistical	model	
that	finds	useful	representation	of	data:	
•  Clustering	
•  Dimensionality	reduction	
•  Modeling	the	data	density		
•  Finding	hidden	causes	(useful	
explanation)	of	the	data	

Unsupervised	Learning	can	be	used	for:	
•  Structure	discovery	
•  Anomaly	detection	/	Outlier	detection	
•  Data	compression,	Data	visualization	
•  Used	to	aid	classification/regression	tasks	



DNA	Microarray	Data	

Expression	matrix	of	6830	genes	(rows)	and	64	
samples	(columns)	for	the	human	tumor	data.		

The	display	is	a	heat	map	ranging	from	bright	
green	(under	expressed)	to	bright	red	(over	
expressed).		

Questions	we	may	ask:		
• 	Which	samples	are	similar	to	other	samples	in	
terms	of	their	expression	levels	across	genes.		

• 	Which	genes	are	similar	to	each	other	in	
terms	of	their	expression	levels	across	samples.	



Linear	Least	Squares	
• 	Given	a	vector	of	d-dimensional	inputs																																											we	want	to	
predict	the	target	(response)	using	the	linear	model:		

• 	The	term	w0	is	the	intercept,	or	often	called	bias	term.	It	will	be	convenient	to	
include	the	constant	variable	1	in	x	and	write:	

• 	Observe	a	training	set	consisting	of	N	observations																																						
together	with	the	corresponding	target	values		
• 	Note	that	X	is	an																								matrix.	



Linear	Least	Squares	
One	option	is	to	minimize	the	sum	of	the	squares	of	the	errors	between	the	
predictions																			for	each	data	point	xn	and	the	corresponding	real-valued		
targets	tn.			

Loss	function:	sum-of-squared	error	function:	

Source:	Wikipedia	



Linear	Least	Squares	
If														is	nonsingular,	then	the	unique	solution	is	given	by:	

• 	At	an	arbitrary	input						,	the	prediction	is																																	
• 	The	entire	model	is	characterized	by	d+1	parameters	w*.	

Source:	Wikipedia	

optimal	
weights	

the	design	matrix	has	one	
input	vector	per	row	

vector	of	
target	values	



Example:	Polynomial	Curve	Fitting	

Note:	the	polynomial	function	is	a	nonlinear	function	of	x,	but	it	is	a	linear	
function	of	the	coefficients	w	!	Linear	Models.		

Goal:	Fit	the	data	using	a	polynomial	function	of	the	form:	

Consider	observing	a	training	set	consisting	of	N	1-dimensional	observations:															
																																										together	with	corresponding	real-valued	targets:	

• 	The	green	plot	is	the	true	function			
• 	The	training	data	was	generated	by	taking	
xn	spaced	uniformly	between	[0	1].		
• 	The	target	set	(blue	circles)	was	obtained	
by	first	computing	the	corresponding	values	
of	the	sin	function,	and	then	adding		a	small	
Gaussian	noise.		



Example:	Polynomial	Curve	Fitting	
• 	As	for	the	least	squares	example:		we	can	minimize	the	sum	of	the	squares	of	
the	errors	between	the	predictions																		for	each	data	point	xn	and	the	
corresponding	target	values	tn.			

• 	Similar	to	the	linear	least	squares:	Minimizing	sum-of-squared	error	
function	has	a	unique	solution	w*.		

Loss	function:	sum-of-squared	error	
function:	

• 	The	model	is	characterized	by	M+1	parameters	w*.	
• 	How	do	we	choose	M?	!	Model	Selection.	



Some	Fits	to	the	Data	

For	M=9,	we	have	fitted	the	training	data	perfectly.		



Overfitting	

• 	For	M=9,	the	training	error	is	zero	!	The	polynomial	contains	10	degrees	of	
freedom	corresponding	to	10	parameters	w,	and	so	can	be	fitted	exactly	to	the	
10	data	points.			

