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Περίληψη

Οι μηχανισμοί προσοχής χρησιμοποιούνται κατά κόρον σε βαθειά νευρωνικά δί-
κτυα κορυφαίων επιδόσεων στην Επεξεργασία Φυσικής Γλώσσας και στην Όραση Υ-
πολογιστών. Παρά την ευρεία χρήση τους, οι μηχανισμοί προσοχής έχουν κάποιους
σημαντικούς περιορισμούς, ο σημαντικότερος από τους οποίους είναι ότι έχουν τε-
τραγωνική πολυπλοκότητα μνήμης και χρόνου ως προς το μέγεθος της εισόδου. Σε
αυτή την διπλωματική, εξευρευνώνται διαφορετικοί τρόποι επίλυσης του συγκεκριμέ-
νου προβλήματος. Αρχικά προτείνουμε την επέκταση των μηχανισμών προσοχής σε
πολλαπλά βήματα. Σε κάθε βήμα προσοχής, κάθε διάνυσμα ερώτησης (query vector)
μοιράζει την προσοχή του σε ένα υποσύνολο των αρχικών διανυσμάτων απάντησης (key
vectors) όπως ορίζεται από ένα προκαθορισμένο μοτίβο αρραιότητας. Προτείνουμε ένα
πρωτότυπο θεωρητικό πλαίσιο ανάλυσης και σχεδίασης χρήσιμων μηχανισμών προσο-
χής πολλών βημάτων που βασίζεται σε Γράφους Ροής Πληροφορίας (Information Flow
Graphs). Μέσα από αυτό το πλάισιο, δείχνουμε ότι είναι δυνατό να κατασκευαστούν
πολυβηματικοί μηχανισμοί προσοχής με γραμμική πολυπλοκότητα βασισμένοι σε Υπερ-
συγκεντρωτές (Superconcentrators) γράφους. Συγκεκριμένα για εικόνες, προτείνουμε
έναν νέο τοπικό και αρραιό μηχανισμό προσοχής με πολυπλοκότητα O(n

√
n) που δια-

τηρεί την γεωμετρία των δισδιάστατων εικόνων και την τοπικότητα τους. Δείχνουμε
ότι με απλή αντικατάσταση του κλασσικού μηχανισμού προσοχής με την δική μας κα-
τασκευή παίρνουμε πολύ σημαντικές βελτιώσεις στην επίδοση του μοντέλου αλλά και
ποιοτική βελτιώση στις εικόνες. Ακόμη, παρατηρούμε ότι οι κατανομές πιθανότητες που
παράγονται στο εσωτερικό των μηχανισμών προσοχής δεν έχουν χρησιμοποιηθεί στην
πράξη παρά την μεγάλη δυνητική τους ισχύ. Δείχνουμε ότι χρησιμοποιώντας αυτές τις
κατανομές πιθανότητας μπορούμε να βοηθήσουμε την επίλυση μιας σειράς δύσκολων
προβλημάτων όπως η αντιστροφή μεγάλων Δημιουργικών Ανταγωνιστικών Δικτύων
(GANs). Τέλος, κάνουμε μια ανασκόπηση σε άλλες προτεινόμενες μεθόδους μείωσης
της πολυπλοκότητας των μηχανισμών προσοχής που βασίζονται σε δυναμική αρραιό-
ποιηση. Σημειώνουμε μια σειρά από περιορισμούς που οι προτεινόμενες μέθοδοι έχουν
και συζητάμε πιθανούς τρόπους αντιμετώπισης τους.
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Abstract

Attention mechanism is widely used in state-of-the-art neural networks for Natural
Language Processing and Computer Vision. Despite its popularity, attention has
some major drawbacks, the most important of which is that it requires quadratic
memory and time complexity. In this work, we explore different ways to address
this problem. We first propose to extend attention to multiple steps. At each step,
each query attends to a subset of the original keys specified by a pre-defined sparsity
pattern. We introduce a novel theoretical framework for designing meaningful multiple
steps attention models using Information Flow Graphs. Under this framework, we
show that attention can be performed even in linear time when the connections
between multiple sequential attention layers form a Superconcentrator graph.
Specifically for images, we propose a new local sparse attention layer with O(n ·

√
n)

that preserves two-dimensional geometry and locality. We show that by just replacing
the dense attention layer of SAGAN with our construction, we obtain very significant
FID, Inception score and pure visual improvements. FID score is improved from 18.65
to 15.94 on ImageNet, keeping all other parameters the same. We also observe that
until now the practical usefulness of the intrinsic probabilistic distribution computed
in attention layers has been unexplored. We demonstrate that using this distribution
we can effectively solve a wide variety of hard problems, such as inversion of large
GANs. Finally, we review alternative ways of lowering the computational complexity
of dense attention that are based on dynamic sparsity. We underline the limitations
of the proposed approaches and we discuss potential ways to address them.

Keywords— attention, machine learning, sparsity, GAN, deep learning, expander,
superconcentrator, locality sensitive hashing, multi-step attention





Εκτεταμένη Περίληψη

0.1 Εισαγωγή
Οι άνθρωποι ανέκαθεν συναρπάζονταν από την ιδέα του να δημιουργήσουν μη-

χανές με σκέψη. Ακόμα και εκατό χρόνια πριν τη δημιουργία του πρώτου υπολο-
γιστή, οι άνθρωποι έγραψαν προγράμματα για υπολογιστή και αναρωτήθηκαν ποιές
θα ήταν οι συνέπειες μιας σκεπτόμενης μηχανής [100]. Σήμερα αυτό το όνειρο έ-
χει γίνει πραγματικότητα καθώς έχουμε εισέλθει δυναμικά στην εποχή της Τεχνητής
Νοημοσύνης και της Βαθειάς Μάθησης. Επιτεύγματα αυτής της εποχής είναι αυτο-
οδηγούμενα αυτοκίνητα, υπερανθρώπινη επίδοση σε προβλήματα Επεξεργασίας Φυσι-
κής Γλώσσας [160, 37, 15, 53, 19, 45, 151, 80, 164, 94, 27], νευρωνικά δίκτυα ικανά
να φαντάζομαι και να δημιουργούν ρεαλιστικά πορτραίτα [84, 85, 83] και σημαντικές
εφαρμογές της Τεχνητής Νοημοσύνης στον τομέα της υγείας [86, 40, 28, 6, 101].

Ένα από τα πιο ευρέως διαδεδομένα στρώματα στα πιο αποτελεσματικά μοντέλα
βαθειάς μάθησης είναι οι Μηχανισμοί Προσοχής [14, 158, 171, 22]. Οι μηχανισμοί προ-
σοχής είναι μια από τις λύσεις που έχει προταθεί στο πεδίο της Βαθειάς Μάθησης για τη
μοντελοποίηση μιας ακολουθίας συμβόλων εισόδου κάτω υπό ένα εννιαίο πλαίσιο. Συ-
γκεκριμένα, ενώ παραδοσιακά νευρωνικά δίκτυα όπως τα πολυεπίπεδα Perceptrons [137]
χειρίζονται τις μονάδες εισόδου ξεχωριστά, οι μηχανισμοί προσοχής επιτρέπουν την μο-
ντελοποίηση κάθε συμβόλου εισόδου κάτω από το πλαίσιο εκφοράς του. Η κρισιμότητα
του τελευταίου μπορεί να γίνει αντιληπτή καλύτερα με ένα παράδειγμα. Ας σκεφτούμε
ότι θέλουμε να φτιάξουμε ένα νευρωνικό δίκτυο που απεικονίζει διανύσματα που αντι-
στοιχούν σε λέξεις εισόδου σε κάποιον χαμηλότερης διάστασης χώρο. Είναι προφανές,
ότι ανάλογα με τον τρόπο χρήσης της στην πρόταση, η λέξη “καφές” μπορεί να έχει
διαφορετικές σημασίες: το χρώμα ή το ρόφημα. Έτσι, αν το νευρωνικό δίκτυο δεν έχει
κάποιο μηχανισμό αξιολόγησης της λέξης στο πλαίσιο που εκφέρεται, οι δύο πιθανές
ερμηνείες της λέξης θα πάρουν την ίδια απεικόνιση χαμηλής διάστασης που προφανώς
οδηγεί σε πρόβλημα μοντελοποίησης της ακολουθίας εισόδου.
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Οι Μηχανισμοί Προσοχής δεν είναι το μοναδικό στρώμα που έχει προταθεί για τον
χειρισμό αυτού του προβλήματος, είναι όμως αυτό που έχει κυριαρχήσει σήμερα. Προη-
γούμενες προτάσεις αποτελούν τα Αναδρομικά Νευρωνικά Δίκτυα (RNN) [73] και τα
Long Short Term Memory (LSTM) [71] δίκτυα. Η προσοχή σηματοδότησε μια επανά-
σταση στον τομέα της Επεξεργασίας Φυσικής Γλώσσας. Παρόλο που παρουσιάστηκε
πριν από λιγότερο από 3 χρόνια [158], σήμερα είναι εξαιρετικά δύσκολο να φαντα-
στεί κανείς ότι το επόμενο πιο ισχυρό μοντέλο στην Επεξεργασία Φυσικής Γλώσσας
δεν θα περιλαμβάνει μηχανισμούς προσοχής. Πράγματι, τα πιο αποδοτικά μοντέλα στη
μετάφραση, τη γλωσσική μοντελοποίηση, την παραγωγή κειμένου, την ανάλυση συναι-
σθημάτων, την Αναγνώριση Οντοτήτων, την απάντηση σε ερωτήσεις και άλλα πολλά
προβλήματα, χρησιμοποιούν μηχανισμούς προσοχής [43, 98, 129, 24, 173, 39, 90, 130].
Η προσοχή είναι τόσο κυρίαρχη στον τομέα της Επεξεργασίας Φυσικής Γλώσσας, που
κάποιοι ερευνητές προσπαθούν να φανταστούν πώς θα είχε εξελιχθεί το πεδίο χωρίς
μηχανισμούς προσοχής [111]. Η σημασία της προσοχής τονίζεται επίσης από το γε-
γονός ότι όλο και περισσότερα έγγραφα προσπαθούν να αποκρυπτογραφήσουν τον
τρόπο λειτουργίας της και να ερμηνεύσουν ποιοτικά τους παραγόμενους χάρτες προ-
σοχής [32, 126, 121, 159].

Παρά τις ευρείες εφαρμογές της, η προσοχή έχει ένα πολύ σημαντικό μειονέκτη-
μα: η πολυπλοκότητα μνήμης και χρόνου κλιμακώνει τετραγωνικά με το μήκος της
ακολουθίας εισόδου. Σε αντίθεση με τις προηγούμενες προσεγγίσεις για το χειρι-
σμό περιεχομένου (π.χ. RNN και LSTM), η προσοχή υιοθετεί μια πολύ πιο άπλη-
στη προσέγγιση: κάθε θέση εισόδου εξετάζει άμεσα όλες τις άλλες θέσεις της εισό-
δου και έτσι έχει πρόσβαση σε όλα τα συμφραζόμενα. Αυτή η αρχιτεκτονική από-
φαση δημιουργεί σημαντικά εμπόδια στην απόδοση. Δεδομένου ότι η προσοχή χρη-
σιμοποιείται στα περισσότερα υπερσύγχρονα μοντέλα (τα οποία είναι συνήθως πολύ
βαθιά), η τετραγωνική πολυπλοκότητα της προσοχής ανεβάζει ραγδαία τις απαιτήσεις
κόστους και μνήμης των πιο διαδεδομένων μοντέλων μηχανικής μάθησης. Αυτός ο πε-
ριορισμός είναι τόσο κρίσιμος, που έχει γίνει εξαιρετικά δύσκολο να απαριθμήσουμε
τους εναλλακτικούς μηχανισμούς προσοχής που έχουν προταθεί τα τελευταία τρία χρό-
νια [25, 112, 102, 156, 34, 127, 61, 107, 69, 168, 76, 3]. Παρόλη την ερευνητική δουλειά
που έχει γίνει, η εύρεση αποδοτικών μηχανισμών προσοχής που έχουν αντίστοιχη (ή
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και καλύτερη απόδοση) από τον πυκνό μηχανισμό προσοχής παραμένει ακόμα ανοικτό
πρόβλημα.

0.2 Συμβολή
Ο κύριος στόχος αυτής της διατριβής είναι να βελτιώσoυμε τον μηχανισμό προσο-

χής [14, 158], ένα από τα πιο ευρέως χρησιμοποιούμενα στρώματα στη βαθιά μάθηση.
Στην εργασία αυτή βελτιώνουμε τους υπάρχοντες μηχανισμούς προσοχής τόσο ποιο-
τικά όσο και υπολογιστικά. Προτείνουμε παραλλαγές προσοχής που απαιτούν πολύ
λιγότερη μνήμη, είναι ταχύτερες, πετυχαίνουν καλύτερες επιδόσεις και απαιτούν λιγό-
τερα βήματα προπόνησης από την πυκνή προσοχή λόγω της ενσωμάτωσης κατάλληλων
υποθέσεων στον αρχιτεκτονικό σχεδιασμό τους. Οι συνεισφορές μας:

• Προτείνουμε μηχανισμούς προσοχής πολλαπλών βημάτων ως μια αποδοτική ε-
ναλλακτική λύση έναντι της πυκνής προσοχής (dense attention).

• Για τη διαμόρφωση μηχανισμών προσοχής πολλαπλών βημάτων, βασιζόμαστε σε
Γραφήματα Ροής Πληροφορίας (Information Flow Graphs), ένα εργαλείο από τη
Θεωρία Πληροφορίας που μας επιτρέπει να θέσουμε ποιοτικά, ουσιαστικά κριτήρια
για τη σχέδιαση προσοχής πολλαπλών βημάτων.

• Σκιαγραφούμε έναν ειδικό μηχανισμό για τη χρήση προσοχής πολλαπλών βημά-
των για εικόνες και άλλα δεδομένα πλέγματος. Η λύση μας επιτρέπει να κατα-
σκευάζουμε αρραιούς μηχανισμούς προσοχής που σέβονται τη δισδιάστατη γεω-
μετρία και την τοπικότητα που είναι εγγενής στις εικόνες.

• Χρησιμοποιώντας Γραφήματα Ροής Πληροφορίας και τον μηχανισμό διατήρησης
της δισδιάστατης γεωμετρίας, κατασκευάζουμε ένα αρραιό στρώμα προσοχής πολ-
λαπλών βημάτων που μπορεί να μοντελοποιήσει οποιεσδήποτε εξαρτήσεις στα
δεδομένα εισόδου και επίσης σέβεται την εγγενή τοπικότητα των pixels σε μια
εικόνα. Ο μηχανισμός μας έχει O(N

√
N) πολυπλοκότητα μνήμης και ταχύτητας,

πετυχαίνοντας σημαντική μείωση της τετραγωνικής πολυπλοκότητα της πυκνής
προσοχής.

• Αντικαθιστώντας τον πυκνό μηχανισμό προσοχής του SAGAN [177] με τη λύση
μας, βελτιώνουμε κατά 15% το FID [67] στο ImageNet, ενώ συγχρόνως χρεια-
ζόμαστε 50% λιγότερα εκπαιδευτικά βήματα ως τη σύγκλιση και πολύ λιγότερη
μνήμη.

• Εξετάζουμε εφαρμογές των κατανομών πιθανότητας που δημιουργούνται εσωτε-
ρικά του χάρτη προσοχής (attention map). Συγκεκριμένα, χρησιμοποιουμε τις
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κατανομές πιθανότητας για τη δημιουργία μιας νέας μέθοδου για την αναστροφή
μεγάλων Δημιουργικών Ανταγωνιστικών Δικτύων (ΔΑΔ) με προσοχή. Επαλη-
θεύουμε πειραματικά την απόδοση της λύσης μας με μεγάλη επιτυχία σε ένα
σύνολο εικόνων που προηγούμενες μέθοδοι αποτυγχάνουν.

• Διανέμουμε ελεύθερα (κάτω από τις αντίστοιχες άδειες ελεύθερου λογισμικού)
τον κώδικα και τα προεκπαιδευμένα μοντέλα για αυτό το έργο:
https://github.com/giannisdaras/ylg.

• Διατυπώνουμε την έννοια του Εμποδίου Πληροφορίας (Information Bottleneck)
για μοντέλα προσοχής πολλαπλών βημάτων. Χρησιμοποιούμε αυτή την έννοια για
την σχεδίαση μετρικών επιλογής μεταξύ προτεινόμενων πολυβηματικών μηχανι-
σμών προσοχής με την ίδια πολυπλοκότητα.

• Προτείνουμε ακόμη καλύτερους μηχανισμούς προσοχής πολλαπλών βημάτων που
μπορούν να λειτουργήσουν με γραμμική πολυπλοκότητα. Χρησιμοποιούμε τις ιδέ-
ες των Υπερσυγκεντρωτών (Superconcentrators) και των Διογκοτών (Expanders)
από τη Θεωρία Γραφημάτων, για να δημιουργήσουμε βαθιές παραλλαγές προσο-
χής πολλαπλών βημάτων που λειτουργούν όσο το δυνατόν γρηγορότερα και με
το ελάχιστο δυνατό Εμπόδιο Πληροφορίας.

• Εξετάζουμε προτεινόμενες παραλλαγές προσοχής ενός βήματος που βασίζονται
σε δυναμική αραιότητα. Εντοπίζουμε προβλήματα αυτών των στρατηγικών.

• Ειδικά για παραλλαγές προσοχής βάσει LSH, προτείνουμε συγκεκριμένες αρχι-
τεκτονικές αλλαγές που μπορούν να οδηγήσουν σε απλούστερους και πιο απο-
τελεσματικούς μηχανισμούς προσοχής. Βελτιώνουμε τις προηγούμενες μεθόδους
τόσο ποιοτικά όσο και υπολογιστικά. Ποιοτικά, προτείνουμε λύσεις που αίρουν
σημαντικούς περιορισμούς που θέτουν οι προηγούμενες μέθοδοι ως προς τα δε-
δομένα εισόδου. Υπολογιστικά, προτείνουμε ένα εξωτερικό σχήμα ταξινόμησης
που μπορεί να επιταχύνει εώς και 32 φορές προηγούμενες επιτυχημένες αρχιτε-
κτονικές βασισμένες σε δυναμική αρραιότητα.

• Συζητάμε τις ηθικές επιπτώσεις της δουλειάς μας και αυξάνουμε την ευαισθητο-
ποίηση σχετικά με τα αναδυόμενα θέματα δικαιοσύνης.

Μέρος της συγκεκριμένης δουλειάς (και ιδιαίτερα του Κεφαλαίου 3) έχει δημο-
σιευθεί στο συνέδριο CVPR 2020. Δημοσίευση: “Your Local GAN: Designing Two
Dimensional Local Attention Mechanisms for Generative Models ” [41].

https://github.com/giannisdaras/ylg
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0.3 Διογκωτές (Expanders)

0.3.1 Εισαγωγή
Ορισμός 1 (Διογκωτές). Έστω διμερής γράφος G = (L,R,E) με L το αριστερό
σύνολο κορυφών, R το δεξί σύνολο κορυφών και E το σύνολο ακμών. Για κάθε υποσύνολο
S ⊆ L ορίζουμε το:

Γ(S) = {v ∈ R : (u, v) ∈ E για κάποιο u ∈ S}

που περιλαμβάνει όλες τις κορυφές v ∈ R που είναι προσπελάσιμες από κάποια κορυφή
u ∈ S. Ο γράφος G είναι (n,m, d)-διογκωτής αν:

• |L| = n.

• |R| = m.

• κάθε κορυφή στο L έχει βαθμό d d.

• |Γ(S)| ≥ |S| ∀S ⊆ L s.t. |S| ≤ n
2
.

0.3.2 Κατασκευή
Σε αυτή την ενότητα περιγράφουμε μια κατασκευή που δίνει αποδεδειγμένα διογκ-

γωτές [135].
Θεώρημα 1. Για κάποια μεγάλη σταθερά d, αρκούντως μεγάλο n και m ≥ 7

8
n, υπάρχει

ένας (n,m,d)-διογκωτής.

Απόδειξη. Αρχικά φτιάχνουμε σύνολα κορυφών L,R με κορυφές n,m αντίστοιχα. Στη
συνέχεια για κάθε κορυφή u ∈ L, διαλέγουμε τυχαία d κορυφής από το R (με επανάλη-
ψη) , and βάζουμε τις αντίστοιχες ακμές από το u. Έστω S ⊆ L ένα υποσύνολο του
L τέτοιο ώστε |S| ≤ n

2
. Έστω ακόμα όλα τα υποσύνολα T ⊆ R τέτοια ώστε |T | < |S|.

Iσχύει ότι:
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Pr[G δεν είναι (n, m, d)-διογκωτής] ≤
∑

S⊂L,s.t.|S|≤n
2

∑
T⊂R,s.t.|T |=|S|

Pr[Γ(S) ⊆ T ]

≤
∑
|S|≤n

2

(
n

|S|

)
·
(
m

|S|

)
·
(
|S|
m

)|S|·d

≤
∑
|S|≤n

2

(
n · e
|S|

)|S|

·
(
m · e
|S|

)|S|

·
(
|S|
m

)|S|·d

≤
∑
|S|≤n

2

(
n · e ·m · e · |S|d−2

m ·m ·md−2

)|S|

≤
∑
|S|≤n

2

(
8e2

7
·
(
4

7

)d−2
)|S|

≤
∞∑

|S|=1

(
8e2

7
·
(
4

7

)d−2
)|S|

Για d ≥ 9:

Pr[G δεν είναι (n, m, d)-διογκωτής] ≤
∞∑

|S|=1

0.19s < 0.25

0.4 Υπερσυγκεντρωτές (Superconcentrators)

0.4.1 Εισαγωγή
Μπορούμε να χρησιμοποιήσουμε Διογκωτές για τη δημιουργία Υπερσυγκεντρωτών

(Superconcentrators) [72].
Ορισμός 2 (Υπεσυγκεντρωτές). Έστω γράφος G = (V,E) με I, O δύο ξένα σύνολα
κορυφών |I| = |O| = n, όπου I το σύνολο εισόδου και O το σύνολο εξόδου. Ο γράφος
G λέγεται Υπεσυγκεντρωτής αν για κάθε k ≤ n και κάθε S ⊆ I και T ⊆ O με
|S| = |T | = k, υπάρχουν k μονοπάτια μοναδικών κορυφών από το S στο T .
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0.4.2 Κατασκευή
Σε αυτή την ενότητα δίνουμε μια κατασκευή που δίνει αποδεδειγμένα Υπεσυγκε-

ντρωτές [135].
Θεώρημα 2. Για κάθε n, υπάρχουν Υπερσυγκεντρωτές με n εισόδους, n εξόδους και
O(n) ακμές.

Λήμμα 1. Έστω H = (L,R,E) ένας (n, 7n
8
, 9)-διογκωτής. Για κάθε S ⊆ L : |S| ≤ n

2

υπάρχει κάποιο ταίριασμα στο H που να καλύπτει το S.

Απόδειξη για Θεώρημα 2. 1. Κατασκευάζουμε σύνολα κορυφών εισόδου, εξόδου:
I, O : |I| = |O| = n.

2. Φτιάχνουμε εσωτερικές κορυφές O′ with |I ′| = |O′| = 7n
8
.

3. Συνδέουμε απευθείας κάθε κορυφή του I με την αντίστοιχη κορυφή του O.

4. Συνδέουμε τα I, I ′ με ακμές ενός (n, 7n
8
, 9)-διογκωτή. Αντίστοιχα για τα O,O′.

5. Επαναλαμβάνουμε αναδρομικά.
Σε κάθε αναδρομικό βήμα χρησιμοποιούμε: 9 · n ακμές για κάθε διογκωτή και n

ακμές για το ταίριασμα. Το μέγεθος της εισόδου μειώνεται συνεχώς από n σε 7n
8
. Άρα:

f(n) = f
(
7n
8

)
+ 19n. Η αναδρομή έχει ως τελικό βήμα: f(c) = c2 για κάποιο μικρό c.

Η λύση της παραπάνω σχέσης είναι f(n) = O(n).
Θα αποδείξουμε τώρα την ιδιότητα με τα μονοπάτια μοναδικών κορυφών. Για κάθε

S ⊆ I και T ⊆ O με |S| = |T | = k πρέπει να βρούμε αυτά τα μονοπάτια. Υπάρχουν
δύο περιπτώσεις:

1. k ≤ n/2. Ξέρουμε ότι ο πρώτος διογκωτής εμπεριέχει ένα ταίριασμα που καλύπτει
το S. Έστω S ′ ⊆ I ′ οι άκρες αυτού του ταιριάσματος. Αντίστοιχα ο δεύτερος
διογκωτής έχει ταίριασμα για το T . Έστω T ′ ⊆ O′ οι άκρες αυτού του ταιριάσμα-
τος. Απο επαγωγή, ο μικρότερος επασυγκεντρωτής έχει k μονοπάτια μοναδικών
κορυφών από το S ′ στο T ′. Τα μονοπάτια προκύπτουν συνδυάζοντας αυτά τα
μονοπάτια με το ταίριασμα.

2. k > n/2. Από αρχή περιστερώνα, υπάρχουν τουλάχιστον k − n/2 κορυφές στο
S που είναι απευθείας συνδεδεμένες από το ταίριασμα σε κορυφές του T . Οι υπό-
λοιπες κορυφές, που είναι το πολύ n/2, ικανοποιούν τη συνθήκη όπως εξηγήσαμε
στην προήγουμενη περίπτωση.
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0.5 Πυκνή προσοχή
Σε αυτή την ενότητα, ορίζουμε μαθηματικά το μηχανισμό πυκνής προσοχής. Θα

χρησιμοποιήσουμε ακολουθώντας την βιβλιογραφία τον ορισμό του [158].
Έστω πίνακες X ∈ RNX×EX , Y ∈ RNY ×EY . Η προσοχή του Y στο X εμπεριέχει

τη δημιουργία των ακόλουθων πινάκων: του πίνακα κλειδί K = X · WK , του πίνακα
ερώτησης Q = Y ·WQ και του πίνακα αξίας V = X ·WV , όπου τα WK ∈ REX×E,WQ ∈
REY ×E,WV ∈ RE×EV είναι πίνακες παραμέτρων. Η έξοδος του μηχανισμού προσοχής
είναι ο πίνακας O που προκύπτει από τον πολλαπλασιασμό του χάρτη προσοχής M και
του πίνακα αξίας V . Συγκεκριμένα:

M = softmax
(
Q ·KT

)
(1)

O = M · V ∈ RNY ×EV (2)

Αξίζει να σημειώσουμε ότι κάθε γραμμή του M είναι μια κατανομή πιθανότητας
πάνω στα NX στοιχεία της γραμμής.

Αλγεβρικά, για ένα μεμονωμένο διάνυσμα ερώτησης q, μπορούμε να εκφράσουμε το
αποτέλεσμα ισοδύναμα ως:

oq =

NX∑
i=1

wivi, wi =
eq·ki∑NY

j=1 e
q·kj

. (3)

0.6 Πολυβηματικοί μηχανισμοί προσοχής με προ-
καθορισμένη αρραιότητα

Η τετραγωνική πολυπλοκότητα της προσοχής οφείλεται στον υπολογισμό του πίνα-
κα MQ,K = Q ·KT ,∈ RNX×NY . Αντί αυτού, προτείνουμε πολυβηματικούς μηχανισμούς
προσοχής. Σε κάθε βήμα i, η προσοχή περιορίζεται σε ένα σύνολο προκαθορισμένων
θέσεων που δίνονται από μια μάσκα: Ai ∈ {0, 1}NX×NY . Συγκεκριμένα, σε κάθε βήμα i

υπολογίζουμε τον πίνακα M i
Q,K , όπου:

M i
Q,K [a, b] =

MQ,K [a, b], Ai[a, b] = 1

−∞, Ai[a, b] = 0
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0.7 Your Local GAN

0.7.1 Μηχανισμοί Προσοχής με Πλήρη Πληροφορία (Full
Information)

Η πρόκληση στους πολυβηματικούς μηχανισμούς προσοχής είναι ο σχεδιασμός των
δίτιμων μασκών για κάθε βήμα. Χρησιμοποιούμε ένα εργαλείο της Θεωρίας Πληροφορίας
για τον επιτυχή σχεδιασμό αρραιών μοτίβων προσοχής.

Οι γράφοι Ροής Πληροφορίας (Information Flow Graphs) είναι κατευθυνόμενοι,
ακυκλικοί γράφοι που μοντελοποιούν τη ροή δικτυακής πληροφορίας σε γράφους κα-
τανεμημένων συστημάτων [44]. Για το πρόβλημα μας, οι γράφοι αυτοί δείχνουν τη ροή
πληροφορίας μεταξύ των βημάτων προσοχής. Για κάθε σύνολο μασκών {A1, ..., Ap},
φτιάχνουμε έναν πολυμερή γράφο G(V = {V 0, V 1, ..., V p}, E) όπου οι ακμές μεταξυ
των V i, V i+1 καθορίζονται από τη μάσκα M i.

Λέμε ότι ένα μοτίβο αρραιότητας έχει Πλήρη Πληροφορία (Full Information) αν
ο σχετικός Γράφος Πληροφορίας έχει ένα μονοπάτι από κάθε κόμβο a ∈ V 0 σε κάθε
κόμβο b ∈ V p.

Εκτός από την υπολογιστική βελτιώση του πυκνού μηχανισμού προσοχής, οι αρραιοί
μηχανισμοί προσοχής μπορούν να πετύχουν και καλύτερα αποτελέσματα εξαιτίας της
ενσωμάτωσης πρώτερης γνώσης για την τοπικότητα στις εικόνες στον γράφο Ροής
Πληροφορίας.

Προτείνουμε Γράφους Πληροφορίας που έχουν O(n
√
n) ακμές και διατηρούν Πλήρη

Πληροφορία (για λεπτομέρειες παραπέμπουμε στο paper μας [41] ή στο Κεφάλαιο 3).

0.7.2 Γεωμετρία εικόνων και δισδιάστατη τοπικότητα
Οι πολυβηματικοί μηχανισμοί αρραιότητας έχουν ξαναπροταθεί στην εργασία [30].

Παρόλα αυτά, τα προτεινόμενα μοτίβα δεν διατηρούν Πλήρη Πληροφορία και επίσης έ-
χουν κατασκευαστεί για μονοδιάστατα δεδομένα εισόδου, όπως λέξεις σε μια πρόταση.
Ο πιο απλός τρόπος εφαρμογής τους σε δεδομένα πλέγματος είναι η ξεδίπλωση του
πλέγματος γραμμή-γραμμή. Παρόλα αυτά, έτσι καταστρέφεται η γεωμετρία των εικό-
νων και αναιρείται η τοπικότητα που πιθανώς να προσπαθούν να διατηρήσουν τα μοτίβα
αρραιότητας. Προτείνουμε έναν τρόπο διατήρησης της γεωμετρίας των δισδιάστατων
εικόνων. Συγκεκριμένα, αντί της απλής αναδίπλωσης του πλέγματος κάνουμε τα α-
κόλουθα: (i) απαριθμούμε τα pixels της αρχικής εικόνας ανάλογα με την Manhattan
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απόσταση τους από το (0, 0), (ii) αναδιπλώνουμε τα pixels του grid με βάση αυτή
την απαρίθμηση που διατηρεί την δισδιάστατη τοπικότητα (iii) εφαρμόζουμε τα μοτίβα
αρραιότητας που προτείναμε νωρίτερα για αυτή την απαρίθμηση. Ονομάζουμε αυτή τη
μέθοδο ESA (Enumerate, Shift, Apply).

0.7.3 Πειράματα
Πειραματική Διάταξη

Πραγματοποιούμε πειράματα στο απαιτητικό σύνολο δεδομένων ImageNet [140].
Επιλέγουμε το SAGAN [177] ως βασικό μοντέλο. Σε όλα τα πειράματά μας, αλλάζου-
με μόνο το επίπεδο προσοχής του SAGAN, διατηρώντας αμετάβλητες όλες τις άλλες
υπερ-παραμέτρους (ο αριθμός των παραμέτρων δεν επηρεάζεται). Για όλα τα μοντέλα
αναφέρουμε τη βέλτιστη απόδοση που έχει επιτευχθεί, ακόμη και αν αποκτήθηκε σε
προγενέστερο σημείο κατά τη διάρκεια της εκπαίδευσης. Για την ανακάλυψη πολυ-
ποίκιλων εξαρτήσεων στα δεδομένα εισόδου χρησιμοποιούμε πολλαπλά κεφάλια στο
μηχανισμό προσοχής, όπως στο [158]. Κάθε δύο κεφάλια προσοχής υλοποιούν έναν
αρραιό μηχανισμό προσοχής δύο βημάτων. Σημειώνουμε ότι τα βήματα προσοχής εκτε-
λούνται παράλληλα και τα αποτελέσματα τους ενώνονται στο τέλος για την διατήρηση
της Πλήρους Πληροφορίας.

Αποτελέσματα

Τα αποτελέσματα φαίνονται στον πίνακα 3.1. Όπως φαίνεται, το μοντέλο μας πετυ-
χαίνει βελτίωση ≈ 15% έναντι της πυκνής προσοχής. Εικόνες που έχουν παραχθεί από
το μοντέλο μας φαίνονται στα Σχήματα 3.11, 3.12, 3.13, 3.14.

Επιπρόσθετα στις σημαντικά βελτιωμένες επιδόσεις, ένα σημαντικό πλεονέκτημα
της χρήσης του αραιού μας μηχανισμού αντί για ένα πυκνό επίπεδο προσοχής, είναι ότι
παρατηρούμε σημαντική μείωση του χρόνου εκπαίδευσης που απαιτείται. Το SAGAN
έφτασε στην καλύτερη βαθμολογία FID μετά από περισσότερα από 1,3 εκατομμύρια
βήματα προπόνησης, ενώ το YLG-SAGAN φτάνει στο βέλτιστο σκορ μετά από μόνο
865.000 βήματα (μείωση ≈ 40% στον χρόνο προπόνησης).

0.7.4 ΕφαρμογήΜηχανισμών Προσοχής: Αντιστροφή Δη-
μιουργικών Ανταγωνιστικών Δικτύων

Μας ενδιαφέρει να μελετήσουμε τον μηχανισμό προσοχής μας σε πραγματικές εικό-
νες. Αυτό μας οδηγεί στο πρόβλημα της αντιστροφής Δημιουργικών Ανταγωνιστικών
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Δικτύων. Μια προσέγγιση είναι η προσπάθεια επίλυσης του προβλήματος βελτιστοποί-
ησης:

argmin
z∗
{∥G(z∗)− x∥2}. (4)

Για την επίλυση αυτού του προβλήματος βελτιστοποίησης, μπορούμε να πραγματο-
ποιήσουμε gradient descent από μια τυχαία αρχικοποίηση z0.

Δυστυχώς, αυτή η ιδέα δεν λειτουργεί καλά για βαθειά Δημιουργικά Ανταγωνιστι-
κά Δίκτυα με μηχανισμούς προσοχής. Προτείνουμε μια νέα μέθοδο αντιστροφής που
χρησιμοποιεί τον Διαχωριστή (Discriminator) για να λύσει το πρόβλημα ελαχιστο-
ποίησης σε διαφορετικό χώρο αναπαράστασης. Συγκεκριμένα: Ξεκινάμε με μια τυχαία
λανθάνουσα μεταβλητή z και μια δεδομένη πραγματική εικόνα x. Συμβολίζουμε με D0

το δίκτυο του διαχωριστή ακριβώς και πριν το επίπεδο προσοχής και λαμβάνουμε τις
παραστάσεις D0(G(z)) και D0(x). Μια ιδέα θα ήταν η ελαχιστοποίηση με gradient
descent της παράστασης:

∥D0(G(z))−D0(x)∥2.

Η ιδέα αυτή δουλεύει καλύτερα από την αντιστροφή στο χώρο του Γεννήτορα αλλά
τα αποτελέσματα δεν είναι ακόμα ικανοποιητικά. Βρήκαμε, ωστόσο, ότι μπορούμε να
χρησιμοποιήσουμε τον χάρτη προσοχής της πραγματικής εικόνας για να βελτιώσουμε
περαιτέρω την αντιστροφή. Θα χρησιμοποιήσουμε το παράδειγμα της αρχιτεκτονικής
SAGAN για να το δείξουμε αυτό. Μέσα στην προσοχή του SAGAN Discriminator,
σχηματίζεται ένας χάρτη προσοχής M ∈ R32×32×16×16. Για κάθε pixel της 32 × 32,
αυτός ο χάρτης προσοχής είναι μια κατανομή πάνω από τα pixel της 16 × 16 εικόνας.
Μπορούμε να χρησιμοποιήσουμε αυτόν τον χάρτη προσοχής για να εξαγάγουμε έναν
χάρτη οπτικής σημαντικότητας (saliency map). Για κάθε εικονοστοιχείο της 16 × 16

εικόνας, μπορούμε να αθροίσουμε τις πιθανότητες από όλα τα εικονοστοιχεία της 32×
32 εικόνας και με κατάλληλη κανονικοποίηση να δημιουργήμουμε μια νέα κατανομή
πιθανότητας. Υποδηλώνουμε αυτήν την κατανομή με S. Διαισθητικά, αυτή η κατανομή
αντιπροσωπεύει πόσο σημαντικό είναι κάθε pixel της εικόνας για τον Διαχωριστή.

Ο προτεινόμενος αλγόριθμος αντιστροφής μας είναι να πραγματοποιήσουμε gradient
descent για να ελαχιστοποιήσουμε ποσότητα:

∥
(
D0(G(z))−D0(x)

)
· S ′∥2, (5)

όπου S ′ είναι μια scaled έκδοση του χάρτη οπτικής σημαντικότητας S στις διαστάσεις
του D0(x). Τα αποτελέσματα είναι ιδιαίτερα ικανοποιητικά. Για περισσότερες πληροφο-
ρίες παραπέμπουμε στο Κεφάλαιο 3.
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0.8 Πολυβηματικοί μηχανισμοί προσοχής με Υ-
περσυγκεντρωτές

0.8.1 Εισαγωγή
Στο YLG [41], παρουσιάσαμε ένα μηχανισμό προσοχής δύο βημάτων που διατη-

ρεί Πλήρη Πληροφορία. Σε αυτήν την ενότητα, διερευνούμε ποια είναι τα καλύτερα
οφέλη που μπορούμε να αναμένουμε από μηχανισμούς προσοχής πολλαπλών βημάτων.
Οι κύριες ερωτήσεις που εξετάζουμε σε αυτήν την ενότητα είναι: (α) Είναι δυνατή η
δημιουργία παραλλαγών προσοχής με Πλήρη Πληροφορία και γραμμική πολυπλοκότη-
τα; (β) Πώς συγκρίνουμε παραλλαγές προσοχής σε πολλά βήματα που έχουν την ίδια
υπολογιστική πολυπλοκότητα;
0.8.2 Ένας (εύκολος) γραμμικός μηχανισμός προσοχής

Φαίνεται ότι υπάρχει ένας απλός μηχανισμός προσοχής πολλαπλών βημάτων που
επιτυγχάνει προσοχή με γραμμική πολυπλοκότητα και έτσι απαντά στην ερώτηση (α).
Αυτό διερευνήθηκε στη δημοσίευση Star Transformers [60]. Είναι ενδιαφέρον ότι αυτή
η κατασκευή απαιτεί μόνο δύο βήματα προσοχής.

Η ιδέα είναι πολύ απλή. Προσθέτουμε πρώτα έναν επιπλέον ενδιάμεσο κόμβο. Είναι
σημαντικό να σημειωθεί ότι ο προστιθέμενος κόμβος είναι εικονικός, δεν αντιστοιχεί σε
κανένα σύμβολο της ακολουθίας εισόδου. Αυτός ο κόμβος δίνει προσοχή στο πρώτο
βήμα σε όλα τα σύμβολα εισόδου. Στη συνέχεια, στο δεύτερο βήμα, όλα τα σημεία της
ακολουθίας εισόδου δίνουν προσοχή σε αυτόν τον ενδιάμεσο κόμβο πληροφορίας που
σε προήγουμενο γύρο πήρε πληροφορία από όλους τους άλλους κόμβους. Είναι εύκολο
να δούμε ότι αυτό το γράφημα: (i) έχει γραμμικό αριθμό ακμών και επομένως γραμμική
πολυπλοκότητα και (ii) διατηρεί Πλήρη Πληροφορία.

0.8.3 Το Εμπόδιο Πληροφορίας
Με την πρώτη ματιά, το Star Transformer φαίνεται ιδανικό: είναι εύκολο να εφαρ-

μοστεί και επιτυγχάνει γραμμική προσοχή με δύο βήματα. Ωστόσο, υπάρχει ένα κρυφό
μειονέκτημα σε αυτήν την ιδέα: στο δεύτερο βήμα προσοχής, όλοι οι κόμβοι βασίζο-
νται στις πληροφορίες που είναι ενσωματωμένες στην διανυσματική αναπαράσταση του
ενδιάμεσου κόμβου. Καθώς το μέγεθος της εισόδου N μεγαλώνει, γίνεται όλο και πιο
δύσκολο για το μοντέλο να αποθηκεύει πληροφορίες από όλους τους κόμβους εισόδου
σε έναν μόνο κόμβο. Ως αποτέλεσμα, ο ενδιάμεσος κόμβος χάνει κάποιες πληροφορίες
και αυτή η απώλεια μεταφέρεται σε όλους τους άλλους κόμβους αφού όλοι οι κόμ-
βοι βασίζουν εκεί την προσοχή τους στο δεύτερο βήμα. Αναφερόμαστε στο πρόβλημα
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της υπερβολικής εμπιστοσύνης σε λίγους κόμβους ως Εμπόδιο Πληροφορίας. Οι συγ-
γραφείς του Star Transformer [60] επιβεβαίωσαν πειραματικά ότι αυτή η προσέγγιση
λειτουργεί καλύτερα για μεσαίου μεγέθους εισόδους. Πιστεύουμε ότι για συγκεκριμέ-
να μεγέθη εισόδου και διάσταση διανυσμάτων, η συμφόρηση πληροφορίας σε ένα μόνο
διάνυσμα ενδέχεται να μην είναι πολύ υψηλή και αυτή η μέθοδος μπορεί να λειτουρ-
γήσει καλά. Για μεγαλύτερα μήκη εισόδου όμως, αυτή η προσέγγιση συνοδεύεται με
προβλήματα.

0.8.4 Υπερσυγκεντρωτές για πολυβηματικούς μηχανισμούς
προσοχής με γραμμική πολυπλοκότητα και ελάχι-
στο Εμπόδιο Πληροφορίας

Η συζήτηση για τους καλύτερους μηχανισμούς προσοχής οδήγησε μέχρι οδήγησε
σε αδιέξοδο: η υπερβολική μείωση της πολυπλοκότητας της προσοχής εισάγει προβλή-
ματα συμφόρησης πληροφορίας. Σε αυτήν την ενότητα, παρουσιάζουμε μια λύση σε
αυτό το πρόβλημα, που προέρχεται από τη θεωρία γραφημάτων: Υπερσυγκεντρωτές. Οι
υπερσυγκεντρωτές συνδυάζουν τα θετικά και από τους δύο κόσμους: έχουν γραμμικό
αριθμό ακμών, διατηρούν Πλήρη Πληροφορία και έχουν το ελάχιστο Εμπόδιο Πληρο-
φορίας μεταξύ οποιουδήποτε άλλου γραφήματος με γραμμικό αριθμό ακμών. Συγκεκρι-
μένα, κατασκευάζουμε Υπερσυγκεντρωτές με βάση την κατασκευή που περιγράψαμε
νωρίτερα και τους χρησιμοποιούμε ως Γράφους Ροής Πληροφορίας για καινούργιους
μηχανισμούς προσοχής. Η πειραματική αξιολόγηση της ιδέας αυτής παραμένει ανοικτή
εργασία.

0.9 Αποδοτικοί Μηχανισμοί Προσοχής με Δυ-
ναμική Αρραιότητα

0.9.1 Εισαγωγή
Ως τώρα προτείναμε την προσοχή σε πολλαπλά βήματα ως έναν τρόπο για την

ανακούφιση των υπολογιστικών απαιτήσεων της πυκνής προσοχής. Η κεντρική ιδέα της
προσοχής πολλαπλών βημάτων είναι ότι σε κάθε χρονικό βήμα η προσοχή περιορίζεται
σε ορισμένες προκαθορισμένες θέσεις. Σε αυτό το κεφάλαιο, θα διερευνήσουμε
τρόπους για δυναμική αρραιή προσοχή.
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0.9.2 Κίνητρo
Κοιτάμε για πραγματικές εισόδους, τους χάρτες προσοχής ισχυρών προ-εκπαιδευμένων

μοντέλων σε Όραση Υπολογιστών και Επεξεργασία Φυσικής Γλώσσας. Στόχος μας
είναι να βρούμε: (i) πόσα από τα κλειδιά |K| λαμβάνουν τιμή κάτω από 0.01 στο softmax
και (ii) πόσα από τα κλειδιά |K| παίρνουν τιμή κάτω 1

|K| στο softmax. Τα αποτελέσμα-
τα συνοψίζονται στον Πίνακα 4.1. Όπως φαίνεται στον πίνακα, τα προ-εκπαιδευμένα
μοντέλα παράγουν χάρτες προσοχής με μεγάλη αρραιότητα. Η πειραματική αυτή πα-
ρατήρηση επιβεβαιώνεται και θεωρητικά, όπως δείχνουμε στο Λήμμα 3. Αυτό σημαίνει
ότι κάθε διάνυσμα ερώτηση εξαρτάται από ένα μικρό υποσύνολο των αρχικών κλειδιών.
Μπορούμε να εκμεταλλευτούμε αυτήν την παρατήρηση για να σχεδιάσουμε ταχύτερα
επίπεδα προσοχής.

0.9.3 Μηχανισμοί Προσοχής ανά ομάδες
Η ιδέα είναι απλή: Θα φτιάξουμε μηχανισμούς προσοχής στους οποίους κάθε ε-

ρώτημα θα δίνει προσοχή μόνο στο μικρό υποσύνολο κλειδιών με τα οποία έχει με-
γάλο εσωτερικό γινόμενο. Δεδομένου ότι γνωρίζουμε ότι κάθε query διάνυσμα σε
προ-εκπαιδευμένα μοντέλα προσοχής έχει O(1) σημαντικά κλειδιά, τότε η συνολική
πολυπλοκότητα προσοχής για N queries θα είναι O(N). Αναφερόμαστε γενικά στις
προσεγγίσεις που περιορίζουν την προσοχή κάθε ερωτήματος σε ένα περιορισμένο σύ-
νολο σημαντικών κλειδιών ως στρώματα προσοχής με αρραιότητα που εξαρτάται από
τα δεδομένα ή ισοδύναμα δυναμική αρραιότητα.

0.9.4 Προκλήσεις
Αν και αυτή η ιδέα φαίνεται πολύ ελπιδοφόρα, συνοδεύεται από μερικές πολύ δύ-

σκολες προκλήσεις. Η πρώτη βασική πρόκληση είναι η εύρεση αποδοτικής μεθόδου για
την επιλογή των σημαντικών κλειδιών για κάθε διάνυσμα ερώτησης. Η δεύτερη πρό-
κληση είναι η δυνατότητα παραλληλοποίησης αυτής της διαδικασίας. Για παράδειγμα,
αν κάθε query ταιριάζει με διαφορετικό αριθμό από σημαντικά κλειδιά αυτή η διαδικα-
σία δεν μπορεί να εκτελεστεί αποδοτικά σε σύγχρονο υλικό, όπως κάρτες γραφικών.
Για την παραλληλοποίηση της διαδικασίας, τα διανύσματα ερώτησης και τα διανύσματα
κλειδιών οργανώνονται σε ομάδες ίδιου πλήθους και η προσοχή γίνεται εσωτερικά ανά
ομάδα. Η αποδοτική οργάνωση σε ορθές ομάδες, δηλαδή ομάδες που περιλαμβάνουν
σημαντικά κλειδιά για όλα τα διανύσματα ερώτησης της ομάδας, αποτελεί και αυτό μια
νέα πρόκληση.
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0.9.5 Locality Sensitive Hashing (LSH)
Ένας τρόπος αποδοτικής ανεύρεσης σημαντικών ζευγαριών για ομαδοποίηση είναι

το Locality Sensitive Hashing (LSH) [132, 78, 54]. Το LSH είναι μια αλγοριθμική τε-
χνική για την ομαδοποίηση με μεγάλη πιθανότητα στον ίδιο κουβά όμοιων διανυσμάτων.
Ένας τυπικός ορισμός ακολουθεί.
Ορισμός 3. ΈστωM = (M,d) ένας μετρικός χώρος, R > 0 ένα κατώφλι και c > 1 μια
σταθερά προσέγγισης. Συμβολίζουμε με F την οικογένεια των συναρτήσεων h : M → S

που απεικονίζουν εισόδους x ∈ M σε κουβάδες s ∈ S. Η οικογένεια αυτή είναι LSH αν
ικανοποεί τα ακόλουθα για κάθε δύο διανύσματα εισόδου p, q ∈M .