• 	Consider	a	separate	test	set	containing	100	new	data	points	generated	using	
the	same	procedure	that	was	used	to	generate	the	training	data.	

• 	However,	the	test	error	has	become	very	large.	Why?	



Overfitting	

• 	As	M	increases,	the	magnitude	of	coefficients	gets	larger.			

• 	For	M=9,	the	coefficients	have	become	finely	tuned	to	the	data.	

• 	Between	data	points,	the	function	exhibits	large	oscillations.	

More	flexible	polynomials	with	larger	M	tune	to	the	random	noise	on	the	
target	values.	



Varying	the	Size	of	the	Data	

• 	For	a	given	model	complexity,	the	overfitting	problem	becomes	less	severe	as	
the	size	of	the	dataset	increases.		

9th	order	polynomial	

	
• 	However,	the	number	of	parameters	is	not	necessarily	the	most	appropriate	
measure	of	the	model	complexity.	



Generalization	
• 	The	goal	is	achieve	good	generalization	by	making	accurate	predictions	for	
new	test	data	that	is	not	known	during	learning.		
	
• 	Choosing	the	values	of	parameters	that	minimize	the	loss	function	on	the	
training	data	may	not	be	the	best	option.		
	
• 	We	would	like	to	model	the	true	regularities	in	the	data	and	ignore	the	noise	
in	the	data:		
	 - 	It	is	hard	to	know	which	regularities	are	real	and	which	are	accidental	

due	to	the	particular	training	examples	we	happen	to	pick.		
	

• 	Intuition:	We	expect	the	model	to	generalize	
if	it	explains	the	data	well	given	the	complexity	
of	the	model.		
	• 	If	the	model	has	as	many	degrees	of	freedom	
as	the	data,	it	can	fit	the	data	perfectly.	But	this	
is	not	very	informative.		
	• 	Some	theory	on	how	to	control	model	
complexity	to	optimize	generalization.		
	



A	Simple	Way	to	Penalize	Complexity		
One	technique	for	controlling	over-fitting	phenomenon	is	regularization,	
which	amounts	to	adding	a	penalty	term	to	the	error	function.		

where		 																					 	 														and	¸	is			called	the	regularization	term.	
Note	that	we	do	not	penalize	the	bias	term	w0.	 	 			

• 	The	idea	is	to	“shrink”	estimated	parameters	
towards	zero	(or	towards	the	mean	of	some	other	
weights).	
• 	Shrinking	to	zero:	penalize	coefficients	based	on	
their	size.	
• 	For	a	penalty	function	which	is	the	sum	of	the	
squares	of	the	parameters,	this	is	known	as	“weight	
decay”,	or		“ridge	regression”.					

penalized	error		
function	

regularization		
parameter	

target	value	



Regularization	

Graph	of	the	root-mean-squared	training	and	test	errors	vs.	ln¸	for	the	
M=9	polynomial.		

How	to	choose	¸?		



Cross	Validation	
If	the	data	is	plentiful,	we	can	divide	the	dataset	into	three	subsets:		

•  Training	Data:	used	to	fitting/learning	the	parameters	of	the	model.	
•  Validation	Data:	not	used	for	learning	but	for	selecting	the	model,	
or	choosing	the	amount	of	regularization	that	works	best.	

•  Test	Data:	used	to	get	performance	of	the	final	model.		

For	many	applications,	the	supply	of	data	for	training	and	testing	is	limited.	
To	build	good	models,	we	may	want	to	use	as	much	training	data	as	possible.	
If	the	validation	set	is	small,	we	get	noisy	estimate	of	the	predictive	performance.		

S	fold	cross-validation	 • 	The	data	is	partitioned	into	S	groups.	
• 	Then	S-1	of	the	groups	are	used	for	training	
the	model,	which	is	evaluated	on	the	
remaining	group.	
• 	Repeat	procedure	for	all	S	possible	choices	
of	the	held-out	group.	
• 	Performance	from	the	S	runs	are	averaged.		