• Αν d(p, q) ≤ R τότε h(q) = h(p) με πιθανότητα τουλάχιστον P1.

• Αν d(p, q) ≥ cR τότε h(q) ̸= h(p) με πιθανότητα τουλάχιστον P2

όπου P1 > P2. Μια τέτοια οικογένεια F είναι R, cR, P1, P2-sensitive.

0.9.6 Τρία προβλήματα που λύνει το LSH
To LSH μπορεί να χρησιμοποιηθεί για την επίλυση τριών βασικών προβλημάτων:

(α) εύρεση κοντινότερων ευκλίδειων γειτόνων [42, 8, 78, 54], (β) εύρεση κοντινότε-
ρων γειτόνων με βάση τη γωνιακή απόσταση [157, 9], (γ) εύρεση διανυσμάτων που
αντιστοιχούν σε μεγάλα εσωτερικά γινόμενα [117, 147, 14]. Το ενδιαφέρον είναι ότι
υπάρχουν συσχετίσεις μεταξύ αυτών των προβλημάτων. Για παράδειγμα, αν όλα τα δε-
δομένα ζουν στη σφαίρα μοναδιαίας νόρμας τότε όλα τα προβλήματα που αναφέρθηκαν
είναι ισοδύναμα. Αν όλα τα διανύσματα ζουν σε κάποια άλλη σφαίρα τότε τα προβλή-
ματα (α), (γ) είναι ισοδύναμα. Στη συζήτηση για μηχανισμούς προσοχής φαίνεται ότι
το πιο σχετικό πρόβλημα είναι το πρόβλημα της εύρεσης μεγάλων εσωτερικών γινομέ-
νων σε O(N) χρόνο για όλα τα διανύσματα ερωτήσεων συγχρόνως. Παρόλα αυτά, το
πρόβλημα της εύρεσης μεγάλων εσωτερικών γινομένων είναι γενικά πιο δύσκολο από
τα άλλα δύο [161]. Έτσι, μπορούμε να εκμεταλλευτούμε τις συσχετίσεις μεταξύ των
προβλημάτων και να χρησιμοποιήσουμε αλγορίθμους βασισμένους σε LSH για κάποιο
από τα άλλα δύο προβλήματα.

0.9.7 Προσοχή με Locality Sensitive Hashing: Reformer και
προτάσεις επέκτασης

Το Reformer [118] είναι το πρώτο ερευνητικό έργο που προτείνει την ιδέα της
χρήσης LSH για προσοχή. Ο Reformer χρησιμοποιεί LSH για το πρόβλημα της προ-
σέγγισης των κοντινότερων Ευκλίδειων γειτόνων. Όπως εξηγήσαμε νωρίτερα, η πυκνή
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προσοχή εξάγει για κάθε ερώτημα ένα σταθμισμένο άθροισμα όλων των διανυσμάτων
αξίας: τα βάρη εξαρτώνται αποκλειστικά από το εσωτερικό γινόμενο που έχει ένα ε-
ρώτημα με τα διανύσματα κλειδιά. Δεδομένου ότι το πρόβλημα της αναζήτησης μεγά-
λων γινομένων διαφέρει από το πρόβλημα της αναζήτησης πλησιέστερων γειτόνων, ο
Reformer αναδιαμορφώνει την πυκνή προσοχή. Συγκεκριμένα, προτείνει τις ακόλουθες
αλλαγές:

1. Στο Reformer, τα ερωτήματα και τα κλειδιά μοιράζονται τις ίδιες διανυσματικές
παραστάσεις.

2. Όλα τα κλειδιά (και επομένως όλα τα ερωτήματα) στο Reformer είναι υποχρεω-
μένα να ζουν σε μια μοναδιαία σφαίρα.

Δεδομένου ότι όλα τα ερωτήματα και τα κλειδιά ζουν σε μια μοναδιαία υπερσφαίρα,
το πρόβλημα της αναζήτησης μεγάλων εσωτερικών γινομένων ανάγεται σε πρόβλημα
εύρεσης κοντινότερων γειτόνων. Επίσης, δεδομένου ότι τα διανύσματα είναι κανονικο-
ποιημένα, η ευκλείδεια απόσταση μεταξύ των σημείων στη σφαίρα είναι ακριβώς η ίδια
με τη γωνιακή απόσταση και έτσι μπορούμε να χρησιμοποιήσουμε το σχήμα LSH του
[9]. Συγκεκριμένα, στο Reformer τα ερωτήματα (και τα κλειδιά, δεδομένου ότι έχουν
τις ίδιες διανυσματικές αναπαραστάσεις) πολλαπλασιάζονται με ένα τυπικό Gaussian
vector g και στη συνέχεια ταξινομούνται με βάση το εσωτερικό τους γινόμενο με αυτό
το διάνυσμα. Τέλος, σχηματίζονται ομάδες των N

L
για ομαδοποίηση σε L συστάδες. Η

διαδικασία επαναλαμβάνεται πολλές φορές ώστε να μειωθούν τα λάθη που προέρχονται
από το LSH. Κάθε φορά η προσοχή πραγματοποιείται ανεξάρτητα και παράλληλα για
κάθε συστάδα, όπως φαίνεται στο Σχήμα 4.1. Τα επιμέρους αποτελέσματα ενώνονται
με ένα σταθμισμένο άθροισμα.

Ένα εμπόδιο στην επίδοση του Reformer είναι ότι πρέπει να ταξινομήσουμε την
ακολουθία εισόδου. Η ίδια η λειτουργία ταξινόμησης αυξάνει την υπολογιστική πολυ-
πλοκότητα του Reformer από O(N) σε O(N logN) όπου N δηλώνει τον αριθμό των
ερωτημάτων και των κλειδιών. Μπορούμε να αποφύγουμε αυτήν την υπολογιστική ε-
πιβάρυνση εάν παρατηρήσουμε ότι ενδιαφερόμαστε μόνο για τη σειρά των κόμβων που
ανήκουν σε διαφορετικούς κουβάδες. Με άλλα λόγια, δεν μας ενδιαφέρει ο τρόπος με
τον οποίο τακτοποιούνται οι κόμβοι μέσα σε έναν κάδο. Πρέπει να γνωρίζουμε μόνο
ότι οι κόμβοι σε έναν κάδο έχουν μικρότερο (ή μεγαλύτερο) δείκτη κατακερματισμού
από τους κόμβους σε άλλο κάδο. Με βάση αυτή την παρατήρηση παρουσιάζουμε έ-
να σχήμα ταξινόμησης, το οποίο ονομάζουμε Εξωτερική Ταξινόμηση, που τρέχει με
O(N · logL) πολυπλοκότητα όπου L είναι ο αριθμός των κουβάδων. Η κύρια ιδέα είναι
ότι χρησιμοποιούμε αναδρομικά quickselect για να χωρίσουμε έναν πίνακα σε δύο μέρη
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που ταξινομούνται εξωτερικά σε O(N) χρόνο. Για να διαιρέσουμε τον πίνακα σε L μέρη
πρέπει να επαναλάβουμε τη διαδικασία logL φορές, επομένως η συνολική πολυπλοκό-
τητα είναι O(N logL). Ο αλγόριθμος δίνεται αναλυτικά στον Ψευδοκώδικα 1.

Ένα άλλο εμπόδιο στο Reformer είναι ότι οι διανυσματικές αναπαραστάσεις των
κλειδιών και των ερωτημάτων είναι οι ίδιες. Αν και πειραματικά αυτό δεν μείωσε την
απόδοση για τα προβλήματα που δοκιμάστηκε [118], είναι πιθανό να υπάρξουν άλλα
προβλήματα που να παρατηρηθεί πτώση. Ακόμα πιο σημαντικό είναι ότι αυτό περιορίζει
τη χρήση του Reformer σε προβλήματα που το πλήθος των κλειδιών είναι το ίδιο με το
πλήθος των ερωτημάτων.

Προτείνουμε μια απλή λύση στο παραπάνω πρόβλημα: να αντικαταστήσουμε τη συ-
νάρτηση απεικόνισης. Αλλάζοντας τη συνάρτηση απεικόνισης ώστε να ομαδοποιεί δια-
νύσματα που έχουν μικρή Ευκλίδεια απόσταση ή μεγάλα εσωτερικά γινόμενα μπορούμε
να έχουμε δεδομένα που ζουν σε κάποια υπερσφαίρα μικρότερης νόρμας (όπως παρατη-
ρούμε και πειραματικά στην πυκνή προσοχή) ή ακόμα και δεδομένα χωρίς γεωμετρικούς
περιορισμούς. Παρουσιάζουμε κάποια πρώτα αποτελέσματα αυτής της ιδέας πάνω στο
πρόβλημα του διπλασιασμού μιας ακολουθίας εισόδου στον Πίνακα 4.2. Όπως φαίνεται,
τα εναλλακτικά σχήματα απεικόνισης πετυχαίνουν αντίστοιχα ή και ορισμένες φορές
καλύτερα αποτελέσματα χωρίς να θέτουν τόσο ισχυρούς περιορισμούς στη φύση των
δεδομένων εισόδου.

Εναλλακτικές προσεγγίσεις και ένα μοντέλο σύγκρισης

Εκτός από το Reformer, υπάρχει μια σειρά άλλων εργασιών για αποδοτικούς μηχανι-
σμούς βασισμένους σε δυναμική αρραιότητα. Για παράδειγμα, το Routing Transformer
[138] προτείνει τη συσταδοποίηση με K-means ενώ το Sparse Sinkhorn Attention [156]
προτείνει τη χρήση ενός εκπαιδεύσιμου δικτύου συσταδοποίησης. Το βασικό πρόβλημα
όλων των προτεινόμενων λύσεων είναι οτι απαιτούν την επανεκπαίδευση του δικτύου και
συνεπώς δεν μπορούν να λειτουργήσουν σε προ-εκπαιδευμένα δίκτυα. Αυτό περιορίζει
σημαντικά την χρησιμότητα τους αφού το κόστος της επανεκπαίδευσης είναι τεράστιο
και η πιθανότητα κυριάρχησης των αρραιών μηχανισμών προσοχής είναι μικρή. Προ-
τείνουμε ένα μοντέλο σύγκρισης, την Τυχαία Προσοχή, που μπορεί να χρησιμοποιηθεί
για την δημιουργία αρραιών μοντέλων που δεν απαιτούν επανεκπαίδευση. Στην Τυχαία
Προσοχή οι ομάδες δημιουργούνται τυχαία κάθε φορά και η προσοχή πραγματοποιείται
μέσα στην ομάδα. Για την αύξηση της πιθανότητας επιτυχίας της μεθόδου, επαναλαμ-
βάνουμε τη διαδικασία κάποιες φορές. Όπως δείχνουμε στο Σχήμα 4.7, αυτό το απλό
μοντέλο μπορεί να πετύχει εντυπωσιακά αποτελέσματα ακόμα και με 50% λιγότερη
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μνήμη σε προ-εκπαιδευμένα δίκτυα. Ελπίζουμε ότι αυτό θα κινητοποιήσει έρευνα στην
κατεύθυνση εύρεσης μηχανισμών προσοχής που δεν απαιτούν επανεκπαίδευση.

0.10 Συμπεράσματα
Σε αυτή τη διπλωματική εργασία, προτείναμε και μελετήσαμε λύσεις για αποδο-

τικούς μηχανισμούς προσοχής. Οι μέθοθοι που παρουσιάστηκαν βασίζονται είτε σε
προκαθορισμένα αραιά μοτίβα (Κεφάλαιο 3) είτε σε δυναμική αρραιότητα (Κεφάλαιο
4). Δείξαμε ότι οι προτεινόμενοι μηχανισμοί μπορούν να επιταχύνουν και ακόμη να
είναι πιο αποτελεσματικοί από την πυκνή προσοχή, επιτρέποντας ταχύτερη προπόνηση,
λιγότερες απαιτήσεις μνήμης και τη προσοχής σε μεγαλύτερα παράθυρα περιεχόμενου.
Συγκεκριμένα, στην Όραση Υπολογιστών καταφέραμε να ξεπεράσουμε κατά περίπου
15% την απόδοση της πυκνής προσοχής ενώ εκπαιδεύσαμε για 50% λιγότερα βήματα
και χρησιμοποιώντας O(N

√
N) αντί για O(N2) μνήμη. Δείξαμε επίσης πώς μπορούν να

χρησιμοποιηθούν οι χάρτες προσοχής για την επίλυση σημαντικών προβλημάτων, όπως
η αντιστροφή μεγάλων Διημουργικών Ανταγωνιστικών Δικτύων (ΔΑΔ). Παρουσιά-
σαμε επίσης αποτελεσματικούς μηχανισμούς προσοχής που βασίζονται σε δυναμική α-
ραιότητα. Εστιάσαμε το ενδιαφέρον μας σε λύσεις που βασίζονται σε Locality Sensitive
Hashing και προτείναμε αρχιτεκτονικές αλλαγές σε υπάρχοντα δίκτυα. Οι αλλαγές αυ-
τές μπορούν να οδηγήσουν σε απλούστερες παραλλαγές προσοχής που λειτουργούν
χωρίς να επιβάλουν περιορισμούς στις εισόδους προσοχής. Υπολογιστικά, οι λύσεις
μας μπορούν να δώσουν σημαντικές βελτιώσεις στην απόδοση. Συγκεκριμένα για το
Reformer [118], προτείναμε ένα εξωτερικό σχήμα ταξινόμησης που μπορεί να επιτύχει
μεγάλη επιτάχυνση για αρκούντως μεγάλο μέγεθος εισόδου.
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Chapter 1

Introduction

1.1 Introduction to Deep Learning

1.1.1 History of Artificial Intelligence
People have always dreamed of machines that can think. Even 100 years be-

fore the first computer was made, people started coding and wondering whether
machines could develop intelligence [100]. We now live in the era of Artificial Intel-
ligence that includes, among others, self-driving cars, superhuman performance in
Natural Language Processing [160, 37, 15, 53, 19, 45, 151, 80, 164, 94, 27], networks
that are capable of producing realistic human faces [84, 85, 83] and important med-
ical applications [86, 40, 28, 6, 101]. In this section, we shortly review how Artificial
Intelligence evolved to what we know today1. This discussion allows us to contextu-
alize the contributions of this work and better understand the potential implications
it might have for the community.

Early historical trends in Artificial Intelligence

The history of Artificial Intelligence started in 1943, when McCulloch and Pitts
published the paper “A logical calculus of the ideas immanent in nervous activ-
ity” [109]. Inspired by how the brain functions, the authors of this work described a
very simple computational model for a cell, called neuron, which signaled the birth
of neural networks. Eight years later, SNARC [141], the first neural network machine

1Disclaimer: We barely scratch the surface of what happened in the last years, mainly focusing
on supervised Machine Learning. There are many more areas that have been developed such as
Reinforcement Learning [165], unsupervised learning [47, 99] and many more that are not in the
scope of this thesis.
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that was able to learn was introduced. At the very first steps of Artificial Intelligence,
researchers used successively this new technology to solve problems that were: (i)
hard for humans (ii) limited to a relatively small state space (iii) did not require
world knowledge. For example, one year later after SNARC, researchers create the
first machine capable of playing checkers [108]. Surprisingly, this early trend lasts for
nearly 50 years. In 1997, the news that IBM’s Deep Blue wins the chess champion
Kasparov [106] travel the world.

Knowledge-base Artificial Intelligence

These first applications of Artificial Intelligence showed that we can utilize this
type of research to solve abstract and formal tasks that are mentally undertaking for
humans. But what about tasks that humans can perform relatively easy? For exam-
ple, humans can easily discriminate a dog from a cat, they can have conversations
and they can also answer simple questions about a story they heard. At these early
stages of Artificial Intelligence, these problems were far more challenging for com-
puters. Initially, people tried to hard-code world knowledge into formal languages
to solve some of this problems, e.g. question answering. This methodology is known
as the knowledge base approach to Artificial Intelligence. One characteristic example
of this approach is ELIZA [166], the first chatbot ever created. Another example is
the system Cyc [93], an inference engine and a database of statements in a language
called CycL. Despite the efforts in that direction, knowledge base approaches mostly
failed because they required tremendous human effort to encode even simple facts
about the world.

Machine Learning

The complexity involved in creating knowledge base systems, suggested that Ar-
tificial Intelligence programs should be able to acquire their own knowledge. This
approach is called Machine Learning. From a broader standpoint, Machine Learning
studies algorithms and statistical models that computer systems use to effectively
perform a specific task without using explicit instructions. Machine Learning based
computer programs rely on patterns that are automatically discovered from a set of
sample data, which is known as “training data”. The goal of Machine Learning is to
acquire knowledge from training data that can generalize to new contexts without
human intervention.

Machine Learning evolved to what we know today through a series of research
works. In 1957, Perceptron, a single layer neural network, is introduced [137]. Al-
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though the perceptron initially seemed promising, it was quickly proved that per-
ceptrons could not be trained to recognise many classes of patterns (e.g. XOR).
Discouraged by this discovery, the research community mostly dismissed the idea
of Perceptrons for a lot of years. The interest for Perceptrons revived when before
people understood that a feed-forward neural network with more layers (also called
a Multi-Layer Perceptron - MLP) has greater processing power. In fact, in 1989 it
was proven that MLPs are universal approximators [36].

Backpropagation The backbone of MLPs training is a supervised learning tech-
nique, called backpropagation. A first version of backpropagation was proposed in
1970 [96]. However, it took 16 years to reformulate backpropagation and use it suc-
cessfully for learning internal representations [139].

Traditional methods for Machine Learning Although MLPs found applica-
tions during the 1980s in diverse fields such as speech recognition, image recognition,
and machine translation software, the interest around backpropagation based tech-
niques soon surged because more performant, simpler techniques were introduced.
We briefly review traditional methods that are not based on backpropagation.

In 1988, researches suggest the usage of Gaussian Mixture Models (GMM) [110].
Gaussian mixture models are a probabilistic model for representing normally dis-
tributed sub-populations within an overall population. We can also view a GMM
as a probabilistic model that we can use to estimate the probability of a sample.
Formally, In a Gaussian Mixture Model, the probability of a sample x is given by:

p(x) =
K∑
i=1

ϕi · N (µi,Σi).

The mixture weights have to satisfy the constraint:
∑K

i=1 ϕi = 1. The parameters
ϕi,µi,Σi i ∈ {1, 2, ..., K} can be trained with Expectation Maximization [175] al-
gorithm. This algorithm is used to iteratively apply the Maximum-Likelihood estima-
tion of the model parameters which tries to find the parameters, that maximize the
likelihood of a GMM. There are a lot of practical applications for GMMs. Namely,
we can use a GMM model to automatically classify hand-written digits [20], to ex-
tract topics from a document, to extract features from speech data, to track objects
in videos, etc.

In 1995, researchers come up with the idea of Support Vector Machines [106].
The main advantage of Support Vector Machines (SVMs) is that they be used for
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Figure 1.1 Example of using a Gaussian Mixture Model for clustering.

classification of non-linearly separable data. Indeed, for most interesting problems it
is impossible to find a hyperplane that can serve as a perfect classification boundary
for the data of the training set. To solve this problem, researchers proposed [65]
to first project the input data in a higher dimensional in which linear separation is
possible. SVMs are trying to find maximum-margin hyperplanes for the classification
in the higher-dimensional space. Concretely, for input observations2 {x1, x2, ..., xN}
with labels {y1, y2, ..., yN} where yi ∈ {−1, 1} the underlying optimization problem
SVMs solve is: min ||w||2

yi · (w · xi − b) ≥ 1 ∀i ∈ {1, 2, ..., N}.

The solution (w, b) to this problem defines the maximum-margin hyperplane
which is serves as the classification boundary. This process is shown in Figure 1.2.

Representation Learning Both MLPs and traditional learning methods (e.g.
SVM, GMM, etc.) have as input vector representations of the input data. We usually
refer to these representations as input features. Features should somehow meaning-
fully encode the input of the problem. However, extracting proper features can also
be a challenge. Indeed, early Artificial Intelligence researchers spent a lot of time and
thought for finding meaningful feature representations for their problems. Despite
these efforts, for many tasks it can be extremely difficult to decide what features
to extract. One solution to this problem is to use machine learning to discover not
only the mapping from representation to output but also the representation itself, an
approach known as Representation Learning [113, 55]. Learned representations often
outperform hand-crafted features. An additional advantage is that domain-expertise
is not required in order to extract learned representations and thus Artificial In-

2Input observations are supposed to be linearly separable. If not, we can project them in a higher
dimensional space with a function ϕ(·) : Rd1 → Rd2 in which they are linearly separable.
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Figure 1.2 Support Vector Machines for classification. Figure source: Wikipedia.

telligence becomes accessible to more people. A typical example of Representation
Learning is auto-encoders.

Deep Learning

Supervised Machine Learning enjoyed a lot of success and was applied to many
applications across domains. However, Machine Learning based methods were faced
with an onerous obstacle: the computational effort required to extract meaningful
representations from input data increases together with the task’s difficulty. Specif-
ically, for Machine Learning we are looking for Feature Extraction algorithms that
disentangle the different source of variations in the input data. This problem is non-
trivial for many tasks in which even a single source of variation may impact all the
observed data points. Deep Learning can help in such situations.

Although there is no strict definition of what Deep Learning is, it is generally
acceptable that Deep Learning models either involve a greater amount of composition
of learned functions or learned concepts than traditional machine learning does [55].
A lot of factors contributed to the evolution of Deep Learning. First of all, better
hardware became available that enabled the usage of backpropagation for training
of larger models. Secondly, people created large datasets such as MNIST [91] and
especially ImageNet [89]. Finally, the outstanding performance (compared to the
standard Support Vector Machines) of a deep network [89] on ImageNet revived the
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interest for backpropagation techniques and motivated researchers to work in this
direction.

1.2 Today’s Deep Learning
Nowadays, Deep Learning has dominated the field of Artificial Intelligence. A

good indicator for the Deep Learning hype is the number of new papers that are
released daily in the arXiv pre-print server. Surprisingly, each day 100 new Ma-
chine Learning papers are released, resulting in approximately 33,000 papers per
year [103]! It is so difficult to keep up with the vast amount of new research papers
that people have created automatic tools to help people catch up with research that
is relevant to them [7]. In this section, we briefly discuss common architectural blocks
in state-of-the-art models for Computer Vision and Natural Language Processing.

1.2.1 Feed Forward Neural Networks (FFNN)

Figure 1.3 Illustration of a FFNN.

A feed-forward neural network is an artificial neural network wherein connections
between the nodes do not form a cycle. In this network, the information moves in only
one direction, forward, from the input nodes, through the hidden nodes to the output
nodes. Each node of an FFNN usually computes the weighted sum of its’ inputs,
possibly followed by a non-linear activation function [55]. The simplest kind of neural
network is a single-layer perceptron network, which consists of: (a) the input layer,
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(b) the hidden layer and (c) the output layer. This simple architecture is visualized
in Figure 1.3. By stacking multiple FFNN, we can create multilayer perceptron
networks. This class of networks consists of multiple layers of computational units,
usually interconnected in a feed-forward way. Each neuron in one layer has directed
connections to the neurons of the subsequent layer. In many applications the units
of these networks apply a sigmoid [63] function as an activation function. FFNNs
are widely used in Deep Learning. Apart from their good experimental performance,
they also enjoy theoretical guarantees. The universal approximation theorem for
neural networks states that every continuous function that maps intervals of real
numbers to some output interval of real numbers can be approximated arbitrarily
closely by a multi-layer perceptron with just one hidden layer. This result holds for
a wide range of activation functions, e.g. for the sigmoidal functions.

1.2.2 Convolutional Neural Networks (CNN)

Figure 1.4 Typical CNN architecture. Image source: Wikipedia.

Multilayer perceptrons are fully connected networks, which means that each neu-
ron in one layer is connected to all neurons in the next layer. The strong connectivity
of MLPs has two downsides: (i) they are prone to overfitting, (ii) they are compu-
tationally intensive. Convolutional3 Neural Networks (CNN) [92, 49] are regular-
ized versions of multilayer perceptrons which solve both of these problems. Inspired
by the connectivity pattern between neurons in animal’s visual cortex, neurons in
CNNs share weights in each layer. CNNs are typically used for images. We can think
of CNNs as filters (weights) that traverse the image. The intuition is that specific
learned patterns are important for different parts of an image. In other words, CNNs
take advantage of hierarchical patterns in data and assemble more complex patterns

3The name “convolution” does not reflect the functionality of convolutional layers. Technically,
convolutional layers function as cross-correlation operators.
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using smaller and simpler patterns. Architecturally, the hidden layers of a CNN typ-
ically consist of a series of convolutional layers that convolve with a multiplication
or other dot product. The activation function is commonly a ReLU [115] layer, and
is subsequently followed by additional convolutions such as pooling layers, fully con-
nected layers and normalization layers, referred to as hidden layers because their
inputs and outputs are masked by the activation function and final convolution. A
typical CNN architecture is shown in Figure 1.4.

1.2.3 Recurrent Neural Networks (RNN)

Figure 1.5 Illustration of a basic RNN. Image source: [146].

One disadvantage of FFNN is that each part of an input sequence is processed
independently. In some cases, context is critical for performance in a task. Human
thinking process involves context as well. Each time you read a document, you do
not start processing it from scratch every time you read the next word. Instead, the
process of each word happens in context in human brain. Recurrent neural networks
(RNN) [73] address this limitation of FFNN. They are networks with loops in them,
allowing information to persist. RNN store the context, up to step t, in a hidden
state vector, denoted with st. At each new time-step, this state vector gets updated
to also reflect the latest part of the input sequence. The output ot for the RNN is a
function of it’s input xt and the previous state st−1. A basic RNN cell is shown in
Figure 1.5. Looking at the Figure, we can see that a recurrent neural network can
be thought of as multiple copies of the same network, each passing a message to a
successor. They are the natural architecture of neural network to use for such data.
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Mathematically, a basic RNN is described by the following equations:

st = q(w1 · xt + w2 · st−1 + b1) (1.1)

ot = r(w3 · st + b2) (1.2)

where q, r are arbitrary activation functions (e.g. sigmoids).
The capability of RNNs to handle context makes them very theoretically appeal-

ing. However, as noted in [70, 18], in practice RNNs fail to perform well for large
contexts. For example, RNNs might be able to complete the masked word in the
sequence: “Goodnight, I am going to bed to [MASK]” but it is unlikely that they will
be able to fill in the missing word in the sequence: “I live in Greece. [...] The country
I live in is [MASK]” as the number of words in [...] grows.

1.2.4 Long Short Term Memory (LSTM) Networks

Figure 1.6 Illustration of an LSTM cell. Image source: [119]

The inability of RNNs to model long-range dependencies, as observed experi-
mentally, has motivated a lot of research [71, 158, 31, 88, 174, 35, 111]. LSTMs [71]
have been very successful in handling large context. An LSTM cell is visualized in
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Figure 1.6. As in conventional RNNs, LSTMs preserve the concept of hidden states.
However, LSTMs add one more notion: the cell state. For time-step t, hidden-state is
denoted with ht and cell state with Ct. The LSTM has the ability to remove or add
information to the cell state. This ability is provided by mechanisms, called LSTM
gates. Mathematically, an LSTM is described by the following equations:

ft = sigmoid(Wf · [xt, ht−1] + bf ) (1.3)

it = sigmoid(Wi · [xt, ht−1] + bi) (1.4)

C̄t = tanh (WC · [xt, ht−1] + bC) (1.5)

Ct = ft · Ct−1 + it · C̄t (1.6)

ot = σ(Wo · [xt, ht−1] + bo) (1.7)

ht = ot · tanh(Ct) (1.8)

We explain the role of gates and of these equations below:

1. The first step is to decide (based on current input and previous state) which
information should be discarded from the cell state. Mathematically, we com-
pute a number from 0 to 1 for each position of the cell state and we multiply
it with the previous cell state. The weight, ft, is computed by the forget gate
of the LSTM and the computation is given in Equation 1.3.

2. Equation 1.4 comes from conventional RNNs. With input xt and the previous
state ht−1, a result ft is computed.

3. The next step is to decide what new information will enter the cell state. This
requires two distinct computations. First, with Equation 1.5 we compute which
positions of the cell state will get updated. With Equation 1.6, we update that
positions to reflect the input symbol seen in time-step t. The gate that handles
these computations is known as input gate.

4. Finally, the output gate (Equations 1.7, 1.8) controls the update of the hidden
state and the output of the LSTM.

1.2.5 Attention
Although LSTMs are, by construction, able to handle large contexts, they are

outperformed by a relatively new layer, the Attention layer [14, 158, 171, 22]. At-
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tention has two major advantages over RNNs: (i) it allows non-sequential processing
of a sequence, i.e. it can process large sequences in parallel and (ii) it works much
better experimentally [160]. Since the focus of this work is solely on attention, we
explain in depth how attention works in a separate chapter (see Chapter 2). In this
section, we briefly refer to how attention revolutionized the field of Natural Language
Processing and we refer to its’ core differences with recurrent neural networks.

Attention signaled a revolution for the field of Natural Language Processing. Al-
though it was introduced less than 3 years ago [158], today it is extremely difficult to
image a state-of-the-art model in Natural Language Processing that does not include
attention. Indeed, the most performant models in translation, language modeling,
language generation, sentiment analysis, coreference, Named Entity Recognition,
question-answering and more other tasks, use attention [43, 98, 129, 24, 173, 39,
90, 130]. Attention is so dominant in the field of Natural Language Processing, that
papers are written that try to imagine how the field would look like without atten-
tion [111]. The importance of attention is also highlighted by the fact that more and
more papers try to decipher how attention works and rationalize representations
extracted from attention [32, 126, 121, 159].

Despite its’ wide applications, attention has a very significant drawback: its’
memory and time complexity scales quadratically with the input sequence length.
Contrary to previous approaches for handling content (e.g. RNNs and LSTMs), at-
tention takes a much more greedy approach: each input position directly looks at
all the other positions of the input and thus has access to all context. This architec-
tural decision creates major performance bottlenecks. Since attention is used in most
state-of-the-art models (which are usually very deep), the quadratic complexity of
attention cracks the cost and memory requirements of the most widely used machine
learning models. This limitation is so critical, that it becomes extremely toilsome to
enumerate the alternatives to attention that have been proposed in the last three
years [41, 30, 60, 154, 39, 173, 118, 17, 162, 138, 25, 112, 102, 156, 34, 127, 61, 107,
69, 168, 76, 3]4.

1.2.6 Transformers
Attention [14] is widely used as part of Transformers [158, 43], an architecture

that has dominated the field of Natural Language Processing [160]. Transformers can
be used for both encoding (e.g. as feature extractors for classification [43, 98, 173, 39])

4This list is not complete.
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Figure 1.7 Illustration of Transformer. Image source: [4].

and decoding (e.g. machine translation [158], text generation [129, 24]). Transformers
typically include an Encoder and potentially a Decoder. Figure 1.7 illustrates the
architecture of Transformers.

Transformers take advantage of the parallelization capabilities of attention to en-
able training on much more data that was previously possible. Typically, the training
of a Transformer model involves two stages [125, 98, 43, 173, 39]: (i) massive training
on an unsupervised pre-training task, (ii) fine-tuning on specific language tasks. The
idea of training on massive generic language datasets is closely related to the concept
of Transfer Learning for Natural Language Processing, which has been originally ex-
plored by [75]. The pre-training objective is usually [90, 43, 98, 39, 173] some variant
of Language Modeling, i.e. the task of predicting the next word in a sequence. Fine-
tuning a pre-trained Transformer model involves choosing a fine-tuning objective, i.e.
a loss function that is meaningful for the end task. The training time for fine-tuning
is minor compared to the time spent for pre-training the model. This enables wide
applications of Transformers to various tasks with minimal effort [155, 74], as long
as the pre-training weights are shared.

Pre-training Transformer models from scratch is becoming a very costly pro-
cedure. For example, the training of the new GPT-3 model is estimated [95] to
require 355 years and 4, 600, 000$ to train on a single GPU. However, the norm (e.g.
see https://huggingface.co/models) is that new papers that pre-train Transformers
from scratch release their code and the pre-trained weights, so that people can use
them with minimal effort to obtain state-of-the-art performance on a variety of tasks.

https://huggingface.co/models
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The latter motivated practitioners to develop tools [167, 170] for easy sharing and
deployment of pre-trained models. Since researchers and practitioners have direct
access to state-of-the-art models, the applications are wide and the field of Natural
Language Processing is evolving rapidly.

1.2.7 Generative Adversarial Networks
Similar to how Transformers [158] radically changed the field of Natural Language

Processing, Generative Adversarial Networks (GANs) [56] are shaping the future of
Computer Vision. The central idea of GANs is that two networks, a Generator
and a Discriminator contest with each other in a game. Given a training set, the
Generator tries to learn the data distribution and generate samples that look like they
are training samples. The Discriminator tries to discriminate between the samples,
i.e. to understand which of them belong to the training set and which of them
are artificially generated. Typically, the Generator tries to learn a mapping from a
latent distribution (e.g. Normal distribution) to a distribution of interest, which is
the distribution of the data. The Generator trains based on whether it succeeds in
fooling the Discriminator. The Discriminator trains based on whether it succeeds in
discriminating between the real and the artificial samples. Concretely, the underlying
optimization mini-max problem is the following:

min
G

max
D

Ex∼q_data(x) [logD(x)] + Ez∼p(z) [log (1−D(G(z)))] . (1.9)

Both networks are typically updated with backpropagation so that the generator
produces better images, while the discriminator becomes more skilled at flagging
synthetic images [56].

GANs have revolutionized the field of Image Generation [23, 84, 85, 177, 178].
Figure 1.8 illustrates generated faces from the recent StyleGAN-2 [85] model. The
quality of the generated images is so high, that a lot of researchers worry about the
potential malicious applications of this technology [59, 87]. In this work, we train a
GAN for image generation on ImageNet. We discuss the ethical implications of our
contributions to Chapter 6.
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Figure 1.8 Generated images from StyleGAN- 2 [85].

1.3 Contributions
The primary goal of this thesis is to improve attention, one of the most widely

used layers in Deep Learning. This work improves attention conceptually and com-
putationally. We propose attention variants that require much less memory, are
faster, more performant and require less training steps than dense attention due to
appropriate inductive biases in their design. Our contributions:

• We propose multi-step attention mechanisms as an alternative to dense atten-
tion.

• We formulate multi-step attention mechanisms with Information Flow Graphs,
a novel tool from Information Theory that allows us to argue about meaningful
multi-step attention patterns.

• We devise a plug-and-play framework to use multi-step attention mechanisms
for images and other grid-structured data. Our framework allows us to respect
two-dimensional geometry and locality in efficient attention layers for images.

• Using Information Flow Graphs and our framework for respecting locality in
two-dimensional data, we come up with a sparse attention layer that is able
to capture arbitrary dependencies in the input data and also respects the two-
dimensional geometry of images. Our layer has O(N

√
N) memory and speed

complexity, which is significantly lighter than the quadratic complexity of dense
attention.

• When applied to SAGAN [177], our layer outperforms by 15% in FID [67] score
dense attention on ImageNet, while taking 50% less training steps to converge
and using much less memory.
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• We explore applications of the intrinsic distributions of the attention map. We
propose a novel method to invert big generative models with attention that
shows strong experimental performance.

• We open-source our code and models for this work:
https://github.com/giannisdaras/ylg.

• We formulate the concept of Information Bottleneck for multi-step attention
models as a way to choose between proposed patterns with same complexity.

• We propose even better multi-step attention mechanisms that can run with
linear complexity. We use the novel concept of Superconcentrators and Ex-
panders from graph theory, to create deep, multi-step attention variants that
run as fast as possible and with the minimum Information Bottleneck.

• We review previously proposed single-step attention variants that are based
on dynamic sparsity. We identify the challenges that all these approaches try
to solve and we underline their weaknesses.

• Specifically for LSH based attention variants, we propose specific architectural
changes that can lead to simpler and more efficient attention mechanisms. We
improve previous methods both conceptually and computationally. Conceptu-
ally, we lift important constraints that previous methods pose to input data.
Computationally, we suggest an external sorting scheme that can lead to 32×
performance boost into successful previous architectures.

• We discuss ethical implications of our work and we raise awareness about
emerging fairness issues.

Part of this work is published in the CVPR 2020 conference. Paper: “Your Lo-
cal GAN: Designing Two Dimensional Local Attention Mechanisms for Generative
Models” [41].

1.4 Who Should Read This Thesis?
The goal of this work is to present efficient alternatives to dense attention, one

of the most widely used components of state-of-the-art models across Computer
Vision and Natural Language Processing. As state-of-the-art models are becoming
gigantic, e.g. see [24], it is evident that search for efficient alternatives for widely used

https://github.com/giannisdaras/ylg
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layers should be one important aspect of deep learning research. Thus, we strongly
believe that this work should be of interest for a lot of people. First of all, it opens
a lot of interesting future directions that researchers can work with. For instance,
as we discuss in Chapter 3, it is still open question whether the theoretical benefits
of superconcentrators can actually lead to more performant multi-step attention
mechanisms. It is also unclear whether better LSH schemes can be found to address
the problems mentioned in Chapter 4. Both problems, live in the intersection of
theory and applications and thus we truly believe are worth studying in the future.
Moreover, as we discuss in Chapter 6, the introduced sparsity in attention may result
in fairness issues. Researchers working in fairness could benefit from understanding
the sparse attention mechanisms introduced in this work so they can investigate
whether they result in undesired model biases. More importantly, Natural Language
Processing practitioners can use the mechanisms presented in Chapter 3 to access
state-of-the-art technologies that were prohibitive before due to their increased cost.
Bigger companies, such as Google or Facebook, can also use the layers presented
in this thesis to scale their models to unprecedented sizes. Since we still see that
scaling pays off, we expect that doing that could increase significantly performance
across many domains. Ph.D. and Master students can also use the efficient layers
we presented here for their experiments. This will significantly reduce the training
cost and it will also enable them to try more ideas (probably in different areas
than attention) to existing models, without worrying too much about the available
resources.



Chapter 2

Background

2.1 Inner Product and Distance Spaces
We begin by providing some mathematical definitions that are going to be useful

to our discussion.

2.1.1 Vector space
A vector space over a field F is a set V together with two operations +, · that

satisfy the eight axioms listed below. The first operation, called vector addition or
simply addition + : V × V → V , takes any two vectors v ∈ V and w ∈ V and
assigns to them a third vector which is commonly written as v + w, and called the
sum of these two vectors. The resultant vector v + w also belongs to V . The second
operation, called scalar multiplication · : F × V → V� takes any scalar a ∈ F and
any vector v ∈ V and gives another vector av ∈ V .

To qualify as a vector space, the set V and the operations of addition and multi-
plication must adhere to a number of requirements called axioms. In the list below,
let u,v,w ∈ V and a, b scalars in F .

1. u+ (v +w) = (u+ v) +w (associativity of +).

2. u+ v = v + u (communicativity of +).

3. ∃0 ∈ V : 0 + v = 0 ∀v ∈ V (zero vector).

4. ∀v∃(−v) ∈ V : v + (−v) = 0 ∈ V (additive inverse).

5. a · (b · v) = (a · b)v (compatibility).
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6. ∃1 ∈ F : 1 · v = v∀v ∈ V (identity of scalar multiplication).

7. a · (v +w) = av + aw (distributivity of scalar multiplication with respect to
vector addition).

8. (a + b) · vav + bv (distributivity of scalar multiplication with respect to field
addition).

2.1.2 Normed Vector Space (Distance Space)
A Normed Vector Space (Distance Space) is a vector space on which a norm

operator, usually denoted as || · ||, is defined that satisfies the following axioms:

1. ||x|| ≥ 0

2. ||x|| = 0 ⇐⇒ x = 0⃗

3. ||ax|| = a||x||

4. ||x− y|| ≤ ||x||+ ||y|| (triangle inequality).

In the above definitions, x⃗ ∈ V, a ∈ F . Usually, we refer to ||x − y|| as distance
between vectors x,y ∈ V . By definition, any proper distance should respect the
triangle inequality.

2.1.3 Inner Product Space
An Inner Product Space is a Normed Vector Space V, || · ||, where the norm || · ||

of each vector is the inner product ⟨·, ·⟩ : V × V → F by itself. The inner product
should satisfy the following properties:

• ⟨x,y⟩ = ⟨y,x⟩ (conjugate symmetry).

• (linearity of first argument)

a · ⟨x,y⟩ = ⟨ax,y⟩
z + ⟨x,y⟩ = ⟨z + x,y⟩

• ⟨x,x⟩ = ||x||2
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Euclidean norm and Euclidean distance

For Euclidean spaces: ||x = (x1, x2, ..., xn)||2 =
√

x2
1 + ...+ x2

n and thus

||x− y||2 =
√∑

i

(xi − yi)2. (2.1)

Cosine similarity

Given two vectors x,y ∈ V , where V is an inner product space, we can associate
the quantity cos(x,y) with the inner product of the two vectors, given by: cos(x,y) =
⟨x,y⟩

||x||·||y|| .
Although the notion of similarity is not strongly defined, probably an intuitive

explanation would be that similarity is a measure of how much alike are two vectors
and in that sense it has an inverse relation with the notion of distance.

For a 2-D space, cosine similarity is the cosine of the (internal) angle of the two
vectors x,y.

Angular distance

Suppose we have two vectors x,y ∈ Rd.

||x− y||2 = (x− y) · (x− y) = ||x||2 + ||y||2 − 2⟨x,y⟩. (2.2)

For unit vectors x,y we have ||x|| = ||y|| = 1 and so: ||x−y||2 = 2 (1− cos(x,y)).
We typically refer to the term 1− cos(x,y) as cosine distance, however this term

does not represent a proper distance metric because it does not satisfy the triangle
inequality. This can be easily proved by the following counter-example. Consider x =

(1, 0),y = (
√
2
2
,
√
2
2
), z = (0, 1). We have cos(x, z) = 0, cos(x,y) = cos(y, z) =

√
2
2
.

Thus: 1−cos(x, z) = 1 ≥ 1−cos(x, )+1−cos(y, z) = 2−
√
2 ≈ 0.58. Since triangular

inequality does not hold, the term 1− cos(x,y) does not represent a proper distance
metric. However, if we only care about unit vectors (e.g. our data are normalized)
then we might use Euclidean distance and cosine distance interchangeably, as already
shown.

If we want to use a proper distance metric based on the cosine similarity, we
might use the angular distance, defined as:

dang(x,y) =
cos−1 (cos(x,y))

π
(2.3)
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As the dang is an ‘‘1 − 1” mapping of cos(x,y) in [0, π), for which we already
discovered it’s relationship with Euclidean distance for unit vectors, similarly dang

can be used interchangeably with Euclidean distance in case our data are normalized.

2.2 Expanders

2.2.1 Introduction
The existence of Expander graphs was first proved in [124]. One can define Ex-

panders from three different standpoints [72]. From a combinatorial perspective,
Expander graphs are graphs with very high connectivity (a formal definition fol-
lows). Through the lens of probabilities, a natural random walk in an Expander
graph converges as fast as possible to the limiting distribution of this Markov pro-
cess. From the algebraic viewpoint, expanders are graphs in which the first positive
eigenvalue of their Laplace operator is bounded away from zero. In this work, we are
interested in the combinatorial utility of Expanders. A formal definition under the
combinatorial perspective follows.

Definition 1. Let G = (L,R,E) be a bipartite graph where L denotes the left vertex
set, R the right vertex set and E the set of edges. For any subset S ⊆ L let:

Γ(S) = {v ∈ R : (u, v) ∈ E for some u ∈ S}

which contains all the vertices v ∈ R that are accessible from the vertices u ∈ S. A
graph G is an (n,m, d)-expander if:

• |L| = n.

• |R| = m.

• every vertex in L has degree d.

• |Γ(S)| ≥ |S| ∀S ⊆ L s.t. |S| ≤ n
2
.

An example of an Expander graph is shown in Figure 2.1. Note that the name
Expanders originates from the “expansion” property which is described in the last
bullet. In other words, every subset S ⊆ L of the left vertex set expands to a bigger
subset Γ(S) ⊆ R of the right vertex set.
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2.2.2 Constructions
There are several explicit constructions for Expander graphs [81, 105, 145, 133].

In this section, we present one of them, as presented in [135].

Theorem 1. For some sufficiently large constant d, sufficiently large n and m ≥ 7
8
n,

there exists an (n,m,d)-expander.

Proof. We generate the graph as follows. First we generate two vertex sets, L,R with
n,m vertices respectively. Next, for every vertex u ∈ L, we uniformly choose exactly
d vertices from R (with repetition), and we add edges from u to all of those vertices.
From this construction, it is clear that each vertex in L has degree d. We will now
prove that this simple construction is indeed an expander graph. Let S ⊆ L be an
arbitrary subset with |S| ≤ n

2
. We consider every set T ⊆ R with |T | < |S|. It holds

that:

Pr[G is not an (n, m, d)-expander] ≤
∑

S⊂L,s.t.|S|≤n
2

∑
T⊂R,s.t.|T |=|S|

Pr[Γ(S) ⊆ T ]

≤
∑
|S|≤n

2

(
n

|S|

)
·
(
m

|S|

)
·
(
|S|
m

)|S|·d

≤
∑
|S|≤n

2

(
n · e
|S|

)|S|

·
(
m · e
|S|

)|S|

·
(
|S|
m

)|S|·d

≤
∑
|S|≤n

2

(
n · e ·m · e · |S|d−2

m ·m ·md−2

)|S|

≤
∑
|S|≤n

2

(
8e2

7
·
(
4

7

)d−2
)|S|

≤
∞∑

|S|=1

(
8e2

7
·
(
4

7

)d−2
)|S|

For d ≥ 9:

Pr[G is not an (n, m, d)-expander] ≤
∞∑

|S|=1

0.19s < 0.25



22 Background

Figure 2.1 An expander graph. Each subset S ⊆ L “expands” to a subset Γ(S) ⊆ R
in the sense that |Γ(S)| ≥ |S|.
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2.3 Superconcentrators

2.3.1 Introduction
Expander graphs allow the construction of Superconcentrators. Superconcentra-

tors are graphs with very high connectivity and only O(n) edges [72]. As we will
see in this work, Superconcentrators can find applications in very unexpected do-
mains, such as in the attention layer of deep learning models. A formal definition of
Superconcentrators follows.

Definition 2 (Superconcentrators). Let G = (V,E) be a graph and I, O two disjoint
subsets with |I| = |O| = n. We refer to I as input vertex set and to O as output
vertex set. The graph G is called a superconcentrator if, for every k ≤ n and every
S ⊆ I and T ⊆ O with |S| = |T | = k, there are k vertex-disjoint paths from S to T .

From the previous definition it follows that Superconcentrators are graphs with
n inputs and n outputs for which there exists k-flow between any k inputs and any
k outputs. The paths from S to T induce some bijective mapping π : S → T .

2.3.2 Motivation
We briefly discuss the motivation behind the discovery of that graphs. Suppose

we want to design a telephone network with n input lines and n output lines such that
any set of k input lines can be connected to any set of k output lines. To minimize
the cost of this network, we would like to minimize the number of wires. One obvious
but sub-optimal solution is to construct a graph with O(n2) edges by connecting all
input and output points. It was conjectured by Valiant that the optimal solution of
this problem could not have less than Ω(n logn) edges. However, this conjecture is
false since Superconcentrator graphs solve this problem with only O(n) edges.

2.3.3 Constructions
There are many explicit constructions for Superconcentrators [72, 50, 5, 143]. To

the best of our knowledge, right now the construction of [5] holds the record for the
smallest number of edges. In this section, we review one construction that we will
use later, as presented in [135].

Theorem 2. For any n, there are superconcentrators with n inputs and n outputs
with O(n) edges.
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Lemma 1. Let H=(L, R, E) be an (n, 7n
8
, 9)-expander. For every set S ⊆ L : |S| ≤ n

2

there is matching in H covering S.

The latter can be proved in one step by applying Hall’s marriage theorem [62].

Proof of Theorem 2. We prove Theorem 2 by providing a construction mechanism
for superconcentrators for any input size n. The construction process follows.

1. We first create the input and output vertex sets, I, O : |I| = |O| = n.

2. Next we create some internal vertices I ′ and O′ with |I ′| = |O′| = 7n
8
.

3. We directly connect I to O using n edges that form a perfect matching. The
choice of matching is not important, e.g. we can pair the i vertex of I to the i

vertex of O.

4. We connect I and I ′ with the edges of an (n, 7n
8
, 9)-expander. We also connect

O and O′ with the edges of an (n, 7n
8
, 9)-expander.

5. We continue this process recursively with inputs I ′, O′.

An illustration of this construction is shown in Figure 2.2. To validate this con-
struction we need to prove: (i) it uses O(n) edges and (ii) it has the superconcentrator
property. (i) is pretty straightforward to prove. At each step of the recursion, we use:
9 · n edges to create each of the two expander graphs and n edges for the matching.
After each step, the size of input decreases from n to 7n

8
. Thus, to find the total

number of edges we need to solve the recursion: f(n) = f
(
7n
8

)
+ 19n. The base case

for this recursion is: f(c) = c2 (fully connected) for a very small constant c. The
solution to this recursion is: f(n) = O(n).