Probabilistic	Perspective	
• 	So	far	we	saw	that	polynomial	curve	fitting	can	be	expressed	in	terms	of	
error	minimization.	We	now	view	it	from	probabilistic	perspective.		

• 	Suppose	that	our	model	arose	from	a	statistical	model:	

where	²	is	a	random	error	having	Gaussian	distribution	with	zero	mean,	
and	is	independent	of	x.		

where	¯	is	a	precision	parameter,	
corresponding	to	the	inverse	variance.			

Thus	we	have:	

I will use probability distribution and 
probability density interchangeably. It 
should be obvious from the context.



Sampling	Assumption	
• 	Assume	that	the	training	examples	are	drawn	independently	from	the	
set	of	all	possible	examples,	or	from	the	same	underlying	distribution	

• 	We	also	assume	that	the	training	examples	are	identically	
distributed	!			i.i.d	assumption.		

• 	Assume	that	the	test	samples	are	drawn	in	exactly	the	same	way	--	i.i.d	
from	the	same	distribution	as	the	training	data.			

• 	These	assumptions	make	it	unlikely	that	some	strong	regularity	in	the	
training	data	will	be	absent	in	the	test	data.		



Maximum	Likelihood	
If	the	data	are	assumed	to	be	independently	and	identically	distributed	
(i.i.d	assumption),	the	likelihood	function	takes	form:			

It	is	often	convenient	to	maximize	the	log	of	the	likelihood	function:	

• 	Maximizing	log-likelihood	with	respect	to	w	(under	the	assumption	of	a	
Gaussian	noise)	is	equivalent	to	minimizing	the	sum-of-squared	error	function.		

• 	Determine												by	maximizing	log-likelihood.	Then	maximizing	w.r.t.	¯:		



Predictive	Distribution	
Once	we	determined	the	parameters	w	and	¯,	we	can	make	prediction	for	
new	values	of	x:			



Statistical	Decision	Theory	

The	joint	probability	distribution														provides	a	complete	summary	of	
uncertainties	associated	with	these	random	variables.		

-  for	regression:	t	is	a	real-valued	continuous	target.	
-  for	classification:	t	a	categorical	variable	representing	class	labels.			

Determining														from	training	data	is	known	as	the	inference	problem.			

• 	We	now	develop	a	small	amount	of	theory	that	provides	a	framework	
for	developing	many	of	the	models	we	consider.		

• 	Suppose	we	have	a	real-valued	input	vector	x	and	a	corresponding	
target	(output)	value	t	with	joint	probability	distribution:		

• 	Our	goal	is	predict	target	t	given	a	new	value	for	x:	



Example:	Classification	
Medical	diagnosis:	Based	on	the	X-ray	image,	we	would	like	determine	
whether	the	patient	has	cancer	or	not.			

	C1:	Cancer	present	

C2:	Cancer	absent	

• 	The	input	vector	x	is	the	set	of	pixel	intensities,	and	the	output	variable	t	will	
represent	the	presence	of	cancer,	class	C1,	or	absence	of	cancer,	class	C2.		

• 	Choose	t	to	be	binary:	t=0	correspond	to	class	C1,	and	t=1	corresponds	to	C2.	

x	--	set	of	pixel	intensities	

Inference	Problem:	Determine	the	joint	distribution 								,							or	equivalently													
												.		However,	in	the	end,	we	must	make	a	decision	of	whether	to	give	
treatment	to	the	patient	or	not.		



Example:	Classification	
Informally:	Given	a	new	X-ray	image,	our	goal	is	to	decide	which	of	the	two	
classes	that	image	should	be	assigned	to.		

probability	of	observed	
data	given	Ck	

prior	probability	
for	class	Ck	

posterior	probability	of	
Ck	given	observed	data.	

• 	If	our	goal	to	minimize	the	probability	of	assigning	x	to	the	wrong	class,	then	
we	should	choose	the	class	having	the	highest	posterior	probability.		

Bayes’	Rule	

	
• 	We	could	compute	conditional	probabilities	of	the	two	classes,	given	the	input	
image:		



Expected	Loss	

Consider	medical	diagnosis	example:	example	of	a	loss	matrix:	

• 	Loss	Function:	overall	measure	of	loss	incurred	by	taking	any	of	the	available	
decisions.		
• 	Suppose	that	for	x,	the	true	class	is	Ck,	but	we	assign	x	to	class	j		
			!	incur	loss	of	Lkj		(k,j	element	of	a	loss	matrix).				

Expected	Loss:	

Decision	

Tr
ut
h	

Goal	is	to	choose	decision	regions								as	to	minimize	expected	loss.	



Regression	

• 	The	decision	step	consists	of	finding	an	estimate	y(x)	of	t	for	each	input	x.				

• 	The	average,	or	expected,	loss	is	given	by:	

• 	To	quantify	what	it	means	to	do	well	or	poorly	on	a	task,	we	need	to	
define	a	loss	(error)	function:	

Let	x	2	Rd	denote	a	real-valued	input	vector,	and	t	2	R	denote	a	real-
valued	random	target	(output)	variable	with	joint	the	distribution														

• 	If	we	use	squared	loss,	we	obtain:	



Squared	Loss	Function	
• 	If	we	use	squared	loss,	we	obtain:	

• 	Our	goal	is	to	choose	y(x)	so	as	to	minimize	the	expected	squared	loss.		

• 	The	optimal	solution	(if	we	assume	a	completely	flexible	function)	is	the	
conditional	average:	

The	regression	function	y(x)	that	
minimizes	the	expected	squared	loss	is	
given	by	the	mean	of	the	conditional	
distribution	



Squared	Loss	Function	
• 	If	we	use	squared	loss,	we	obtain:	

• 	Plugging		into	expected	loss:	

expected	loss	is	minimized		
when		

intrinsic	variability	of	the		
target	values.	

Because	it	is	independent	noise,	it	
represents	an	irreducible	minimum	
value	of	expected	loss.	



Other	Loss	Function	
• 	Simple	generalization	of	the	squared	loss,	called	the	Minkowski	loss:	

• 	The	minimum	of										is	given	by:	

-  the	conditional	mean	for	q=2,		
-  the	conditional	median	when	q=1,	and		
-  the	conditional	mode	for	q	!	0.		



Discriminative	vs.	Generative	
• 	Generative	Approach:	

• 	Discriminative	Approach:	

Model	the	joint	density:	
	or	joint	distribution:	

Infer	conditional	
density:	

Model	conditional	density														directly.	



Linear	Basis	Function	Models	
• 	Remember,	the	simplest	linear	model	for	regression:		

Key	property:	linear	function	of	the	parameters																											.		

• 	However,	it	is	also	a	linear	function	of	the	input	variables.		
		Instead	consider:	

where												are	known	as	basis	functions.	

• 	Typically																		,			so	that	w0	acts	as	a	bias	(or	intercept).	

• 	In	the	simplest	case,	we	use	linear	bases	functions:	

• 	Using	nonlinear	basis	allows	the	functions																to	be	nonlinear	functions	of	
the	input	space.		

where																																				is	is	a	d-dimensional	input	vector	(covariates).		



Linear	Basis	Function	Models	
Polynomial	basis	functions:		

Basis	functions	are	global:	small	
changes	in	x	affect	all	basis	functions.	

Gaussian	basis	functions:	

Basis	functions	are	local:	small	changes	in	x	
only	affect	nearby	basis	functions.	
µj	and	s	control	location	and	scale	(width).	