The next step is to prove (ii). Consider any S ⊆ I and T ⊆ O with |S| = |T | = k.
We must find vertex-disjoint paths from S to T . There are two cases:

1. k ≤ n/2. Using the result of Lemma 1 we know that the first expander contains
a matching covering S. Let S ′ ⊆ I ′ be the other endpoints of that matching.
Similarly, the second expander contains a matching covering T . Let T ′ ⊆ O′ be
the other endpoints of that matching. Note that |S ′| = |T ′| = k. By induction,
the smaller superconcentrator contains k vertex-disjoint paths between S ′ and
T ′. Combining those paths with the edges of the matching gives the desired
paths between S and T .
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2. k > n/2. For this case, we will make use of the skip-edges between I and O.
By the pigeonhole principle, there are at least k − n/2 vertices in S that are
directly connected by the matching to vertices in T . The remaining vertices
(of which there are at most n/2) are handled by the argument of the previous
case.

Figure 2.2 Construction of a superconcentrator. Figure from [72].G1, G2 are expander
graphs. Edges from L1 to L2 are skip edges that connect the two expander graphs.
C is built recursively with the same procedure.
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2.4 Dense attention
Since the central subject of this thesis is attention networks, we should defi-

nitely explain what attention is. Attention mechanism was first introduced in [14]
for Neural Machine Translation (NMT) and due to its’ success, researchers extended
and applied this idea for different problems in the Computer Vision and Natural
Language Processing (NLP) domains [171, 158, 22]. Throughout this thesis, we will
formulate attention as described in [158], as this component is widely used in the
majority of state of the art networks for Computer Vision [169, 23, 177, 41] and
Natural Language Processing [158, 43, 90, 173, 98, 130, 129, 24, 33, 38].

Given matrices X ∈ RNX×EX , Y ∈ RNY ×EY , attention of Y to X associates the
following trainable matrices with the inputs: The key matrix K = X ·WK , the query
matrix Q = Y ·WQ and the value matrix V = X ·WV where WK ∈ REX×E,WQ ∈
REY ×E,WV ∈ RE×EV . Intuitively, queries are mixed with keys and values translate
the result of this blending to a new vector representation for Y that integrates
information from X. Mathematically, the blending of queries and keys is expressed
as the softmax of their product as shown below:

M = softmax
(
Q ·KT

)
(2.4)

Each of the NY rows of matrix M ∈ RNY ×NX is a probabilistic distribution over
the NX key elements. We will explore the possible utilizations of this intermediate
probabilistic distribution later.

The attention output is a projection of the attention map, M , in a different space
by multiplying with values matrix, V , as shown below1:

O = M · V ∈ RNY ×EV (2.5)

For more clarity, we can also express attention output in algebraic form. For a
single query q, the attention output oq is given by:

oq =

NX∑
i=1

wivi, wi =
eq·ki∑NY

j=1 e
q·kj

. (2.6)

1Some definitions of attention, e.g. [158], involve also a division with a scaling constant which
depends on the dimension of the query vectors. This definition is mostly used in the context of
Natural Language Processing. For simplicity, we ignore that constant in our formulation.
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Attention as a graph network

In this chapter, we propose the extension of attention to multiple steps. At each
step, we limit attention to pre-defined positions, significantly limiting the total com-
plexity of the attention algorithm. Multi-step attention mechanisms can be modelled
as graph networks, using tools from Information Theory. By carefully choosing the
edges of constructed graphs, we are able to design mechanisms that are: (i) signifi-
cantly cheaper and (ii) integrate important biases that lead to superior performance
to the original dense attention layer. We initially present this framework in the
context of Generative Adversarial Networks with attention, with an emphasis on
multi-step attention mechanisms that preserve two-dimensional geometry1. Later,
we generalize the idea of attention as a graph network for arbitrary input sequences
and we present a multi-step mechanism with linear complexity, based on Supercon-
centrator graphs.

3.1 Introduction
Generative Adversarial Networks [56] are making significant progress on model-

ing and generating natural images [177, 23]. Transposed convolutional layers are a
fundamental architectural component since they capture spatial invariance, a key
property of natural images [128, 84, 178]. The central limitation (e.g. as argued
in [177]) is that convolutions fail to model complex geometries and long-distance
dependencies– the canonical example is generating dogs with fewer or more than
four legs.

1The work presented in this part is published at CVPR 2020: “Your Local GAN: Designing Two
Dimensional Local Attention Mechanisms for Generative Models” [41].
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To compensate for this limitation, attention layers [158] have been introduced
in deep generative models [177, 23]. Attention enables the modeling of long range
spatial dependencies in a single layer which automatically finds correlated parts of
the image even if they are far apart. First introduced in SAGAN [177] and further
improved in BigGAN [23], attention layers have led to some of the best known GANs
currently available.

As we have explained so far, attention layers have a few limitations. The first is
that they are computationally inefficient: Standard dense attention requires memory
and time complexity that scales quadratically in the size of the input. Second, dense
attention layers are statistically inefficient: A significant number of training sam-
ples is required to train attention layers, a problem that becomes more pronounced
when multiple attention heads or layers are introduced [30]. Statistical inefficiency
also stems from the fact that dense attention does not benefit from locality, since
most dependencies in images relate to nearby neighborhoods of pixels. Recent work
indicates that most attention layer heads learn to attend mainly to local neighbor-
hoods [154].

To mitigate these limitations, sparse attention layers were recently introduced in
Sparse Transformers [30]. In that paper, different types of sparse attention kernels
were introduced and used to obtain excellent results for images, text and audio data.
They key observation we make is that the patterns that were introduced in Sparse
Transformers are actually designed for one-dimensional data, such as text-sequences.
Sparse Transformers [30] were applied to images by reshaping tensors in a way that
significantly distorts distances of the two-dimensional grid of image pixels. Therefore,
local sparse attention kernels introduced in Sparse Transformers fail to capture image
locality.

In this chapter:

• We introduce a new local sparse attention layer that preserves two-dimensional
image locality and can support good information flow through attention steps.

• To design our attention patterns we use the information theoretic framework
of Information Flow Graphs [44]. This quantifies how information can flow
through multiple steps and preserve two-dimensional locality. We visualize
learned attention maps and show that different heads indeed learn different
aspects of the geometry of generated images.

• We modify SAGAN [177] using our new two-dimensional sparse attention lay-
ers to introduce YLG-SAGAN. We empirically show that this change yields
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significant benefits. We train on ImageNet-128 and we achieve 14.53% im-
provement to the FID score of SAGAN and 8.95% improvement in Inception
score, by only changing the attention layer while maintaining all other param-
eters of the architecture. Our ablation study shows that indeed the benefits
come from two dimensional inductive bias and not from introducing multiple
attention heads. Furthermore, YLG-SAGAN achieves this performance in 800k

training steps as opposed to 1300k for SAGAN and hence reduces the training
time by approximately 40%.

• To visualize our attention maps on natural images, we came across the problem
of inverting a generator: given an image x, how to find a latent code z so that
G(z) is as close as possible to x. The natural inversion process of performing
gradient descent on this loss works in small GANs [21, 134, 131, 82] but has
been notoriously failing in bigger models with attention like SAGAN2. There
are, of course numerous other ways to invert, like training an encoder, but also
show poor performance on modern GANs with attention. We present a solution
to the GAN inversion problem: We use the attention layer of the discriminator
to obtain a weighting on the loss function that subsequently we use to invert
with gradient descent.

We empirically show excellent inversion results for numerous cases where stan-
dard gradient descent inversion fails.

Repository: https://github.com/giannisdaras/ylg
Colab Notebook: https://bit.ly/31638S9

3.2 Multi-step sparse attention with pre-defined
sparsity

The quadratic complexity of attention to the size of the input is due to the calcu-
lation of the matrix MQ,K = Q·KT ,∈ RNX×NY . Instead of performing this calculation
jointly, we can split attention in multiple steps. At each step i, we attend to a subset
of input positions, specified by a binary mask Ai ∈ {0, 1}NX×NY . Mathematically, at

2This fact is folklore, known at least among researchers who try to solve inverse problems using
deep generative models.

https://github.com/giannisdaras/ylg
https://bit.ly/31638S9
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step i we calculate matrix M i
Q,K , where:

M i
Q,K [a, b] =

MQ,K [a, b], Ai[a, b] = 1

−∞, Ai[a, b] = 0

In this expression, −∞ means that after the softmax, this position will be zeroed
and thus not contribute to the calculation of the output matrix. The design of the
masks {M i} is key in reducing the number of positions attended.

There are several ways that we can use the matrices Ai
X,Y to perform multi-step

attention [30] in practice. The simplest is to have separate attention heads [158]
calculating the different matrices {Ai

X,Y } in parallel and then concatenate along the
feature dimension. We will use this approach throughout this work.

3.3 Your Local GAN

3.3.1 Full Information Attention Sparsification
As explained, an attention sparsification in p steps is described by binary masks

{A1, ..., Ap}. The question is how to design a good set of masks for these attention
steps. We introduce a tool from information theory to guide this design.

Information Flow Graphs are directed acyclic graphs introduced in [44] to model
distributed storage systems through network information flow [2]. For our problem,
this graph models how information flows across attention steps. For a given set of
masks {A1, ..., Ap}, we create a multi-partite graph G(V = {V 0, V 1, ..., V p}, E) where
directed connections between V i, V i+1 are determined by mask M i. Each group of
vertices in partition V i corresponds to attention tokens of step i.

We say that an attention sparsification has Full Information if its corresponding
Information Flow Graph has a directed path from every node a ∈ V 0 to every node
b ∈ V p. Please note that the Fixed pattern [30] shown in sub-figure 3.1αʹ does not
have Full Information: there is no path from node 1 of V 0 to node 2 of V 2.

Sparse attention is usually considered as a way to reduce the computational
overhead of dense attention at a hopefully small performance loss. However, we
show that attention masks chosen with a bias toward two-dimensional locality, can
surprisingly outperform dense attention layers (compare the second and the third
row of Table 3.1). This is an example of what we call the statistical inefficiency of
dense attention. Sparse attention layers with locality create better inductive bias and
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hence can perform better in the finite sample regime. In the limit of infinite data,
dense attention can always simulate sparse attention or perform better, in the same
way that a fully connected layer can simulate a convolutional layer for a possible
selection of weights.

We design the sparse patterns of YLG as the natural extensions of the patterns
of [30] while ensuring that the corresponding Information Flow Graph supports Full
Information. The first pattern, which we call Left to Right (LTR), extends the pat-
tern of [30] to a bi-directional context. The second pattern, which we call Right to
Left (RTL), is a transposed version of LTR. The corresponding 9 × 9 masks and
associated Information Flow Graphs are presented in sub-figures 3.1βʹ, 3.1εʹ (LTR)
and 3.1γʹ, 3.1ϛʹ (RTL). These patterns allow attention only to n

√
n positions, signif-

icantly reducing the quadratic complexity of dense attention.

3.3.2 Two-Dimensional Locality
The factorization patterns of Sparse Transformers [30] and their Full Information

extensions illustrated in Figure 3.1 are fundamentally matched to one-dimensional
data, such as text-sequences.

The standard way to apply these layers on images is to reshape the three di-
mensional image tensors (having three color channels) to a two-dimensional tensor
X ∈ RN×C that enters attention. This corresponds to N tokens, each containing a
C-dimensional representation of a region of the input image. This reshape arranges
these N tokens linearly, significantly distorting which parts of the image are nearby
in two dimensions. This behavior is illustrated in the sub-figure at the left of Figure
3.2.

We argue that this is the reason that one-dimensional sparsifications are not ideal
for images. In fact, the authors of [30] mention that the Fixed Pattern (Figure 3.1αʹ)
was designed for text-sequences and not for images. Our central finding is that these
patterns can work very well for images, if their two dimensional structure is correctly
considered.

The question is therefore how to take two-dimensional locality into account. We
could create two-dimensional attention patterns directly on a grid but this would
have significant computational overhead and also prevent us from extending one
dimensional sparsifications that are known to work well [60, 30]. Instead, we modify
one dimensional sparsifications to become aware of two-dimensional locality with
the following trick: (i) we enumerate pixels of the image based on their Manhattan
distance from the pixel at location (0, 0) (breaking ties using row priority), (ii) shift
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the indices of any given one-dimensional sparsification to match the Manhattan
distance enumeration instead of the reshape enumeration, and (iii) apply this new
one dimensional sparsification pattern, that respects two-dimensional locality, to
the one-dimensional reshaped version of the image. We call this procedure ESA
(Enumerate, Shift, Apply) and illustrate it in Figure 3.2.

The ESA trick introduces some distortion compared to a true two-dimensional
distance. We found however that this was not too limiting, at least for 128 × 128

resolution. On the other hand, ESA offers an important implementation advantage:
it theoretically allows the use of one-dimensional block-sparse kernels [58]. Currently
these kernels exist only for GPUs, but making them work for TPUs is still under
development.

3.3.3 Experimental Validation
Experimental Setup

We conduct experiments on the challenging ImageNet [140] dataset. We choose
SAGAN [177] as the baseline for our models because, unlike BigGAN [23] it has
official open-source Tensorflow [1] code. BigGAN is not open-source and therefore
training or modifying this architecture was not possible3.

In all our experiments, we change only the attention layer of SAGAN, keeping all
the other hyper-parameters unchanged (the number of parameters is not affected).
We trained all models for up to 1,500,000 steps on a TPUv3-8 Pod, using a 1e−4

learning rate for generator and 4e−4 for the discriminator. For all the models we
report the best performance obtained, even if it was obtained at an earlier point
during training.

Attention Mechanism

We start with the Fixed Pattern (Figure 3.1αʹ) and modify it: First, we create
Full Information extensions (Section 3.3.1),

yielding the patterns Left-To-Right (LTR) and Right-To-Left (RTL) (Figures
3.1βʹ and 3.1γʹ respectively). We implement multi-step attention in parallel using
different heads. Since each pattern is a two-step sparsification, this yields 4 attention

3Note that there is an ‘unofficial’ BigGAN that is open in PyTorch [122]. However, that imple-
mentation uses gradient checkpointing and requires 8 V100 GPUs for 15 days to train. We simply
did not have such computing resources. We believe, however, that YLG can be easily combined with
BigGAN (by simply replacing its dense attention layer) and will yield an even better model.
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heads. To encourage diversity of learned patterns, we use each pattern twice, so the
total number of heads in our new attention layer is 8. We use our ESA procedure
(Section 3.3.2) to render these patterns aware of two dimensional geometry.

Non-Square Attention

In SAGAN, the query image and the key image in the attention layer have dif-
ferent dimensions. This complicates things, because the sparsification patterns we
discuss are designed for self-attention, where the number of query and key nodes is
the same. Specifically, for SAGAN the query image is 32 × 32 and the key image
is 16 × 16. We deal with this in the simplest possible way: we create masks for the
16× 16 image and we shift these masks to cover the area of the 32× 32 image. Thus
every 16× 16 block of the 32× 32 query image attends with full information to the
16× 16 key image.

# Heads FID Inception
SAGAN 1 18.65 52.52
SAGAN 8 20.09 46.01
YLG-SAGAN 8 15.94 57.22
YLG - No ESA 8 17.47 51.09
YLG - Strided 8 16.64 55.21

Table 3.1 ImageNet Results: Table of results after training SAGAN and YLG-SAGAN on ImageNet.
Table also includes Ablation Studies (SAGAN 8 heads, YLG - No ESA, YLG - Strided). Our best
model, YLG, achieves 15.94 FID and 57.22 Inception score. Our scores correspond to 14.53% and
8.95% improvement to FID and Inception respectively. We emphasize that these benefits are obtained
by only one layer change to SAGAN, replacing dense attention with the local sparse attention layer
that we introduce.

Results

As shown in Table 3.1, YLG-SAGAN (3rd row) outperforms SAGAN by a large
margin measured by both FID and Inception score. Specifically, YLG-SAGAN in-
creases Inception score to 57.22 (8.95% improvement) and improves FID to 15.94
(14.53% improvement). Qualitatively, we observe really good-looking samples for
categories with simple geometries and homogeneity. Intuitively, a two-dimensional
locality can benefit importantly categories such as valleys or mountains, because usu-
ally the image transitions for these categories are smoother compared to others and
thus the dependencies are mostly local. For generated images divided per category,
see Figures 3.11, 3.12, 3.13.
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Additionally to the significantly improved scores, one important benefit of using
YLG sparse layer instead of a dense attention layer, is that we observe significant
reduction of the training time needed for the model to reach it’s optimal performance.
SAGAN reached it’s best FID score after more that 1.3 million training steps while
YLG-SAGAN reaches its’ optimal score after only 865,000 steps (≈ 40% reduction
to the training time). Figure 3.3 illustrates SAGAN and YLG-SAGAN FID and
Inception score as a function of the training time.

We create two collages to display samples from our YLG version of SAGAN.
At the Upper Panel of Figure 3.14, we show dogs of different breeds generated by
our YLG-SAN. At the Lower Panel, we use YLG-SAGAN to generate samples from
randomly chosen classes of the ImageNet dataset.

3.3.4 Ablation Studies
Number of Attention Heads

The Original SAGAN implementation used a single-headed attention mecha-
nism. In YLG, we use multiple heads to perform parallel multi-step sparse atten-
tion. Previous work has shown that multiple heads increased performance for Natural
Language Processing tasks [158]. To understand how multiple heads affect SAGAN
performance, we train an 8 head version of SAGAN. The results are reported in the
second row of Table 3.1. Multiple heads actually worsen significantly the perfor-
mance of the original SAGAN, reducing Inception score from 52.52 to 46.01. We
provide a post-hoc interpretation of this result. The image embedding of the query
vector of SAGAN has only 32 vector positions. By using 8 heads, each head gets
only 4 positions for its’ vector representation. Our intuition is that a 4-positions
vector representation is not sufficient for effective encoding of the image information
for a dense head and that accounts for the decrease in performance. It is important
to note that YLG-SAGAN does not suffer from this problem. The reason is that
each head is sparse, which means that only attends to a percentage of the positions
that dense head attends to. Thus, a smaller vector representation does not worsen
performance. Having multiple divergent sparse heads allows YLG layer to discover
complex dependencies in the image space throughout the multi-step attention.

Two-Dimensional Locality

As described in Section 3.3.2 YLG uses the ESA procedure, to adapt 1-D sparse
patterns to data with 2-D structure. Our motivation was that grid-locality could
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help our sparse attention layer to better model local regions. In order to validate
this experimentally, we trained a version of YLG without the ESA procedure. We
call this model YLG - No ESA. The results are shown in 4th row of Table 3.1:
without the ESA procedure, the performance of YLG is about the same with the
original SAGAN. This experiment indicates that ESA trick is essential for using one-
dimensional sparse patterns for grid-structured data. If ESA framework is used, FID
improves from 17.47 to 15.94 and Inception score from 51.09 to 57.22, without any
other difference in the model architecture. Thus, ESA is a plug-and-play framework
that achieves great performance boosts to both FID and Inception score metrics.
ESA allows the utilization of fast sparse one-dimensional patterns that were found
to work well for text-sequences to be adapted to images, with great performance
benefits. In section 3.3.5, we visualize attention maps to showcase how our model
utilizes ESA framework in practice.

Sparse Patterns

Our YLG layer uses the LTR and RTL patterns (Figures 3.1βʹ and 3.1γʹ respec-
tively). Our intuition is that using multiple patterns at the same time increases
performance because the model will be able to discover dependencies using multiple
different paths. To test this intuition, we ran an experiment using the Full Infor-
mation extension of the Strided [30] pattern. We choose this pattern because it was
found to be effective for modeling images [30] due to its’ periodic structure. As with
LTR and RTL patterns, we extend the Strided pattern so that it has Full Informa-
tion4. We refer to the YLG model that instead of LTR and RTL patterns, has 8
heads implementing the Strided pattern as YLG - Strided. For our experiment, we
use again the ESA trick. We report the results on the 5th row of Table 3.1. YLG -
Strided importantly surpasses SAGAN both in FID and Inception score, however, it
is still behind YLG. Although in the Sparse Transformers [30] it has been claimed
that strided pattern is more suitable for images than the patterns we use in YLG, this
experiment strongly suggests that it is the grid-locality which makes the difference,
as both models are far better than SAGAN. Also, this experiment indicates that
multiple sparse patterns can boost performance compared to using a single sparse
pattern. To be noted, using multiple different patterns at the same attention layer
requires scaling the number of heads as well. Although YLG variations of SAGAN
were not impacted negatively by the increase of attention heads, more severe up-

4We include visualizations of the Full Information Strided Pattern in the Supplementary Material.
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scaling of the number of heads could potentially harm performance, similarly to how
8 heads harmed performance of SAGAN.

3.3.5 Inverting Generative Models with Attention
We are interested in visualizing our sparse attention on real images, not just

generated ones. This leads naturally to the problem of projecting an image on the
range of a generator, also called inversion. Given a real image x ∈ Rn and a generator
G(z), inversion corresponds to finding a latent variable z∗ ∈ Rk, so that G(z∗) ∈ Rn

approximates the given image x as well as possible. One approach for inversion is to
try to solve the following non-convex optimization problem:

argmin
z∗
{∥G(z∗)− x∥2}. (3.1)

To solve this optimization problem, we can perform gradient descent from a
random initialization z0 to minimize this projection distance in the latent space. This
approach was introduced independently in several papers [97, 21, 134] and further
generalized to solve inverse problems beyond inversion [21, 134, 131, 82]. Very recent
research [64, 152] demonstrated that for fully connected generators with random
weights and sufficient layer expansion, gradient descent will provably converge to
the correct optimal inversion.

Unfortunately, this theory does not apply for generators that have attention
layers. Even empirically, inversion by gradient descent fails for bigger generative
models like SAGAN and YLG-SAGAN. As we show in our experiments the optimizer
gets trapped in local minimum producing reconstructions that only vaguely resemble
the target image. Other approaches for inversion have been tried in the literature,
like training jointly an encoder [46] but none of these methods have been known to
successfully invert complex generative models with attention layers.

We propose a novel inversion method that uses the discriminator to solve the
minimization problem in an different representation space. Interestingly, the dis-
criminator yields representations with a smoother loss landscape, especially if we
use the attention layer in a special way. In more detail: We begin with a random
latent variable z and a given real image x. We denote with D0 the Discriminator
network up to, but not including, the attention layer and obtain the representations
D0(G(z)) and D0(x). We could perform gradient descent to minimize the distance
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of these discriminator representations:

∥D0(G(z))−D0(x)∥2.

We found, however, that we can use the attention map of the real image to
further enhance inversion. We will use the example of the SAGAN architecture
to illustrate this. Inside the SAGAN Discriminator’s attention, an attention map
M ∈ R32×32×16×16 is calculated. For each pixel of the 32 × 32 image, this attention
map is a distribution over the pixels of the 16× 16 image. We can use this attention
map to extract a saliency map. For each pixel of the 16× 16 image, we can average
the probabilities from all the pixels of the 32 × 32 image and create a probability
distribution of shape 16 × 16. We denote this distribution with the letter S. Intu-
itively, this distribution represents how important each pixel of the image is to the
discriminator.

Our proposed inversion algorithm is to perform gradient descent to minimize the
discriminator embedding distance, weighted by these saliency maps:

∥
(
D0(G(z))−D0(x)

)
· S ′∥2, (3.2)

where S ′ is a projected version of saliency map S to the dimensions of D0(x). We
actually calculate one saliency map S ′ per head and use their sum as the final loss
function that we optimize for inversion.

Inversion as lens to attention

Given an arbitrary real image, we can now solve for a z yielding a similar gener-
ated image from the generator, and visualize the attention maps.

We explain our approach using an example of a real image of a redshank (Figure
3.4αʹ). Figure 3.4βʹ shows how the standard method for inverting generators [21] fails:
the beak, legs, and rocks are missing. Figure 3.6 shows the result of our method. Using
the z that we found using inversion, we can project maps of the attention layer back
to the original image to get valuable insight into how the YLG layers work.

First, we analyze the differences between the YLG-SAGAN attention heads. For
each attention head of the generator, we create a saliency map as described above
and use these maps to analyze the attention mechanism. As shown in Figure 3.4δʹ,
the head-7 in the generator is mostly ignoring background focusing on the bird.
Other heads function differently: The saliency map of head-2 (Figure 3.4εʹ) shows
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that this head attends globally. We also find that there are heads that that attend
quite sparsely, for example, head-5 attends only to 5-6 background pixels.

We present a second inversion, this time an indigo bird (Figure 3.5αʹ). Figure
3.5βʹ shows how the standard method [21] for inverting fails: the head of the bird
and the branch are not reconstructed. We also illustrate where specific query points
attend to. We first illustrate that the the model exploited the local bias of ESA:
We plot the attention map for query point (0, 0) for generator-head-0. This point,
indicated with a blue dot, is part of the background. We clearly see a local bias in the
positions this point attends to. Another example of two-dimensional local attention
is shown in Figure 3.5εʹ. This figure illustrates the attention map of generator-head-4
for a query point on the body of the bird (blue dot). This point attends to the edges
of the bird body and to the bird head.

Finally, Figure 3.5ϛʹ shows that there are query points that attend to long-
distance, demonstrating that the attention mechanism is capable of exploiting both
locality and long-distance relationships when these appear in the image.

Multiple heads and saliency map

There are some practical considerations that we need to address before illustrat-
ing that our inversion method indeed works: the most important of which is how the
saliency map S looks like.

In our analysis of the YLG attention layers, we explain that because of the Full
Information property, our patterns are able, potentially, to discover a dependency
between any two pixels of an image. If that is true, we should expect that in the
general case our saliency map, generated by the average of all heads, allocates non-
zero weights to all image pixels. The important question becomes whether this joint
saliency map weights more the pixels that are important for a visually convincing
inversion. For example, in case of a bird flying with a blue-sky in the background,
we should be ready to accept a small error in some point in the clouds of the sky but
not a bird deformation that will make the inverted image look unrealistic. Therefore,
our saliency map should allocate more weight in the bird than in it allocates in the
background sky.

In this chapter, we showed that different heads specialize in discovering impor-
tant image parts (for example, some heads learn to focus on local neighborhoods,
important shape edges, background, etc.) so extracting a saliency map S by averag-
ing all heads usually leads in a uniform distribution over pixels, which is not helping
inversion. Figure 3.6βʹ shows the saliency map jointly all heads of the attention layer
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of the discriminator produce. Although the bird receives a bit more attention than
the background, it is not clear how this map would help weight our loss for inversion.
However, as illustrated in 3.6γʹ, there are heads that produce far more meaningful
saliency maps for a good-looking inversion. There is a drawback here as well though;
if we use that head only, we completely miss the background.

To address this problem, we find two solutions that work quite well.

• Solution 1: calculate Equation 3.2 separately for each head and then add the
losses. In that case, the new loss function is given by the following equation:∑

i

∥
(
D0(G(z))−D0(x)

)
· S ′

i∥2, (3.3)

where S ′
i is the saliency map extracted from head i.

• Solution 2: Examine manually the saliency maps for each head and remove the
heads that are attending mainly to non-crucial for the inversion areas, such as
homogeneous backgrounds.

More inversion visualizations

We present several inversions for different categories of real images at Figure 3.7.
In all our Figures, we use Solution 1 as it has the advantage that it does not require
human supervision.

With our method, we can effectively invert real world scenes. We tested the
standard inversion method [21] for these images as well and the results were far less
impressive for all images. Especially for the dogs, we noted complete failure of the
previous approach, similar to what we illustrate in Figure 3.10.

Experiments setup

In this subsection, we will briefly describe the experimental setup for our inversion
technique. We choose to use the recently introduced Look-ahead [179] optimizer as
we find that it reduces the number of different seeds we have to try for a successful
inversion. For the vast majority of the examined real images, we are able to get a
satisfying inversion by trying at most 4 different seeds. We set the learning rate to
0.05 and we update for maximum 1500 steps. On a single V100 GPU, a single image
inversion takes less than a minute to complete. We choose to invert real-world images
that were not present in the training set. We initialize our latent variables from a
truncated normal distribution, as explained in 3.3.6.
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3.3.6 A deeper dive in this work
Information Flow Graphs

We found that thinking about sparse attention as a network with multiple stages
is helpful in visualizing how information of different tokens is attended and combined.
We use Information Flow Graphs (IFGs) that were introduced in [44] for modeling
how distributed storage codes preserve data. In full generality, IFGs are directed
acyclic graphs with capacitated directed edges. Each storage node is represented
with two copies of a vertex (xin and xout) connected by a directed edge with capacity
equal to the amount of information that can be stored into that node. The key insight
is that a multi-stage attention network can be considered a storage network since
intermediate tokens are representing combinations of tokens at the previous stage.
The IFGs we use in this are a special case: every token of every stage of an attention
layer is represented by a storage node. Since all the tokens have the same size, we
can eliminate vertex splitting and compactly represent each storage node by a single
vertex, as shown in Figure 3.8δʹ.

Full information is a design requirement that we found to be helpful in designing
attention networks. It simply means that any single input token is connected with
a directed path to any output token and hence information (of entropy equal to
one token representation) can flow from any one input into any one output. As we
discussed in the paper, we found that previously used sparse attention patterns did
not have this property and we augmented them to obtain the patterns we use. A
stronger requirement would be that any pair of input nodes is connected to any pair
of output nodes with two edge-disjoint paths. This would mean that flow of two
tokens can be supported from any input to any output. Note that a fully connected
network can support this for any pair or even for any set of k input-output pairs for
∀k ≤ n.

An interesting example is the star transformer [60] where all n input tokens
are connected to a single intermediate node which is then connected to all output
tokens. This information flow graph has 2n directed edges and can indeed support full
information. However, it cannot support a flow of 2 tokens for any pair, since there
is a bottleneck at the intermediate node. We believe that enforcing good information
flow for pairs or higher size sets improves the design of attention networks and we
plan to investigate this further in the future.
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Truncation and how it helps inversion

In the BigGAN [23] paper, the authors observed that latent variables sampled
from a truncated normal distribution generated generally more photo-realistic images
compared to ones generated from the normal distribution which was used during the
training. This so-called truncation trick (re-sampling the values with magnitude
above a chosen threshold) leads to improvement in sample quality at the cost of
reduction in sample variety. For the generated images of YLG presented in this
chapter, we also utilized this trick.

Interestingly, the truncation trick can help inversion as well under some condi-
tions. If the original image has good quality, then according to the truncation trick,
it is more probable to be generated by a latent variable sampled from a truncated
normal (where values which fall outside a range are re-sampled to fall inside that
range) than the standard normal distribution N(0, I). For that reason, in our inver-
sions we start our trainable latent variable from a sample of the truncated normal
distribution. We found experimentally that setting the truncation threshold to two
standard deviations from the median (in our case 0), is a good trade-off between
producing photo-realistic images and having enough diversity to invert an arbitrary
real world image.

Strided Pattern

In the ablation studies section, we train a model we name YLG - Strided. For this
model, we report better results than the baseline SAGAN [177] model and slightly
worse results than the proposed YLG model. The purpose of this section is to give
more information on how YLG and YLG - Strided differ.

First of all, the only difference between YLG and YLG Strided is the choosing
of attention masks for the attention heads: both models implement 2-step attention
patterns with Full Information and two-dimensional locality using the ESA frame-
work.

YLG model uses the RTL and LTR patterns we introduced. Each pattern cor-
responds to a two-step attention: in our implementation of multi-step attention we
compute steps in parallel using multiple heads, so in total we need 8 attention heads
for YLG. In YLG - Strided instead of using different patterns (RTL and LTR),
we stick with using a single attention pattern. Our motivation is to: (i) investigate
whether using multiple attention patterns simultaneously affects performance, (ii)
discover whether the performance differences between one-dimensional sparse pat-
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terns reported in the literature remain when the patterns are rendered to be aware
of two-dimensional geometry. To explore (i), (ii) a natural choice was to work with
the Strided pattern proposed in Sparse Transformers [30] as it was found to be (i)
effective for modeling images and (ii) more suitable than the Fixed pattern (see
Figure 2a), on which we built to invent LTR, RTL.

We illustrate the Strided pattern, as proposed in Sparse Transformers [30], in
Figures 3.8αʹ, 3.8γʹ. For a fair comparison with LTR, RTL we need to expand Strided
pattern in order for it to have Full Information. Figures 3.8βʹ, 3.8δʹ illustrate this
expansion. The pattern illustrated in this Figure is exactly the pattern that YLG -
Strided uses. Note that this pattern attends to the same order of positions, O(n

√
n),

as LTR and RTL. For one to one comparison with YLG, YLG - Strided has also
8 heads: the Full Information pattern is implemented 4 times, as we need 2 heads
for a 2-step pattern. As already mentioned, we also use ESA framework for YLG -
Strided.

Multiple steps and multiple heads

Throughout this work, we use different attention heads to implement the different
steps of 2−step attention sparsifications. However, it might still be unclear why and
how attention heads are related to different attention steps, in the sense that each
node in the Information Flow Graph attends to any other node in the graph. In this
section, we will clarify any vague points around this matter.

The relation between multiple heads and multiple steps is indeed a confusing issue
in the literature. We follow multi-stage attention exactly as implemented in [30] sec.
4.2 and in their source code. There are three ways that one could implement 2-step
attention: (i) stacking two attention layers, each one implementing a stage, (ii) using
a single attention layer to implement both stages or (iii) using multiple heads and
combining their outputs at the end. Method (i) doubles the attention parameters and
did not work as well empirically. Method (ii) introduces undesirable weight sharing:
we have to multiply the first stage output again with the same matrices WQ,WK ,WV

for the second stage, this gave poor experimental performance. Method (iii) splits
stages into different heads. In this case, the stages are computed in parallel and
independently. We emphasize that each head independently assigns attention weights
to the allowed positions. In the language of Information Flow Graphs, for our 2−step
patterns this means that the attention scores between the last two vertex sets are
independent with attention scores between the first two vertex sets. However, the
values of different stages are combined at the end by merging the head dimension of
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the value tensor. This is how Full Information is maintained in the implementation:
when we multiply with the values matrix, our product involves the information
obtained by all heads.

The procedure described above is better illustrated in Figure 3.9. Sub-figure
3.9αʹ shows the Information Flow Graph for the RTL pattern for a sequence of
length 4. Sub-figure 3.9βʹ shows how this 2−step attention patter is implemented
in practice. Separate heads implement the attention between subsequent vertex sets
of the original Information Flow Graph independently. Then, the partial outputs of
the heads are concatenated along the feature dimension. Each node in this scheme
captures Full Information since its’ final vector representation contains information
from all other nodes in the graph.

One drawback of using multiple heads to implement multiple steps is the inde-
pendence between the scores of each head in a single pass. However, we notice that
as the training proceeds heads learn to co-operate (through back-propagation). Ad-
ditionally, this method has the advantage that steps are computed in parallel and
thus there are no performance bottlenecks.

As we already noted, we also get better results using multiple attention patterns
(LTR, RTL) simultaneously. We need two heads (one for each step) for each pattern
and use each pattern twice. Thus, for YLG we use 8 heads total. In summary, different
heads implement different stages. Masks constrain the positions that each head can
attend. Multiple patterns encourage diversity and improve performance.

3.3.7 Things that did not work
In this section, we present several ideas, relevant to this chapter, that we ex-

perimented on and found that their results were not satisfying. Our motivation is
to inform the research community about the observed shortcomings of these ap-
proaches so that other researchers can re-formulate them, reject them or compare
their findings with ours.

Weighted inversion at the generator space

We already discussed that our key idea for the inversion: we pass a real image to
the discriminator, extract the attention map, convert the attention map to a saliency
distribution S and we perform gradient descent to minimize the discriminator em-
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bedding distance, weighted by this saliency map:

∥
(
D0(G(z))−D0(x)

)
· S ′∥2,

where S ′ is a projected version of saliency map S, x is the image, and D0 is the
Discriminator network up to, but not including, the attention layer. In practice, we
use Equation 3.3 for the reasons we previously explained but for the rest of this
Section we will overlook this detail as it is not important for our point.

Equation 3.2 implies that the inversion takes place in the embedding space of
the Discriminator. However, naturally one might wonder if we could use the saliency
map S to weight the inversion of the Generator, in other words, if we could perform
gradient descent on:

∥(G(z)− x) · S ′′∥2, (3.4)

where S ′′ is a projected version of S to match the dimensions of the Generator
network.

In our experiments, we find that this approach generally leads to inversions of
poor quality. To illustrate this, we present inversions of an image of a real husky
from the the weighted generator inversion, the weighted discriminator inversion and
standard inversion method [21] at Figure 3.10.

There are several reasons that could explain the quality gap when we change from
inversion to the space of the Discriminator to that of the Generator. First of all, the
saliency map we use to weight our loss is extracted from the Discriminator, which
means that the weights reflect what the Discriminator network considers important
at that stage. Therefore, it is reasonable to expect that this saliency map would be
more accurate to describe what is important for the input of the attention of the
discriminator than to the output of the Generator. Also note that due to the layers
of the Discriminator before the attention, the images of the output of the generator
and the input of the attention of the Discriminator can be quite different. Finally,
the Discriminator may provide an ”easier” embedding space for inversion. The idea
of using a different embedding space than the output of the Generator it is not new;
activations from VGG16 [150] have also been used for inversion [16]. Our novelty
is that we use the Discriminator instead of another pre-trained model to work on a
new embedding space.
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Inversion at the Discriminator space without weights

Our experimental evidence showed that weighted inversion in the Discriminator
space was particularly effective. Thus, it is natural to wonder whether this inversion
was successful because of the weights or just because inversion itself is easier in the
Discriminator space. Although, for some images inversion on the Discriminator space
gave more encouraging results comparing to the standard inversion method, it often
got trapped on local minima of the loss function. Weighting the loss function in the
Discriminator space consistently gave qualitatively better inversions and thus we did
not expand our experiments on the idea of unweighted inversion.

Combination of dense and sparse heads

We have already provided strong experimental evidence that multi-step two-
dimensional sparse local heads can be more efficient than the conventional dense
attention layer. We justify this evidence theoretically by modelling the multi-step
attention with Information Flow Graphs and indicating the implications of Full
Information. Naturally, one might wonder what would happen if we combine YLG
attention with dense attention. To answer this question, we split heads into two
groups, the local - sparse heads and the dense ones. Specifically, we use 4 heads that
implement the RTL, LTR patterns and 4 dense heads and we train this variation
of SAGAN. We use the same setup as with our other experiments. We report FID
19.21 and Inception: 51.23. These scores are far behind than the scores of YLG and
thus we did not see any benefit continuing the research in this direction.

Different resolution heads

One idea we believed it would be interesting was to train SAGAN with a multi-
headed dense attention layer of different resolution heads. In simple words, that
means that in this attention layer some heads have a wider vector representation
than others. Our motivation was that the different resolutions could have helped
enforcing locality in a different way; we expected the heads with the narrow hidden
representations to learn to attend only locally and the wider heads to be able to
recover long-range dependencies.

In SAGAN, the number of channels in the query vector is 32, so for an 8-head
attention layer normally each head would get 4 positions. We split the 8 heads into
two equal groups: the narrow and the wide heads. In our experiment, narrow heads
get only 2 positions for their vector representation while wide heads get 6. After
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training on the same setup with our other experiments, we obtain FID 19.57 and
Inception score: 50.93. These scores are slightly worse than the original SAGAN, but
are far better than SAGAN with dense 8-head attention which achieved FID 20.09
and Inception 46.01, as mentioned in the ablation study.

At least in our preliminary experiments, different resolution heads were not found
to help very much. Perhaps they can be combined with YLG attention but more
research would be needed in this direction.

3.3.8 Related Work
There has been a flourishing of novel ideas on making attention mechanisms

more efficient. Dai et al. [39] separate inputs into chunks and associate a state vector
with previous chunks of the input. Attention is performed per chunk, but informa-
tion exchange between chunks is possible via the state vector. Guo et al. [60] show
that a star-shaped topology can reduce attention cost from O(n2) to O(n) in text
sequences. Interestingly, this topology does have full information, under our frame-
work. Sukhbaatar et al. [154] introduced the idea of a learnable adaptive span for
each attention layer. Calian et al. [25] proposed a fast randomized algorithm that
exploits spatial coherence and sparsity to design sparse approximations. We believe
that all these methods can be possibly combined with YLG, but so far nothing has
been demonstrated to improve generative models in a plug-and-play way that this
work shows.

There is also prior work on using attention mechanisms to model images: One
notable example is Zhang et al. [177], which we have discussed extensively and which
adds a self-attention mechanism to GANs. See also Parmar et al. [4], which uses
local-attention that is not multi-step.
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(αʹ) Attention masks for
Fixed Pattern [30].

(βʹ) Attention masks for Left
To Right (LTR) pattern.

(γʹ) Attention masks for
Right To Left (RTL) pattern.

(δʹ) Information Flow Graph
associated with Fixed Pattern.
This pattern does not have
Full Information, i.e. there are
dependencies between nodes
that the attention layer can-
not model. For example, there
is no path from node 0 of V 0

to node 1 of V 2.

(εʹ) Information Flow Graph
associated with LTR. This
pattern has Full Informa-
tion, i.e. there is a path be-
tween any node of V 0 and
any node of V 2. Note that
the number of edges is only
increased by a constant com-
pared to the Fixed Atten-
tion Pattern [30], illustrated in
3.1δʹ.

(ϛʹ) Information Flow Graph
associated with RTL. This
pattern also has Full Infor-
mation. RTL is a ”trans-
posed” version of LTR, so that
local context at the right of
each node is attended at the
first step.

Figure 3.1 This Figure illustrates the different 2-step sparsifications of the attention layer
we examine in this chapter. First row demonstrates the different boolean masks that we
apply to each of the two steps. Color of cell [i. j] indicates whether node i can attend to
node j. With dark blue we indicate the attended positions in both steps. With light blue
the positions of the first mask and with green the positions of the second mask. The yellow
cells correspond to positions that we do not attend to any step (sparsity). The second row
illustrates Information Flow Graph associated with the aforementioned attention masks. An
Information Flow Graph visualizes how information ”flows” in the attention layer. Intuitively,
it visualizes how our model can use the 2-step factorization to find dependencies between
image pixels. At each multipartite graph, the nodes of the first vertex set correspond to the
image pixels, just before the attention. An edge from a node of the first vertex set, V 0, to a
node of the second vertex set, V 1, means that the node of V 0 can attend to node of V 1 at
the first attention step. Edges between V 1, V 2 illustrate the second attention step.
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(αʹ) (βʹ)

Figure 3.2 Reshape and ESA enumerations of the cells of an image grid that show how image grid
is projected into a line. (Left) Enumeration of pixels of an 8×8 image using a standard reshape. This
projection maintains locality only in rows. (Right) Enumeration of pixels of an 8×8 image, using the
ESA framework. We use the Manhattan distance from the start (0, 0) as a criterion for enumeration.
Although there is some distortion due to the projection into 1-D, locality is mostly maintained.

Figure 3.3 Training comparison for YLG-SAGAN and SAGAN. We plot every 200k steps the
Inception score (a) and the FID (b) of both YLG-SAGAN and SAGAN, up to 1M training steps
on ImageNet. As it can be seen, YLG-SAGAN converges much faster compared to the baseline.
Specifically, we obtain our best FID at step 865k, while SAGAN requires over 1.3M steps to reach
its FID performance peak. Comparing peak performance for both models, we obtain an improvement
from 18.65 to 15.94 FID, by only changing the attention layer.
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(αʹ) (βʹ) (γʹ) (δʹ) (εʹ)
Figure 3.4 Inversion and Saliency maps for different heads of the Generator network. We emphasize
that this image of a redshank bird was not in the training set, it is rather obtained by a Google
image search. Saliency is extracted by averaging the attention each pixel of the key image gets from
the query image. We use the same trick to enhance inversion. (a) A real image of a redshank. (b)
A demonstration of how the standard inversion method [21] fails. (c) The inverted image for this
redshank, using our technique. (d) Saliency map for head 7. Attention is mostly applied to the bird
body. (e) Saliency map for head 2. This head attends almost everywhere in the image.

(αʹ) (βʹ) (γʹ)

(δʹ) (εʹ) (ϛʹ)

Figure 3.5 Inverted image of an indigo bird and visualization of the attention maps for specific
query points. (a) The original image. Again, this was obtained with a Google image search and was
not in the training set. (b) Shows how previous inversion methods fail to reconstruct the head of
the bird and the branch. (c) A successful inversion using our method. (d) Specifically, 3.5δʹ shows
how attention uses our ESA trick to model background, homogeneous areas. (e) Attention applied
to the bird. (f) Attention applied with a query on the branch. Notice how attention is non-local and
captures the full branch.
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(αʹ) (βʹ) (γʹ)

Figure 3.6 (a) Real image of a redshank. (b) Saliency map extracted from all heads of
the Discriminator. (c) Saliency map extracted from a single head of the Discriminator.
Weighting our loss function with (b) does not have a huge impact, as the attention weights
are almost uniform. Saliency map from (c) is more likely to help correct inversion of the bird.
We can use saliency maps from other heads to invert the background as well.

Figure 3.7 More inversions using our technique. To the left we present real images
and to the right our inversions using YLG SAGAN.
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(αʹ) Attention masks for Strided Pattern
[30]

.

(βʹ) Attention masks for YLG - Strided (Ex-
tended Strided with Full Information prop-
erty)

(γʹ) Information Flow Graph associated with
Strided Pattern. This pattern does not have
Full Information, i.e. there are dependencies
between nodes that the attention layer cannot
model. For example, there is no path from
node 2 of V 0 to node 1 of V 2.

(δʹ) Information Flow Graph associated with
YLG - Strided pattern. This pattern has Full
Information, i.e. there is a path between any
node of V 0 and any node of V 2. Note that
the number of edges is only increased by a
constant compared to the Strided Attention
Pattern [30], illustrated in 3.8αʹ.

Figure 3.8 This Figure illustrates the original Strided Pattern [30] and the YLG - Strided
pattern which has Full Information. First row demonstrates the different boolean masks that
we apply to each of the two steps. Color of cell [i. j] indicates whether node i can attend
to node j. With dark blue we indicate the attended positions in both steps. With light blue
the positions of the first mask and with green the positions of the second mask. The yellow
cells correspond to positions that we do not attend to any step (sparsity). The second row
illustrates Information Flow Graph associated with the aforementioned attention masks. An
Information Flow Graph visualizes how information “flows” in the attention layer. Intuitively,
it visualizes how our model can use the 2-step factorization to find dependencies between
image pixels. At each multipartite graph, the nodes of the first vertex set correspond to the
image pixels, just before the attention. An edge from a node of the first vertex set, V 0, to a
node of the second vertex set, V 1, means that the node of V 0 can attend to node of V 1 at
the first attention step. Edges between V 1, V 2 illustrate the second attention step.
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(αʹ) RTL Information Flow Graph for N = 4.

(βʹ) Implementation of RTL attention pattern (N = 4) in practice using separate heads for
separate steps. Full Information is maintained since the final representation of each node
contains information from all other nodes in the graph.

Figure 3.9 Implementation of multiple steps attention with multiple heads
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(αʹ) (βʹ) (γʹ) (δʹ)

Figure 3.10 Inversion with different methods of the real image of 3.10αʹ. Our method,
3.10βʹ, is the only successful inversion. The inversion using the weights from the
saliency map to the output of the Generator, 3.10γʹ, fails badly. The same holds for
inversion using the standard method in the literature [21], as shown in 3.10δʹ.

Figure 3.11 Generated images from YLG SAGAN divided by ImageNet category.
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Figure 3.12 Generated images from YLG SAGAN divided by ImageNet category.
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Figure 3.13 Generated images from YLG SAGAN divided by ImageNet category.
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Figure 3.14 Upper Panel: YLG conditional image generation on different dog breeds from ImageNet
dataset. From up to down: Eskimo husky, Siberian husky, Saint Bernard, Maltese. Lower Panel:
Random generated samples from YLG-SAGAN. Additional generated images are included in the
supplementary material.
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3.4 Hilbert Curve for preservation of 2-D geome-
try in multi-step attention mechanisms

3.4.1 Introduction
Previously in this chapter, we introduced the ESA trick for mapping a grid into a

line in a locality preserving way. The primary reason for choosing the ESA trick was
that: (i) it could be implemented fairly easy, (ii) it worked very well experimentally
compared to the grid flattening. In this section, we review ways that have been
previously proposed to map a grid in a line in a locality preserving way. Specifically,
we focus on Hilbert Curve [68].

A Hilbert curve [68] is a continuous fractal space-filling curve first described as
a variant of the space-filling Peano curves [123]. Both the true Hilbert curve and
its discrete approximations are useful because they give a mapping between 1D and
2D space that preserves locality fairly well [114]. This means that two data points
which are close to each other in one-dimensional space are also close to each other
after folding. The converse can’t always be true.

3.4.2 Motivation
We think it is nice to first present Hilbert Curves outside the context of attention.

This will help build an intuition on the motivation behind Hilbert Curves and will
help the comparison between Hilbert Curves and the ESA framework we presented
earlier. To do so, we will use the exciting example 3blue1brown used in his YouTube
video about Hilbert Curves [142].