Linear	Basis	Function	Models	
Sigmoidal	basis	functions	

Basis	functions	are	local:	small	changes	
in	x	only	affect	nearby	basis	functions.	
µj	and	s	control	location	and	scale	
(slope).	

• 	Decision	boundaries	will	be	linear	in	the	feature	space						but	would	
correspond	to	nonlinear	boundaries	in	the	original	input	space	x.			

• 	Classes	that	are	linearly	separable	in	the	feature	space										need	not	
be	linearly	separable	in	the	original	input	space.		



Linear	Basis	Function	Models	

•  We define two Gaussian basis functions with centers shown by green the crosses, 
and with contours shown by the green circles.   

Original input space Corresponding feature space using 
two Gaussian basis functions 

•  Linear decision boundary (right) is obtained using logistic regression, and 
corresponds to nonlinear decision boundary in the input space (left, black curve).   



Maximum	Likelihood	
• 	As	before,	assume	observations	arise	from	a	deterministic	function	with	an	
additive	Gaussian	noise:	

which	we	can	write	as:		

• 	Given	observed	inputs																																									,	and	corresponding	target	
values																																	,		,	under	i.i.d	assumption,	we	can	write	down	the	
likelihood	function:	

where											



Maximum	Likelihood	
Taking	the	logarithm,	we	obtain:	

sum-of-squares	error	function	

Differentiating	and	setting	to	zero	yields:			



Maximum	Likelihood	
Differentiating	and	setting	to	zero	yields:			

Solving	for	w,	we	get:	
The	Moore-
Penrose	pseudo-
inverse,							.	

where					is	known	as	the	design	matrix:	



Sequential	Learning	
• 	The	training	data	examples	are	presented	one	at	a	time,	and	the	model	
parameters	are	updated	after	each	such	presentation	(online	learning):	

• 	For	the	case	of	sum-of-squares	error	function,	we	obtain:	

• 	Stochastic	gradient	descent:	The	training	examples	are	picked	at	random	
(dominant	technique	when	learning	with	very	large	datasets).		

• 	Care	must	be	taken	when	choosing	learning	rate	to	ensure	convergence.			

learning	
rate	

weights	after	
seeing	training	
case		t+1	

vector	of	derivatives	of		the	squared	
error	w.r.t.	the	weights	on	the	
training	case	presented	at	time	t.	



Regularized	Least	Squares	
• 	Let	us	consider	the	following	error	function:		

Data	term	+	Regularization	term	

• 	Using	sum-of-squares	error	function	with	a	quadratic	penalization	
term,	we	obtain:		

which	is	minimized	by	setting:		

¸	is	called	the	
regularization	
coefficient.	

Ridge	
regression	

The	solution	adds	a	positive	constant	to	the	diagonal	of														This	makes	the	
problem	nonsingular,	even	if													is	not	of	full	rank	(e.g.	when	the	number	
of	training	examples	is	less	than	the	number	of	basis	functions).			



Effect	of	Regularization	

• 	The	overall	error	function	is	the	sum	
of	two	parabolic	bowls.		

• 	The	combined	minimum	lies	on	the	
line	between	the	minimum	of	the	
squared	error	and	the	origin.	

• 	The	regularizer	shrinks	model	
parameters	to	zero.		



Other	Regularizers	
Using	a	more	general	regularizer,	we	get:	

Lasso	 Quadratic	



The	Lasso		
• 	Penalize	the	absolute	value	of	the	weights:	

• 	For	sufficiently	large	¸,	some	of	the	coefficients	will	be	driven	to	
exactly	zero,	leading	to	a	sparse	model.		

• 	The	above	formulation	is	equivalent	to:	

• 	The	two	approaches	are	related	using	Lagrange	multiplies.		

unregularized	sum-of-squares	error	

• 	The	Lasso	solution	is	a	quadratic	programming	problem:	can	be	
solved	efficiently.		