Imagine that we want to build a system for people to view with their ears!
Our goal is simple: given an input image, we want to map this image to a sound,
play it and then the listeners should be able to decode the image. Five minutes
later, we come up with a novel algorithm! Each pixel in the image grid will be
mapped to a frequency. Depending on the brightness of the pixel 5, we will adjust the
magnitude for this frequency. The final sound will be a sum of different frequencies,
each one corresponding to a pixel in the image grid, played simultaneously in different
volumes, depending on the pixels’ brightness. One interesting question comes in
mind: how are we going to map positions in the image grid to frequencies? One idea
would be to use an arbitrary, random mapping. However, this increases the chances
for failure. If a listener confuses even slightly a frequency, then the corresponding

5Here we assumed that the input image is grayscale.
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pixel will be moved to an arbitrary position in the decoded image. We want to do
this in a locality preserving way. Interestingly, we see that one can face the problem
of mapping an image grid to a line in a locality preserving way in very different
contexts: in multi-step attention networks and in the development of an image-to-
sound system.

3.4.3 Pseudo Hilbert Curves
One idea, for both multi-step attention and our image-to-sound system, would

be to use ESA trick to map the grid to an one dimensional space. After all, this is
far better compared in terms of 2-D geometry preservation compared to the naive
flattening of the image grid. However, as we will see in this section, we can achieve
that by using Pseudo Hilbert Curves as well.

Pseudo Hilbert Curves (PHC) are discrete approximations of the continuous
Hilbert Curve. Each curve of the PHC family has a unique order n: the higher the
order, the better the approximation. Discrete approximations of Hilbert Curve for
different orders n are shown in Figure 3.15. It is easy to see that we can construct
a PHCn+1 by combining four PHCn. The construction is pretty straightforward: we
construct a 2×2 image grid, we add a PHC curve or order n at each grid cell, we flip
the curves in the lower left and the lower right curves and then we connect the curves
in subsequent cells. The Hilbert Curve can be created by continuously applying this
procedure as the order n grows to infinity.

3.4.4 Pseudo Hilbert Curves for multi-step attention
Using PHC for attention is straightforward. The attention input is a 64 × 64

image. Thus, we will just have to replace the image grid enumeration created by
ESA, with the cells’ enumeration of PHC6. For attention inputs of higher resolution,
we need to increase the order of our discrete approximations of Hilbert curves.

Using Hilbert Curve instead of the ESA trick has certain benefits. First of all, the
capability of Hilbert Curve to preserve locality has been theoretically examined [114].
More importantly, since a Hilbert Curve emerges as the limit of PHC constructions as
the order n grows, the mapping between an 1-D point and a 2-D is mostly preserved
for different orders. That means that if we increase the resolution of the image that
we input, an attention layer trained with PHC will be able to perform well, without
re-training, in the new input. On the contrary, increasing the resolution of the image
for ESA would result in a fairly different mapping of a 2-D space to the 1-D space. In
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Figure 3.15 Discrete approximations of Hilbert Curve for different orders n.

other words, for ESA a single point in the 1-D space can be mapped to very distant
2-D points depending on the size of the image. This does not happen for PHC.

Unfortunately, PHC for attention has not yet been experimentally validated. We
truly believe that this is a very promising future work. Also, other types of space-
filling curves can be explored as well, e.g. Peano Curve [123].

3.5 Multi-step attention based on Superconcen-
trator graphs

3.5.1 Introduction
In YLG [41], we introduced a two-step Full Information pattern that we used

to obtain superior performance to dense attention in ImageNet. Similar two-step
mechanisms, have been introduced for Natural Language Processing [30]. In this
section, we investigate what are the benefits of allowing multiple steps in attention.
The main questions we address in this section is: (i) It is possible to create attention
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variants with Full Information and linear complexity? (ii) How do we compare
multi-step attention variants with same complexity and Full Information?

3.5.2 An (easy) construction for Linear Attention
It seems that there is a simple multi-step attention mechanism that achieves at-

tention with linear complexity and thus answers question (i). This has been explored
in the Star Transformers [60] paper. Interestingly, this construction requires only two
steps.

The idea is pretty simple. We first add one extra relay node. The vector rep-
resentation we use to initialize this relay node is explained in the paper [60]. It is
important to note that is a virtual node, it does not correspond to any symbol of
the input sequence. This relay node attends at the first step to all keys. Then, at
the second step, all queries attends to this relay node. It is trivial to see that this
graph: (i) has linear number of edges and thus linear complexity and (ii) has Full
Information. A visualization of the corresponding Information Flow graph for four
inputs, is shown in Figure 3.16.

Figure 3.16 Information Flow Graph for (a simplified version of) Star Trans-
former [60]. This graph has Full Information and linear number of edges.

3.5.3 The Information Bottleneck
At first glance, Star Transformer seems ideal: it is easy to implement and it

achieves linear attention with two-steps. However, there is a hidden bottleneck in
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this idea: at the second attention step, all nodes rely on the information that is
embedded into the vector representation of the relay node. As the size of input
scales, it becomes increasingly difficult for the model to store information from all
input nodes to a single node. As a result, the relay node loses some information and
this loss is transferred to all the other nodes since all nodes attend to the relay at the
second step. We refer to the problem of relying too much to few nodes as Information
Bottleneck. The authors of Star Transformer [60] confirmed experimentally that this
approach works better for medium-sized inputs. We believe that for certain input
sizes and embeddings dimension, Information Bottleneck may not be too high and
this method can work well, especially if accompanied with some more local edges as
in Star Transformers [60].

3.5.4 Superconcentrators
The discussion about better attention mechanisms has led so far to a loose end:

reducing the attention complexity too much introduces information bottlenecks. In
this section, we present a solution to this problem, coming from Graph theory:
Superconcentrators. Superconcentrators have the best of both worlds: they have
linear number of edges, Full Information and they have the minimum Information
Bottleneck among any other graph with linear number of edges. With more technical
wording, Superconcentrators are graphs with O(n) edges in which every k inputs are
connected to every k outputs with k vertex-disjoint paths. From this definition, it is
clear that Superconcentrators maintain Full Information, since by definition every
1 input is connected to every 1 output. What is more interesting, is the vertex-
disjoint paths property. The fact that the paths are vertex-disjoint means that these
graphs do not rely so much on specific nodes and thus their Information Bottleneck
is minimal. For more on Superconcentrators, please refer to Chapter 2.

3.5.5 Superconcentrators for multi-step attention
We construct Superconcentrator graphs based on the explicit construction based

on Expanders [72], as described in the Background section. A Superconcentrator
graph for N = 25 based on (n, 7n

8
, 9)-expanders is shown in Figure 3.17. This graph

is also an Information Flow Graph for a multi-step attention mechanism.
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Figure 3.17 A Superconcentrator graph for N = 25 based on (n, 7n
8
, 9)-expanders.

This graph is also an Information Flow Graph for a multi-step attention mechanism.

Depth of Superconcentrator graphs

There are multiple differences between the 2-step attention layers we introduced
previously in this Chapter and the Superconcentrator graphs. One noteworthy dif-
ference is the increased depth, i.e. the increased number of steps. The patterns we
introduced previously corresponded to 2-step attention mechanisms, irrelevant of
the size of the input. However, since the construction of Superconcentrator graphs
is dynamic, the number of steps in attention is dynamic and it depends on the size
of the input n. Simply put, the number of attention steps T1 that are required for an
input sequence of size n1 is higher for the number of attention steps T2 required for
input of size n2 when n1 > n2. The reason is that superconcentrators are constructed
recursively and at each iteration size is reduced from n to 7n

8
. The explicit construc-

tion we explained in the Background chapter corresponds to attention mechanisms
of O(logn) steps.

Ordering of partial attentions

For the 2-step patterns we introduced in Your Local GAN, two attentions are
computed and their ordering in time is clear. However, due to the skip connections
that Superconcentrators have, it is not so trivial to order the partial attentions in
time. Since our goal is to maintain Full Information, we need to perform attentions
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in an order that respects that, i.e. required information should has reached previous
steps before attending to their outputs. Thankfully, there is a direct way to do this
for the proposed construction: attentions simply follow the recursive strategy for
creating Superconcentrators. More explicitly, we first attend for the expander graph
G1 and then we attend (skip-connections) for the inputs I ′. We then, attend for the
expander graph G2 and we repeat the process for the outputs of G1, G2 recursively.

Locality

One potential drawback of Superconcentrators is that locality is not preserved.
Indeed, the construction of the expander graphs we described in the Background
chapter requires random edges between the input and the output vertex set of each
expander. As we noticed previously, locality is really important for Computer Vision
and thus this might be a major disadvantage. However, it should be able to construct
Superconcentrators with local properties. For the proof of the superconcentrators
property, we only needed that sub-graphs G1, G2 are expanders. Thus, the challenge
is to create expander graphs with local properties. We are willing to explore this in
Future work.

3.5.6 Experimental Validation and Future Work
Superconcentrators have not been yet tested experimentally. Even though they

are very appealing in theory, their increased depth could cause performance problems
in practice. Validating the effectiveness of superconcentrators for multi-step attention
mechanisms is a very interesting future direction that we want to explore.





Chapter 4

Fast Attention Networks with
data-dependent sparsity

4.1 Introduction to data-dependent sparsity
In the previous chapter, we proposed multi-step attention as a way to alleviate the

computational requirements of dense attention. The central idea of multi-step atten-
tion is that at each time-step attention is restricted to some pre-defined positions.
In this chapter, we will investigate ways to sparsify attention dynamically. Specif-
ically, we review various alternatives to dense attention that use data-dependent
methods to improve the computationally efficiency. We highlight the limitations of
the existing approaches and we discuss potential solutions.

4.2 Motivation
We begin our discussion by explaining the motivation behind data-dependent

sparsity. We will explain our incentive with a straightforward experiment: we will
inspect for random (real) inputs, the attention maps of pre-trained models in Com-
puter Vision and Natural Language Processing. Our goal is to find: (i) how many out
of |K| keys get a value under 0.01 in the softmax and (ii) how many out of |K| keys
get a value under 1

|K| in the softmax. Results are summarized in Table 4.1. As shown
in the table, pre-trained Vision and NLP models produce very sparse attention maps.
This means that each query roughly attends to a small subset of the original keys.
We can exploit this observation to design faster attention layers.
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Model ≤ 0.01 ≤ 1
|K|

BigGAN 98.11± 0.26% 86.11± 2.92%
BERT 94.23± 0.62% 83.14± 1.81%

RoBERTa 95.02± 0.94% 85.58± 2.14%
Table 4.1 Sparsity of softmax for pre-trained models. For BigGAN the presented
results are with attention at 64 × 64 resolution. For BERT [43] and RoBERTa [98]
the presented results are for input sequences (possibly padded) at 512 tokens. All
results are computed by taking the average of 1000 samples.

4.3 Sparsity of softmax distribution
We argue that one reason dense models produce sparse attention maps is that

softmax operator generally leads to sparse distributions, even under very loose data
assumptions. In this section, we provide a bound for the number of non-sparse po-
sitions of softmax for the case in which the input data are samples (not necessarily
independent) with same mean and variance. To do so, we will need the following
lemma, proved in [12].

Lemma 2. Let X = (X1, X2, ..., Xn) be a vector or random variables Xi, where
E(Xi) = µ, V (Xi) = σ2 and X ′ = (X1:n, X2:n, ...Xn:n) a permutation of X so that
Xi:n ≤ Xj:n ⇐⇒ i ≤ j. Then, it holds that:

E(Xk:n) ≤ µ+ σ

√
k − 1

n− k + 1

Using this result we can now prove a new lemma on the sparsity of probabilistic
distributions obtained from softmax.

Lemma 3. LetX = (X1, X2, ..., Xn) a vector of random variables for which E(Xi) =

0 and V (Xi) = 1. Let also X ′ = (X1:n, X2:n, ...Xn:n) a permutation of X so that
Xi:n ≤ Xj:n ⇐⇒ i ≤ j.
If nϵ ≥ 1 and k ≤ 1+(n+1) ln2(nϵ)

1+ln2(nϵ) then E
(

eXk:n∑n
i=1 e

Xi:n

)
≤ ϵ.

Proof. We are interested in finding an upper bound for:

E

(
eXk:n∑n
i=1 e

Xi:n

)
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From Jensen’s inequality, we obtain:

E

(
eXk:n∑n
i=1 e

Xi

)
≤ eE(Xk:n)∑n

i=1 e
E(Xi)

From Lemma 2:

eE(Xk:n)∑n
i=1 e

E(Xi)
≤ e

µ+σ
√

k−1
n−k+1∑n

i=1 e
E(Xi)

=
e
µ+σ

√
k−1

n−k+1

neµ

For simplicity, we will find a bound for µ = 0, σ2 = 1.
Substituting into the previous equation we get:
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We need to find k so that:

E

(
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)
≤ ϵ

e

√
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n−k+1

n
≤ ϵ

nϵ≥1⇐⇒√
k − 1

n− k + 1
≤ ln(nϵ)

k ≤ 1 + (n+ 1) ln2(nϵ)

1 + ln2(nϵ)

Numerical example Suppose we have n = 10000 samples, each of which is drawn
from a possibly different distribution with mean µ = 0 and σ2 = 1. From Lemma
4.3, k = 9460 out of 10000 samples have a value under ϵ = 0.001 in softmax.

Parameters choosing In practice, we want ϵ to be sufficiently small. Thus, a
natural choice of ϵ would be ϵ = p

n
for some 1 < p≪ n.
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4.4 Rethinking attention
Both the experimental evidence and the theoretical result we presented earlier

indicate that softmax distributions are sparse. Especially for pre-trained models,
experimental evidence shows that each query is associated with a softmax distri-
bution with O(1) non-sparse positions. This is roughly equivalent to saying that
each query in a pre-trained attention model has non-negligible big inner product
with O(1) keys. This observation motivates the creation of data-dependent sparse
attention mechanisms. The idea is simple: each query will attend only to the subset
of the keys with which it has big inner product. Since we know that each query in
pre-trained attention models has O(1) important keys, then the total attention com-
plexity for N queries will be O(N). We generally refer to the approaches that limit
attention of each query to a limited set of important1 keys as attention layers with
data-dependent sparsity. Contrary to what we presented to Chapter 3, sparsity in
attention is not pre-defined: for different inputs each query attends to different keys.
Although this idea seems very promising, it is accompanied by some very difficult
challenges. Namely, how does one find efficiently that set of important keys for each
query? How does one parallelize this procedure? In this chapter, we answer these
questions. We first explain the challenges in detail and then we review approaches
that aim to solve them. Later, we identify important weaknesses of these approaches
and we propose solutions.

4.4.1 Challenges of attention layers with data-dependent spar-
sity

Finding the set of important keys

All alternatives to dense attention that use dynamic sparsity are based on the
idea that each query will attend to a very small subset with important keys. However,
it is not clear how we can find efficiently this set of important keys for each query.
The naive solution involves searching for each query all keys and keeping the top-k
or the ones that get a score above a certain threshold. However, this has complexity
O(N2) (for simplicity we assume that the number of queries and keys equals N).

1The terminology important keys refers to the keys that get a non-negligible score after softmax.
For dense attention, the important keys are the ones that have the biggest inner product with a given
query. However, some of the methods that we will present in this Chapter change dense attention in
ways that the important keys are not necessarily the ones that have big inner products with a given
query. For that reason, we will keep using the generic terminology important keys.
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The quadratic complexity of this search matches the quadratic complexity of dense
attention and thus the emerging algorithms are pointless. As we will see in this
Chapter, there are many potential ways that we can use to find efficiently for each
query the set of important keys efficiently. The methods included in this Chapters
involve Locality Sensitive Hashing (LSH), K-means clustering, and differentiable
sorting. We will explore each one of them later.

Parallelization

Let’s assume for a moment that we have a magical algorithm that gives in O(1)

for any given query the set of important keys (in the sense that these keys get a non-
negligible weight after softmax). In real problems, the length of that set will differ
for each query. Consider the example of an image, in which queries are embeddings
for the input pixels. It seems reasonable that a background pixel will not have a
very special preference for any other pixel in the background, so potentially there
will be a lot of “important” keys for the corresponding query. However, a query that
corresponds to the pupil of one eye of a dog is expected to mainly attend to the pupil
of the other eye of the dog. As a result, the set of important keys for that query
will be possibly much smaller compared to the background query. This observation
points to a hidden but very critical problem: we cannot perform attention of multiple
queries in parallel since modern libraries [122, 1], only support parallel operations for
batched inputs. If we do not address this problem, we cannot use these mechanisms
in modern hardware (e.g. GPUs, TPUs), significantly limiting their impact.

Clustering

There is a unique and simple solution to the problem of parallelization we men-
tioned earlier. We will group queries and keys into L balanced clusters. Each query
will attend only to the keys that belong to its’ cluster and nothing else. If the size of
clusters is small (i.e. O(1)), this still has O(N)2 complexity and solves the problem
of parallelization we mentioned earlier. To explain it better, imagine we have a set Q
of queries and a set K of keys. We will group queries and keys into L clusters, each of
which with |Q|

L
, |K|

L
queries and keys respectively. Each cluster will be described by a

query matrix Qi ∈ R
|Q|
L

×d, a key matrix Ki ∈ R
|K|
L

×d and a value matrix Vi ∈ R
|Q|
L

×d.
Since all clusters have matrices of same dimensions, we can batch the operations
of within-clusters attention. The attention output of each cluster will be a matrix

2For notational simplicity, we assume that the number of queries, N , equals the number of keys.
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Oi ∈ R
|Q|
L

×d. We can finally concatenate these matrices and obtain the final atten-
tion output, O ∈ R|Q|×d. This procedure is illustrated in Figure 4.1. This approach is
generic for all the attention models that are based on data-dependent sparsity and
are presented in this Chapter.

Even though the clustering methodology solves the parallelization issues, it cre-
ates other problems that potentially affect performance. We will explain the central
problem with an example. Consider that we have four queries {q1, q2, q3, q4} and
four keys {k1, k2, ..., k4} and want to group them in two clusters of size 2. The sets
of important keys per query are given as follows: {k1, k2}, {k2, k3}, {k3, k4}, {k1, k4}.
Even in the case in which every query has only two important keys, we cannot group
them in equal sized clusters so that all queries are grouped with their important keys.
This poses a very difficult problem in dynamic sparse attention alternatives. Each
one of the approaches that we will present in this Chapter deals with this problem
in its’ own way. We will discuss the advantages and disadvantages of its’ solution
separately.
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Figure 4.1 Illustration of attention alternatives based on data-dependent sparsity.
Queries and keys are clustered into groups of equal size and attention is performed
within each group.
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4.5 Locality Sensitive Hashing (LSH) Attention

4.5.1 Introduction to LSH
The first challenge that attention mechanisms with data-dependent sparsity should

resolve is finding the set of important keys for each query efficiently. One way to
achieve that is by using Locality Sensitive Hashing [132, 78, 54]. Locality-sensitive
hashing (LSH) is an algorithmic technique that hashes similar input items into the
same “buckets” with high probability. A precise definition follows.

Definition 3. Let M = (M,d) a metric space, R > 0 a threshold and c > 1 an
approximator factor. We denote with F the family of functions h : M → S that
map inputs x ∈ M to a bucket s ∈ S. This family is considered to be Locality
Sensitive Hashing (LSH) if it satisfied the following two properties for any input
points p, q ∈M .

• If d(p, q) ≤ R then h(q) = h(p) with probability at least P1.

• If d(p, q) ≥ cR then h(q) ̸= h(p) with probability at least P2

where P1 > P2. A family F that respects these constraints is called R, cR, P1, P2-
sensitive.

For a better understanding of LSH guarantees, refer to Figure 4.2.

Figure 4.2 Illustration of LSH. For distance threshold r > 0 and an approximation
guarantee c > 1, all points that are within cr of a given query are returned with high
probability.
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4.5.2 LSH for Nearest Neighbor Search
LSH has been used widely for effective Nearest Neighbor Search, especially in

high dimensions [161, 8].
One of the most successful hashing schemes for Nearest Neighbor Search, is the

E2LSH [42]. E2LSH, also known as LSH based on p-stable distributions, uses the
following hash function:

h(x) =
⌊x · u+ b

r

⌋
(4.1)

where u = (u1, u2, ..., ud) : ui ∼ N (0, 1) and b ∼ U(0, r). Geometrically, h(·)
projects the input vector x in a random direction and then groups in the same
bucket inputs that have similar projection lengths. The intuition is that vectors that
are close in the d-dimensional space will have similar projection lengths. For the 2-D
case, this procedure is illustrated in Figure 4.3. Parameter r controls the sensitivity
of the LSH. We can think of LSH as a black box that returns, for any given query
q, all keys k for which d(q, k) ≤ c · dmin for some parameter c > 1. Choosing a large c

results to false positives while choosing small c may miss some nearest neighbors. We
usually refer to c as the approximation factor. Parameter r controls the sensitivity
of LSH to mistakes in the sense that it impacts the approximation factor.

Figure 4.3 Illustration of the E2LSH [42] for the 2-D case. Input points are projected
in a random line. Since the original points are close, their projections are also close.
Image source: [149].
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4.5.3 LSH for Angular Distance
In the special case where the input vectors live in a d-dimensional unit sphere,

hashing algorithms with better approximation guarantees can be designed [157,
9, 10]. For that special case, the Euclidean distance between data points equals
their Angular distance, as we explained in the Background chapter. In Spherical
LSH [157], also known as Voronoi-LSH, input vectors are multiplicated with stan-
dard d-dimensional, i.i.d Gaussian vectors g1, g2, ..., gL and assigned to the Gaussian
with which they have bigger inner product. Concretely,

h(x) = argmax
1≤i≤L

x · gi. (4.2)

Since the Gaussian vectors g1, g2, ..., gT have unit norms, this is equivalent to applying
random rotations to the input points. Points that fall under the same group under
all rotations are very likely to be close in the sphere [157, 9]. This is better illustrated
in Figure 4.4.

Figure 4.4 Illustration of Spherical LSH for the 2-D case. Points that are distant in
the sphere are very unlikely to fall in the same region in all random rotations. This
reverses for points that are very close in the sphere. Image source: Reformer [118].

4.5.4 LSH for Maximum Inner Product Search
Generally, the problem of using Maximum Inner Product Search is different

than the problem of Nearest Neighbor Search. For example, if q = (1, 1) and k1 =

(0, 1000), k2 = (0, 0) the nearest neighbor of q is k2 but it has maximum inner product
with k1. As explained in the Background Chapter, the problems become equivalent
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if all vectors live in a hypersphere. LSH has been proposed for Maximum Inner
Product Search as well [147, 117, 148, 77, 172]. [147] proves that there is no hashing
function such that if q · k is big then h(q) = h(k) with high probability. This neg-
ative result motivated the authors to come up with the novel idea of Asymmetric
LSH. The core idea of Asymmetric LSH is that we use asymmetric functions F,G

to pre-process the queries such that for any q, k if q · k is big, then ||F (q) − G(k)||22
is small. The asymmetric transformations convert the problem of Maximum Inner
Product Search to Nearest Neighbor Search for which effective LSH schemes have
been proposed [42, 8, 10, 11, 9, 157, 54, 13, 77]. Most works in Asymmetric LSH fo-
cus on asymmetric transformations F,G such that: ||F (q)−G(k)||2 decreases linearly
with the inner product q ·k. Some of the most widely used proposed transformations
follow:



[42]: F (qi) =
[
qi;

1
2
, ...; 1

2

]
, G(ki) =

[
Uki; ||Uki||22; ...; ||Uki||2

m

2

]
[14]: F (qi) = [qi; 0] , G(ki) =

[
ki;
√
M2

K − ||ki||22
]

[77]: F (q) = MK

||q||2 · [q; 0] , G(k) =
[
k;
√

M2
K − ||k||22

]
where MK = maxk ||k||2 and U a positive constant such as: ||U ·ki||2

m+1

2 → 0, ∀ki ∈ K.
The corresponding Euclidean distances of the transformed vectors are given below:

[42]: ||F (qi)−G(ki)||22 = ||qi||22 + m
4
− 2Uqi · ki + ||U · ki||2

m+1

2

[14]: ||F (qi)−G(ki)||22 = ||qi||22 +M2
K − 2qi · ki

[77]: ||F (qi)−G(ki)||22 = 2 ·M2
K − 2MK

||qi|| · qi · k

In all these cases, the Euclidean distance of the transformed vectors decreases
linearly with the inner product of the original vectors.

4.5.5 Reformer
Reformer [118] is the first research paper to propose the novel idea of using LSH

for attention. Reformer uses LSH for the problem of Approximate Nearest Neigh-
bor Search. As we explained in the Background section, dense attention outputs for
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each query a weighted sum of all value vectors: weights depend exclusively on the
inner product that a query has with the given keys (see Equation 2.6 for more de-
tails). Since the problem of Maximum Inner Product Search differs from the problem
of Nearest Neighbor Search, Reformer reformulates dense attention. Specifically, it
proposes the following changes:

1. In Reformer, queries and keys share the same vector representations. In dense
attention, queries and keys come from linear projections of the input vectors.
Reformer constraints these linear projections to arise from multiplication with
the same matrix A, which binds the vector representations of queries and keys.