Lasso	vs.	Quadratic	Penalty	
Lasso	tends	to	generate	sparser	solutions	compared	to	a	quadratic	
regualrizer	(sometimes	called	L1	and	L2	regularizers).	



Bias-Variance	Decomposition	
• 	Introducing	a	regularization	term	can	help	us	control	overfitting.	But	how	
can	we	determine	a	suitable	value	of	the	regularization	coefficient?		

• 	Let	us	examine	the	expected	squared	loss	function.	Remember:	

for	which	the	optimal	prediction	is	given		
by	the	conditional	expectation:	 intrinsic	variability	of	the	target	

values:	The	minimum	achievable	
value	of	expected	loss	

• 	We	first	look	at	the	frequentist	perspective.		

• 	If	we	model										using	a	parametric	function																		then	from	a	
Bayesian	perspective,	the	uncertainly	in	our	model	is	expressed	
through	the	posterior	distribution	over	parameters	w.		



Bias-Variance	Decomposition	
• 	From	a	frequentist	perspective:	we	make	a	point	estimate	of	w*	based	
on	the	dataset	D.	

• 	We	next	interpret	the	uncertainly	of	this	estimate	through	the	
following	thought	experiment:	

-  Suppose	we	had	a	large	number	of	datasets,	each	of	size	N,	
where	each	dataset	is	drawn	independently	from		

• 	Let	us	consider	the	expression:	

• 	Note	that	this	quantity	depends	on	a	particular	dataset	D.		

-  For	each	dataset	D,	we	can	obtain	a	prediction	function	
-  Different	datasets	will	give	different	prediction	functions.	
-  The	performance	of	a	particular	learning	algorithm	is	then	assessed	
by	taking	the	average	over	the	ensemble	of	these	datasets.		



Bias-Variance	Decomposition	

• 	Adding	and	subtracting	the	term																											we	obtain		

• 	Taking	the	expectation	over							the	last	term	vanishes,	so	we	get:	

• 	Consider:	



Bias-Variance	Trade-off	

• 	Trade-off	between	bias	and	variance:	With	very	flexible	models	(high	
complexity)	we	have	low	bias	and	high	variance;	With	relatively	rigid	models	
(low	complexity)	we	have	high	bias	and	low	variance.			
• 	The	model	with	the	optimal	predictive	capabilities	has	to	balance	between	bias	
and	variance.		

Average	predictions	over	all	
datasets	differ	from	the	
optimal	regression	function.	

Solutions	for	individual	datasets	
vary	around	their	averages	--	how	
sensitive	is	the	function	to	the	
particular	choice	of	the	dataset.		

Intrinsic	variability	
of	the	target	
values.	



Bias-Variance	Trade-off	
• 	Consider	the	sinusoidal	dataset.	We	generate	100	datasets,	each	containing	
N=25	points,	drawn	independently	from	

Low	bias	 High	bias	

High	variance	 Low	variance	



Bias-Variance	Trade-off	

From	these	plots	note	that	over-regularized	model	(large	¸)	has	high	bias,	and	
under-regularized	model	(low	¸)	has	high	variance.		



Beating	the	Bias-Variance	Trade-off	
• 	We	can	reduce	the	variance	by	averaging	over	many	models	trained	on	
different	datasets:		

- 	In	practice,	we	only	have	a	single	observed	dataset.	If	we	had	many	
independent	training	sets,	we	would	be	better	off	combining	them	into	
one	large	training	dataset.	With	more	data,	we	have	less	variance.		

• 	Given	a	standard	training	set	D	of	size	N,	we	could	generate	new	training	
sets,	N,	by	sampling	examples	from	D	uniformly	and	with	replacement.			

- 	This	is	called	bagging	and	it	works	quite	well	in	practice.		

• 	Given	enough	computation,	we	could	also	resort	to	the	Bayesian	
framework:	

- 	Combine	the	predictions	of	many	models	using	the	posterior	
probability	of	each	parameter	vector	as	the	combination	weight.			