2. All keys (and thus all queries) in Reformer are constrained to live in a unit
hypersphere.

Since all queries and keys live in a hypersphere, the problem of Maximum Inner
Product Search is equivalent to the problem of Nearest Neighbor Search. Also, since
the vectors are normalized (i.e. the hypersphere is unit), the Euclidean distance
between the data points in the sphere is exactly the same with the Angular Distance
and thus we can use the LSH scheme of [9]. Specifically, in Reformer queries (and
keys, since they are bound) are multiplied with a standard Gaussian g and then
sorted based on their inner product. Finally, groups of N

L
vectors are formed for

clustering in L clusters, where N denotes the number of queries/keys. Attention is
performed independently and in parallel for each cluster, as shown in Figure 4.1.

Multiple hashing rounds To better understand the clustering procedure of Re-
former, we can also view it under the standpoint of Equation 4.2. Equation 4.2
implies that vectors are assigned to the Gaussian vector with which they have the
biggest inner product. However, that would lead to unbalanced clusters which is a
serious problem for parallelization as we discussed earlier. To alleviate this problem,
Reformer multiplies all input vectors with one Gaussian vector (each time), sorts
vectors based on their inner product and then divides them to equally sized buck-
ets. Since LSH requires multiple hashing rounds to be effective, Reformer repeats
this procedure multiple times, each time resulting in a different attention output.
The final attention output is a weighted sum of the partial attention outputs where
weights are analogous to the softmax denominator (total acquired mass) of each
hashing round. The total procedure is illustrated in Figure 4.5. Note that in order to
smooth distortions that arise from the balanced clusters constraint, Reformer allows
also attention to the previous and next bucket, as shown in the Figure.
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Figure 4.5 Illustration of Reformer attention. Image Source: [118].

Complexity As we explained earlier, complexity of within clusters attention is
O(N), where N denotes the number of query vectors. However, to create the clusters
Reformer has to: (i) hash queries and keys and (ii) sort them based on their hash.
As a result, the total complexity is: O(N logN).

4.5.6 Beyond Reformer
In this section, we discuss weaknesses of the novel idea of Reformer and propose

solutions to address them. As we will see, Reformer can be improved conceptually
and computationally.

Different hashing schemes

One central drawback of Reformer is that it imposes serious constraints to the
inputs of the attention. Specifically, queries are bound to the keys and all vectors
should live in the unit sphere. Although experimentally this does not seem to affect
a lot the performance, it could possibly restrain the expressitivity of the attention
layer for certain tasks.

The first observation is that we can lift the restriction that queries and keys
should share the same vector representations. Indeed, a very straightforward exten-
sion to Reformer is to hash both queries and keys with Angular Distance LSH, sort
independently queries and keys based on their LSH index and then form groups that
contain exactly NQ

L
queries and NK

L
keys where NQ, NK denote the number of queries

and keys respectively. There are two important things to underline here. First, by
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doing so, we can use the tricks introduced in Reformer in a non-self attention con-
text, where the number of queries and keys possibly differs. Secondly, since Reformer
already uses a top − k approach for clustering that has no theoretical guarantees,
this method could work as well.

Moreover, we can allow vectors to live in an arbitrary hypersphere, rather than
forcing them to live in the unit sphere. Indeed, we can achieve that by only changing
the hashing function to be one of the Euclidean Distance LSH family, instead of the
Angular Distance LSH family. Since all vectors share the same norm, this is still
equivalent to clustering based on Maximum Inner Products.

Finally, we can even lift the restriction that queries and keys should live in a
sphere at all. By using LSH for Maximum Inner Product search we can create at-
tention mechanisms that work efficiently without any changes to dense attention.

External sorting

Computationally, one bottleneck of Reformer is that we need to sort the input
sequence. The sorting operation itself increases the computational complexity of
Reformer from O(N) to O(N logN) where N denotes the number of queries and
keys. We can avoid this computational overhead if we observe that we are only
interested in the order of nodes that belong to different buckets. In other words, we
are not interested in how nodes are arranged inside a bucket; we only need to know
that the nodes in one bucket have smaller (or greater) hash index that the nodes
in another bucket. That said we present a sorting scheme, which we call External
Sorting, that runs on O(N · logL) where L is the number of buckets.

The algorithm for external sorting is provided below. The main idea is that we
use recursively quickselect to split an array into two parts that are externally sorted
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in O(N) time. In order to split the array in L parts we need to repeat the process
logL times, thus the total complexity is O(N logL).
Algorithm 1: External sorting algorithm
Input: arr, left, right, rec
Result: Array sorted in m parts
if rec < logm then

middle ← left+right
2

;
quickselect(arr[left:right], middle) ;
rec ← rec +1;
ExternalSort(arr, left, middle, rec) ;
ExternalSort(arr, middle, right, rec) ;

end

The total complexity of this new algorithm is: O(N
2

L
+ N logL). Unfortunately,

complexity is minimized by choosing L = O(N) which again gives total complexity
O(N logN). However, in real applications L order N , but never exactly N . In other
words, each query attends to O(1) keys, but not in 1 key. For Reformer, L = N

32
and

thus by applying this trick we can obtain 32× speedup compared to the original
implementation. This can be especially useful in models with multiple attention
layers, that are especially slow. For example, the recently released GPT-3 uses 96(!)
attention layers. By applying this trick, we can obtain very significant performance
benefits. Unfortunately, the limited access to computational resources prohibits the
experimental validation of this claim.

4.5.7 Experimental validation
To demonstrate the meaningfulness of the aforementioned ideas, we include

some preliminary experiments on the sequence duplication task (for details see Re-
former [118]). In all our experiments, we use as baseline an one layer transformer
model. We experiment with the following architectural choices: (i) dense attention,
(ii) Reformer (based on Angular Distance), (iii) Reformer where the hashing func-
tion follows the [8] for Euclidean Approximate Nearest Neighbors, (iv) Reformer
where the hashing function follows the [77] LSH scheme for Maximum Inner Product
Search. For (ii), we enforce that all queries and keys live in the unit hypersphere. For
(iii) queries and keys live in hyper-spheres of arbitrary norms. Finally, for (iv) we lift
the constraint of same norm and we allow queries and keys to have arbitrary vector
representations. We include performance results in Table 4.2. As shown, alternative
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hashing schemes can work as well and sometimes even better compared to the one
proposed in Reformer. Especially for Euclidean LSH we observe that lowering the
norm of the hyperspheres in which queries and keys lie, improves the performance.
This aligns with the experimental observation that in pretrained dense attention
layers queries and keys usually have vector representations of norms closer to zero
than one.

Model Hashing rounds Performance
Dense 1 100%
Reformer 1 77.9%
Reformer Euclidean 1 81.2%
Reformer MIPS 1 77.4%
Reformer 2 86.8%
Reformer Euclidean 2 87.1%
Reformer MIPS 2 86.5%
Reformer 4 99.9%
Reformer Euclidean 4 100%
Reformer MIPS 4 99.5%

Table 4.2 Results of proposed Reformer variants on the sequence duplication task
(for details see Reformer [118]) Reformer Euclidean variant uses the [77] LSH variant.
Reformer MIPS uses the [147] LSH variant.

4.6 Alternative approaches
We finally review other previously proposed attention mechanisms that are based

on data-dependent sparsity. We compare these solutions to Reformer [118], based on
how they solve the three issues we posed in the beginning of the chapter: (i) efficiency
in finding important keys for each query, (ii) parallelization, (iii) clustering.

4.6.1 Routing Transformer
Routing Transformer [138] proposes K-means [99] clustering instead of LSH at-

tention. The idea is simple: instead of clustering queries and keys based on their
LSH hash, authors propose clustering queries ans keys based K-means.

Although this solution seems very intuitive, it presents certain drawbacks. First
of all, as we have discussed, Maximum Inner Product Search is different than Nearest
Neighbor Search. K-means is a heuristic algorithm that tries to minimize a minimum
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distance objective and not a maximum product objective. To alleviate this problem,
two solutions are possible. First, one can change the objective of K-means. This is
not explored in the Routing Transformers [138] paper. The second solution is to
impose some constraints to the input data so these two problems become equivalent.
As we discussed, if all vectors are normalized, then the Maximum Inner Product
Search problem is equivalent to the Nearest Neighbor Search problem. The authors
of the paper take this approach.

Another problem of Routing Transformers is that K-means is in the general case
a heuristic algorithm. Contrary to LSH, this approach does not enjoy theoretical
guarantees, except if certain assumptions hold for the data.

In addition, clustering N data in K groups, has O(K ·N) complexity. Since atten-
tion within groups has O(N

2

K
) complexity, the overall complexity is O(K ·N+ N2

K
. The

best choice for K is K =
√
N , in which case the overall complexity is O(N1.5). Even

though Routing Transformers give a complexity improvement over the quadratic
dense attention, alternatives, such as Reformer [118], are faster and more memory
efficient, at least in theory.

Finally, K-means algorithm does not give always balanced clusters. This poses a
very important obstacle: naive implementation of this idea would have parallelization
issues. To mitigate this problem, authors proposed to assign to each cluster center
only the first top-k vectors. We argue that this is a sub-optimal choice since it
depends on the ordering of the clusters. A wiser choice would be to use a balanced
K-means [104] algorithm.

4.6.2 Sparse Sinkhorn Attention
Another interesting approach to attention alternatives with data-dependent spar-

sity is to use a network to decide which queries and keys should be clustered together.
This is exactly the approach Sparse Sinkhorn Attention [156] takes. Specifically, it
proposes a differentiable sorting module for clustering queries and keys. The sorting
layer is trained end-to-end with the rest of the model.

4.6.3 Linformer
Linformer [162] introduces a variant of the attention with linear complexity. The

approach is motivated by the key observation that self-attention is low rank. The
idea is that the quadratic attention map can be approximated by a low-rank matrix.
Indeed, authors show it is possible to decompose the original scaled dot-product
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attention into multiple smaller attentions through linear projections, such that the
combination of these operations forms a low-rank factorization of the original atten-
tion. The approach is summarized in Figure 4.6.

Figure 4.6 Illustration of Linformer’s attention. The idea is that keys and values are
projected from N × d to K × d dimensions. The complexity of this layer is therefore
O(N ·K). For a sufficiently small K, this is linear in time and memory. Image source:
[162].

4.6.4 Drawbacks of existing approaches and a simple base-
line

A major drawback of existing approaches is that due to the imposed data con-
straints or the changes in dense attention, they cannot work directly for pre-trained
models. In other words, each new attention variant based on dynamic sparsity re-
quires training from scratch. Given that sparse variants are usually (slightly) less
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performant than dense attention, it is unlikely that new state-of-the-art models will
use the proposed sparse alternatives. Thus, the pre-training requirement of the pro-
posed methods significantly limits their practicality and usefulness. Therefore, we
present an embarrassingly simple baseline for reducing the attention of pre-trained
neural networks: Random Attention. The idea is that we can form clusters randomly
and perform this procedure multiple times, similarly to Reformer’s hashing rounds,
to increase the probability that important pairs will be clustered together. We find
that this baseline is surprisingly effective. Figure 4.7 illustrates generated images by
dense attention (left) and Random Attention with 50% less memory (right). The
quality degradation is relatively small, compared to the vast memory savings. We
use a pre-trained BigGAN [23] as our base model. We attribute the fairly good per-
formance of Random Attention to two factors: (i) extreme sparsity in attention, (ii)
similarity of pixels that belong to areas of same texture in Computer Vision. Intu-
itively, (ii) means that even though if we miss for a given query an important pixel,
we can cluster it with another one from the same area and still get the required
context information. We truly encourage researchers to use Random Attention as a
baseline for designing attention mechanisms that work for pre-trained networks.
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Figure 4.7 Generated images by dense attention (left) and Random Attention with
50% less memory (right). The quality degradation is relatively small, compared to
the vast memory savings. We use a pre-trained BigGAN [23] as our base model.



Chapter 5

Conclusions

5.1 Conclusions
In this thesis, we proposed and reviewed efficient alternatives to dense attention.

The presented methods work either with: (i) multi-step attention mechanisms with
pre-defined sparse patterns (Chapter 3), (ii) data-dependent sparsity (Chapter 4).

In Chapter 3, we proposed Information Flow Graphs as a theoretical tool that can
guide the construction of multi-step attention mechanisms. As we discusses, mean-
ingful multi-step attention patterns can be evaluated in the basis of the following
three criteria: (i) the number of edges, (ii) the Full Information property and (iii)
the Information Bottleneck of the associated Information Flow Graph. The number
of edges (i) directly impacts the running time and the memory complexity of the
multi-step attention. The Full Information property (ii) ensures that the proposed
mechanism is theoretically as powerful as dense attention, in the sense that it can
discover arbitrary dependencies between input tokens. Finally, the Information Bot-
tleneck (iii) describes the robustness of the algorithm to failures and the scalability
to large sequences, in which the number of tokens, N , is much greater that the
embeddings dimension, d.

We proposed Full Information sparse attention mechanisms with O(N
√
N) edges

and we explained how to modify them so that they can respect locality of grid-
structured data, such as images. For two-dimensional locality, we had to find a
mapping between the two-dimensional and the one-dimensional space that does not
distort much the two-dimensional (Manhattan) distances. We reviewed two alterna-
tives: (i) the ESA framework and (ii) Hilbert Curves. ESA (i) enumerates grid cells
based on their distance from (0, 0) and it is much simpler compared to (ii). Hilbert
Curves are continuous, fractal space filling curves that enjoy optimality guarantees.
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Their discrete approximations, Pseudo Hilbert Curves, can be used to map a two-
dimensional space in one dimension with small distortion in the two-dimensional
distances.

We experimentally verified the effectiveness leading to ≈ 15% improvement over
dense attention and 50% less training steps in Image Generation on ImageNet.
Through our Ablation Studies, we demonstrated that the observed experimental
performance is due to the Full Information property combined with the framework
we proposed to respect two-dimensional geometry. We also presented a novel method
for inversion of large attention Generative Adversarial Networks, based on the in-
trinsic probabilistic distributions of attention. We used our pre-trained model to
generate very realistic samples and our inversion method to generate samples that
are close approximations of real images.

We also showed that it is possible to construct multi-step attention mechanisms
that optimize all the criteria we discussed earlier. In other words, it is possible to
design multi-step attention mechanisms with linear complexity, Full Information and
minimum Information Bottleneck. We explained an explicit construction procedure
for such attention mechanisms which is based on Superconcentrator graphs.

In Chapter 4, we discussed single-step attention mechanisms that are based on
dynamic sparsity. Specifically, we inspected the attention maps of pre-trained models
and observed that they are extremely sparse. Thus, we explained that it is possi-
ble to cluster queries and keys in small clusters, perform attention within clusters
attention in parallel and then merge the partial outputs, without much loss. We re-
viewed proposed solutions that fall under this framework and we exposed underlying
weaknesses. To name one, all the proposed alternatives cannot work with pre-trained
models, even though, an embarrassingly simple baseline we proposed, Random At-
tention, works fairly well.

We focused on alternatives that are based on Locality Sensitive Hashing. We re-
viewed the Reformer [118] paper and suggested novel architectural changes. Concep-
tually, these solutions can lead to simpler attention variants that can work without
imposing strict constraints on the attention inputs. Computationally, our solutions
can give significant performance boosts. Specifically for Reformer [118], we proposed
an external sorting scheme that can achieve up significant speedups in the existing ar-
chitecture for sufficiently large inputs and sufficiently small embeddings dimension.
We run preliminary results on the sequence duplication task and we showed that
proposed alternatives perform on par or even outperform the original architecture,
while imposing less data constraints.
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A general conclusion of this work is that it is possible to create attention mech-
anisms that are more performant, use much less memory and train faster compared
to dense attention. Important data/task priors, such as locality, can have significant
impact on the observed performance. We strongly believe that the substance of this
research will increase with time as the number of parameters and the cost of new
state-of-the-art models escalates rapidly.

5.2 Future work
This work admits many straightforward extensions. We divide ideas for potential

improvements in subsections so that researchers than want to expand this work can
pick extensions that match their interests and the theoretical depth they want to
work in.

5.2.1 Experimental Validation
This work presents numerous ideas that, even though they are accompanied with

theoretical guarantees, have not been experimentally validated. An interesting line
of work, mostly for practitioners, would be to test which of these ideas can actually
make an performance impact in practice. Specifically:

1. Superconcentrators have been proposed as multi-step attention mechanisms
that have linear complexity and minimum Information Bottleneck. However,
it is dubious whether they could be actually useful in terms of speed and per-
formance. As discussed in this thesis, multi-step attention mechanisms often
require specialized GPU/TPU kernels to run efficiently, so it is open whether
we can actually observe speed benefits with Superconcentrators. More impor-
tantly, it is possible that mechanisms with higher Information Bottleneck could
lead to better performance due to proper task/data priors in their sparsity pat-
terns.

2. In Chapter 3, we proposed Hilbert Curves as a better way to create multi-step
attention mechanisms for images that respect two-dimensional geometry and
locality. Even though in theory Hilbert Curves preserve better two-dimensional
locality, it is unclear whether they could lead to better experimental perfor-
mance. As observed experimentally, ESA already yields notable benefits over
the naive idea of flattening the grid. It is open question whether Hilbert Curves
could further improve performance.’
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3. In Chapter 4, we proposed several extensions to Reformer [118]. For example,
we proposed the External Sorting algorithm to improve the running time. The
proposed extensions were successfully tested only on a synthetic task because
the cost of re-training the whole network was prohibitive. It remains an in-
teresting question whether we can see actual performance and speed benefits
with the proposed techniques in real problems, such as language modeling in
long sequences.

4. In Chapter 3 we presented an inversion method for GANs. It is still unclear if
this method generalizes well among architectures. Also, we do not really know
whether the experimental superiority of this method compared to previously
proposed alternatives is correlated with the sparsity of the attention layer.

5.2.2 Applications of intrinsic probabilistic distributions of
attention

In Chapter 3, we demonstrated that by using the intrinsic probabilistic distri-
butions of attention we can improve the existing algorithms for inversion of large
attention GANs. We propose several other use cases in which attention maps could
be of interest:

1. First of all, in order to perform inversion with our method we proposed a
method to extract saliency maps from the intrinsic probabilistic distributions
of attention. It is very interesting to study how the saliency maps extracted
with this method compare to classic methods for saliency extraction [120, 180].
We believe that our naive method for adding attention weights from all other
pixels performs fairly well. However, it is possible that with some fine-tuning in
the saliency prediction task, this method could lead to even better experimental
performance.

2. It is also interesting to explore whether attention could be useful for bias
detection in Machine Learning. For example, it is possible that in the sentence:
“The man is a very successful engineer” the word “engineer” gives more weight
to the word “man” compared to the weight it gives to the word “woman” in the
sentence: “The woman is a very successful engineer”. In that sense, attention
could be a useful tool in reflecting societal biases.

3. We also believe that attention maps could be utilized for designing adversarial
attacks [57, 48], especially for Natural Language Processing. To explain this in
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more detail, imagine that by extracting saliency maps from attention we inspect
that a given word with minor semantic importance gains a lot of attention and
thus controls a lot the classifiers output. An adversary might change this single
word to a synonym and possibly change the decision of the classifier.

4. Researchers have tried to use the intrinsic distributions of attention to ex-
plain the behavior of machine learning models [32]. However, recent research
indicates that attention outputs can be deceptive [126].

5.2.3 Theoretical work
This work has interesting connections with the theoretically appealing areas of

Information Theory, Graph Theory and Approximate Nearest Neighbors. Thus, there
is opportunity for fruitful research in the intersection of Deep Learning and these
areas.

1. First of all, we showed that ESA has strong experimental performance but it
is not clear how much of the two-dimensional geometry it maintains. It would
be useful to measure the theoretical performance of ESA, in comparison with
Hilbert Curves [68] for which we have analyzed the degree in which 2-D locality
is maintained [114].

2. Reformer [118] and other related methods [17, 162, 138] that perform within
clusters attention are faced with a very serious challenge: it is unclear how
to handle best the balanced clusters requirement. Reformer takes the greedy
approach of splitting to clusters based on a top-k approach. Similarly, Routing
Transformers [138] follow a greedy approach to form balanced clusters based
on K-means. However, this greedy approach of splitting in clusters detracts the
theoretical guarantees of LSH in Reformer and of K-means (under certain data
assumptions) in Routing Transformer. Therefore, it is critical to: (i) estimate
how these decisions affect the theoretical guarantees of these classical methods
and (ii) come up with different clustering schemes that enjoy better theoretical
properties.

3. Superconcentrators are constructions that have linear number of edges and
minimum Information Bottleneck. However, it is not clear that they will per-
form well. The central reason is that their construction is randomized, based
on Expander graphs, and thus they do not have any locality bias (similarly to
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dense attention). As we demonstrated in Chapter 3, locality is very important
for attention in images and thus even if Superconcentrators have theoretically
better properties, they may work worse in practice. An interesting research
direction would be to develop Superconcentrators that respect locality. This
would require a deterministic construction that satisfies (provably) vertex dis-
joint paths property for any k input vertices to any k output vertices.



Chapter 6

Ethical Considerations

6.1 Introduction
As almost every huge technological advancement, deep learning has also raised

concerns regarding potential negative implications. In this section, we mention neg-
ative consequences of imprudent usage of deep learning and how our work relates to
the existing discussion on this topic.

6.2 Environmental Impact
The negative environmental impact of deep learning gains attention recently [144,

66]. At the moment, training a typical Transformer [158] emits more than 626,000
pounds of carbon dioxide, nearly five times the lifetime emissions of the average
American car (manufacturing included) [153]. Shockingly, this number is expected to
increase even more as more experimental evidence points to the direction that bigger
models tend to obtain better performance and generalize better [24, 29]. Attention is
an indispensable component of these giant non-environmental friendly architectures.
Since it happens to the most computationally intensive component as well (due to
the quadratic complexity) designing efficient attention variants can lead to great
benefits for the environment. We believe that the work presented in this thesis sets
a very strong basis on how to think about efficient, and thus environmental-friendly,
attention alternatives and we hope that future research will utilize our findings.
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6.3 DeepFakes
GANs [56] are becoming capable of generating photo-realistic human faces [84,

85, 83]. This evolution eases the generation of DeepFakes [87], i.e. synthetic media
in which a person in an existing image or video is replaced with someone else’s
likeness. Since our work reduces the cost of attention layer, which is typically used in
state-of-the-art GANs for image generation [41, 177, 23, 169], we believe that more
people will be able to generate DeepFakes and apply deep learning for malicious
purposes. Thankfully, effective techniques for detecting generated images have been
proposed [163, 59]. The robustness of such methods to adversarial attacks is not yet
clear [26, 116, 51] and thus we believe that more awareness should be raised on the
topic as this technology becomes accessible to more people.

6.4 Fake news
Generative language models are becoming capable of producing text that can be

perceived as written by a human [129, 24]. Although this is an important milestone
for deep-learning researchers, ill-intentioned practitioners can use this advancement
for malicious purposes, one of which is automatic fake-news generation. OpenAI’s
GPT [129, 24] model has been effectively used for fake news generation [52]. GPT-
3 [24] which is the latest GPT model has 175 billion parameters and uses 96 dense
attention layers. The gigantic size of this model prohibits its’ usage by small research
groups or practitioners. However, developing sparse attention alternatives could make
this model more widely accessible. An immediate consequence is that more people
will be able to exercise deep learning for malicious purposes, such as fake news
generation. Thankfully, defense methods, e.g. Grover [176, 79], have been developed.
Either way, awareness should be raised on the potential dangers of making such
models available to everyone.

6.5 Fairness
The central question we raise in this subsection is whether enforcing sparsity

when the real attention maps are not sparse could result in ignoring salient features
of atypical data points. If the answer to the previous question is positive, then there
are possibly fairness-related issues to the approaches presented in Chapters 3, 4.
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Determining whether these approximations cause fairness issues in general could be
an interesting subject for future work.

6.6 Equal opportunities
It has been argued [136] that as the number of parameters of deep learning

models grows, research opportunities decay for small research labs and individu-
als without access to expensive computational infrastructure. Especially in Natural
Language Processing, the number of parameters for the state-of-the-art generative
models has reached the unprecedented number 175 billion. We believe that research
works that focus on sparsification of deep learning models can have a huge impact on
democratizing artificial intelligence. Since attention is: (i) used in most state-of-the-
art architectures across many domains, (ii) very computationally expensive, efficient
alternatives of dense attention are in the frontier of the efforts for a more widely
accessible research field.
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