Supplementary material for:
Rehashing Kernel Evaluation in High Dimensions

Paris Siminelakis “! Kexin Rong “' Peter Bailis

Outline In the first two sections, we give proofs for all
our formal results while restating them for convenience. In
Section 2, we give the precise description of our Hashing-
Based-Sketch and its theoretical analysis. In Section 3, we
present our diagnostic and visualization procedures in more
detail. In Section 4, we explain our design decisions and
the procedure for generating a fair synthetic benchmark. In
Section 5, we provide additional setup details and results
for the experimental evaluation.

1. Proofs

1.1. Basic inequalities

We first state without proof some well known inequalities
that we will use in the proofs.

Lemma 1 (Chebyshev’s and Paley-Zygmund inequalities).
For a non-negative random variable Z and parameters t >
0, 6 € [0,1], we have

k)

P[Z > (t+1)-E[Z] <

- RelVar[Z], (1)

1
~ 14 gz - RelVar[Z]

V
-

P[Z > (1 — 0)E[Z]]

2

Theorem 1 (Chernoff bounds). Let X = Z?zl X, where
X,; = 1 with probability p; and X; = 0 with probability
1 — p;, and all X; are independent. Let v = E[X] =
> i, pi- Then for§ >0

PX > (1+6)v] <e 257, (3)
X<(1-6w <e 3%, 4)

1.2. Median-trick to boost success probability

The median-trick is based on concentration of sums of in-
dependent binary random variables. If we define binary
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random variables appropriately we can obtain bounds for

the concentration of the median of i.i.d. random variables

around their expectation.

Lemma 2. Let Zy,...,Z;, be L > 1 i.i.d. copies of a
2

non-negative random variable with RelVar[Z] < & then:

P[median{Z:,...,Z.} > (1+ e )E[Z]] < e ¥,
P[median{Z;,...,Z.} < (1 — e)E[Z]] < e %.
Proof of Lemma 2. Let
X; =1[Z > (1 + e)E[Z]],
Yi =1[Z; < (1 - €)E[Z]]

By Lemma 1, we have that

1
2

a; = B[X;] < <

c:\»—A

€2
6

We get the following upper bounds

Plmedian{Zy,...,Z.} > (1 + €)E[Z]] < P[; X; > g}.
Plmedian{Zy,...,Z;} > (1 + ¢)E[Z]] < ]P’[ZZ:;Y,» > g},

that along with Chernoff bounds will give us our result. We
only show the first inequality as the second one follows
similarly. Let A = Zle a; < L/6, the first event is

~ D" 4) < exp(~L/6). O

bounded by exp( 2 (2 1)

1.3. Moments of Hashing-Based-Estimators

Lemma 3. Assuming that Vi € [n], p(x;,q) > 0 then

E[Zy] = Zuijﬂ: (5)

B = 37 K2 T EH @I

i,j=1 p ((Lxl)
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Proof of Lemma 3. We start with the expectation:
k(q, X) k(qu)}uH |
p(q, X) p(g, X))
Uj k(Qa xi)
up(q) (g, Ti)

En x|

=Ep[Ex|

Up (q)]

U (q)]

= > wEIlAG:) = hg)XE D)

1 p(xuq)

L X[kQ(QaX)u2
“p2 (e, X)

1.4. Refined Variance bound

Here, we derive our new inequality bounding the variance
of HBE and RS. Let ¢ < A < L < 1 and define:

Si={icn]:L<w <1} 7
Sy={i€n]\S1:A<w; <L} (8)
Sy={icn]\(S2US81):p<w; <A} )
Sy={ien]:w; < p} (10)

as well as py = ZZE s, Wiw; < ju. The intuition behind the
definition of the sets is that for radial decreasing kernels they
correspond to spherical annuli around the query (Figure 1).

Lemma 4. For non-negative weights w1, ..., wy, vector
u € Ay, and sets S, ...,S4 C [n] as above it holds

Vijwi
> wiH{wVyuy < Y sup { ; }M@M@f
[ ]2‘6547 wy

i,j€[n] Le[3],0'€[3 JES,

W
+ us, E Susp {VijMZ}MM
v
ZEB];ES{;

+ sup  {Vijwi}ops (1)
1€S54,5€[n]

Ujgl.

where ug =3¢

v

Figure 1. Depiction of the sets that appear in Lemma 4

Proof of Lemma 4. First we observe that S1WS;WS3WS, =
[n] forms a partition:

> wnint= 35

i,jE[n] £,0'€[3]1€Sp,JESy

+ Z Z ouVUw

LE([3] 1€S,,JES

D>

i€84,j€[n]

2
Ui Vijw;

'LLinV;'j.’lUZ- (12)

For the first three sets we have some bounds on the ration
“” whereas for the last set we have a bound on the w;. We
utlllze these by:

Viiw;
Wi Vijw
E wwu;w; < sup{ } E WiU; E Wiy,

wi
i€Sy, J wj S S
jesy s eIt
‘/ijwi < zng
E wiuu e < Uug, Sup E W, s,
ics,, M e, K i€S,
j€S4 .76 4
Y {Vijwiuiujw; < sup {Vmwz}HUHl > wiu.
i€Sy, 1€54,5€[n] jES,
J€[n]

Identifying p; in the above expressions and substituting the
bounds in (12) completes the proof. O
1.5. Adaptive procedure

Theorem 2. Given an (a, 3,)-regular estimator Z, the

AMR procedure outputs a number Z such that

P(|Z — pl < e max{p, 7} > 3 = Oy a(e”)

%) samples.

2
3
and with the same probability uses O (2

Proof of Theorem 2. Recall that y; = (1 + 7)™ and let
to := to(p) € Z such that:
Hto+1 < 14 < Mt (13)

We consider two cases tg < T ortg > T.
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Casel (tg < T). In this case, we want to show that our al-
gorithm with constant probability does not terminate before
to and not after tg + 1.

Let Z; be the mean of m; i.i.d. samples Zt(i) ~ Z(t,y)
with mean E[Z(")] = ;1 and RelVar[Z"”] < V;(j). Then,

2
Vi(p) (14)

_ €
RelVar[Z,] < — .
4] < 6 Vi(pet1)

Let Ag be the event that the algorithm terminates before #.

IP[A()] = ]P[E't < to, Zt > /~Lt] (15)
<Srz (M) u 16)
t<to K

2 to—1 2

€ 1 Vi(w)
6 tz:: (e — 1) Vi(pes1)

IN

a7)

2
€ H Hi19_q
=N L __(FHEy2-e (1)
6 — (ut—u)Q( 1 )

IA

where in (16) we use union bound, in (17) we use the first
part of Lemma 1 and in (18) property (B) of a regular esti-
mator. In the next three inequalities we use (13), ¢ < tg — 1
and Y ;_ 2 < (1—2) 'forz < 1.

&= 1 /i?+1 Mt
PlAg] < — - o) 19)
[ 0} 6 fz:; (17%)2 N? (:U/t-‘rl)
62 to—1
< G )T o)
t=1
21 1
‘ Nz (21)

<—= .
=6 T ()

Furthermore, let A; be the event that the algorithm termi-
nates after ¢t > t¢ + 1.

P[A;] = PVt <to+1,Z; < 4] (22)
<P Zig1 < po+1] (23)
=1-P[Zi 141 > ptg+1)- (24)

Using the second part of Lemma 1 (Paley-Zygmund)

1

(y+1)2 2 Vig41(n)
7?6 Vigt1(peg+1)

(y+12e\ ™
> <1+726> . (26)

P[Zy4+1 > pag+1) > (25)

-1
Therefore, P[A;] < 1 — (1 + %7;)2%) < %721)2%
Finally, let t* be the (random) level where the algorithm

terminates and A, be the event that | Z;- — 1| > ep. If any

of the three events happen we say that the procedure fails.
We can bound the failure probability by:

]P)[F] = ]P[AO VAV AQ}
=P[AgV A1V As A Aol +P[(Ao V A1 V A2) A Af]
< P[Ag] +P[A1 A AG) + P[As A AF). 27

To bound the last term we use:
P[Ay A AF] = P[A2 A AG A Aq] + P[Ax A AG A AS]
< P[A1] + P[A2 A AG A AT
and
PlA NAGAAS = >
tG{t(,,to—Fl}
Z P|Z; — p| > ey

te{to,to+1}

1
<5 >

te{to,to+1}

Pl Z; — p| > ep A" = 1]

IN

RelVar [Z t]

2
S% Z %VW(M) .
€ te{to,to+1} t(ut"'l)

By definition p > p44; for all ¢ > £, thus by (B) and (28):
P[As A AG A Af] < % = % (28)
Hence, the overall probability failure is bounded by:
P[F] < P[Ag] + 2P[A4;] + P[A2 A AG A Af]
e1 1 (y+1)%2e2 1

<= .
=62 T (T ¥ 63

When the algorithm succeeds the total number of samples
is bounded by

to+1 to+1

6 6C
Z [:QVE(MH)] <(to+1)+ = Z (14 7))
t=1 =1
6C a5 (14 7)Fto
< (t0+1)+€7(1+7) ,3#
6C (1+7)7 1
< 1)+ -t =
<(tg+1)+ 2 5 e

1

CaseIl (tg > T). Inthiscase u < pr < T €T By the

same arguments as in the case ¢y < 7' we get that the proba-
bility terminates tgefore t < to is at most 65? My W
If the condition Z7 > pp is satisfied then:

_ ]_ _
Pl|Zr = pl > eu] < ZRelVar[Zr] < (29)

=N

If ZT < pr then:

1
0—pl < p<pr < —er < emax{u, 7} (G0)
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Conclusion. Thus, overall if 7 is the output of AMR:

. e 1 1
P2 — u| > < Sy
H /’L‘ Ema'x{lu’ T}] = 6 72/"%01 (14”')/)70‘
Lo e 1
¥ 6 3

As we see in the above expression the failure probability is
dominated by the % term. For example for vy = 1,e = 0.2,
« = 1 we have that the extra term is less than 0.0667. [

1.6. Regular estimator for Gaussian Kernel

Theorem 3. Zquss is (1, %, )-regular and takes prepro-
cessing time/space bounded by Od,,ﬂTﬁ(e_?"“%T_% -n).

Proof of Theorem 3. By Lemma 3 and Theorem 1 (Sec-
tion 2.3 in main paper), (A) holds with V;(u) :=

3 2 1
ri—res/log(= .
46726 1 rey/los(i) Moreover, since Yz >y > 0

2—1
Vily) _ @ =il flos(h—v/iox(D) _ (fﬂ) an
Vi(z) y —\Yy

3 2 1
d V’ — __de2 ri—rey/log(5) 1 Tt
and V, (x) e (5 + W)
property (B) holds with o = 1. Finally,

) < 0,

Viljesr) = ded =3V 5+ Dtlog4) (3)

s /1 I-3VE+ 0+
e2< ) (33)

<4ed(147) 775 (1) (34)

and consequently (C) holds with 8 = %. Finally, the estima-
tor uses at most O( =%V (ur41)) hash tables each taking
preprocessing time/space Oy, q...~(n) space. O

2. Sketching

For any hash table H and a vector u € A,, (simplex), let
B = B(H) denote the number of buckets and umax =
Umax(H) = max{ug, : ¢ € [B]} the maximum weight
of any hash bucket of H. The precise definition of our
Hashing-Based-Sketch is given below in Algorithm 1.

For a fixed H, we can obtain the following bounds on the
first two moments of our sketch (.Sy,, w).

Lemma 5 (Moments). For the sketch (S, w) produced by
the HBS procedure it holds that

E[KDEg,, |H] = KDEp(g),

(Bumax)li’y* Z k'2 (1‘1’7 Q)Uz

i=1

1
Var[(KDEY )?|H] < —

Algorithm 1 Hashing-Based-Sketch (HBS)

1: Input: set P, size m, hashing scheme #,, threshold

7€ (0,1),u€e A,

Sample h ~ H,, and create hash tabel H = h(P).

Set «y according to (35)

Sy 0, w < 0-1,,, B« B(H)

forj =1,...,mdo
Sample hash bucket H; with probability o< ull
Sample a point X; from H; with probability oc u;
Sm — Sm, U {Xj}

U, ZiB’:I “}{i/

'v
m U,

°

w;(y,m) <

10: Output: (S,,,w)

The above analysis shows that the sketch is always unbiased
and that the variance depends on the hash function H only
through (Bumax)' ™" > 1. We postpone the proof of this
lemma after showing how it implies the following theorem.

Theorem 4. Let H be the hash function sampled by the

6 Umax

HBS procedure. Fore > 0and § € [e” <2 nr ,e_e%), let:

s g1/ | )
7= 1,% , (35)
log (#max)
1 _ log(3
m = 9L (Bupm) ™ < log(3) (36)
€E“ T T

Then (Spm,w) is an (¢, §,7)-sketch and if B < (%)é 1
any hash bucket with weight at least T will have non empty

intersection with S, with probability at least 1 — 6.

Proof of Theorem 4. Given a hash bucket with weight at
least 7, the probability that we sample a point from that
bucket is at least:
T 1
=T
Bl=v (BT)t=

p> (37)

The probability that we see no point after m indepen-
dent samples is less than (1 — p)™ < ¢"™57 For
m > M(Br)l_’y this probability is at most §. On
the other hand by Lemma 5 if m > $1 (Btmax)' ™" we
have that Var[KDEg | < %m—. The case B > 2*é% is
trivial as v* = 1. For B < Z_é% = Umax > % > 2%
We set v to make the two lower bounds on m equal,

61 _ log(1/4) _
?; (Bumax)l 7= - (BT)l v (38)
Umax \ 177 o e IOg(l/(s)
o (7)== 9

_ log(5 log(1/6)

Sv=1 -
log (%2
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This is strictly less than one for log(l/d)% >1=6§<

_ 6 _ 6 Umax .
e <2, and more than zerofor§ > e~ <2~ = . Since Umax >
721/6 the two inequalities are consistent. Furthermore,

m= %  (Bumax) '™ 1)
_ % ' (Bumax)log(g m(l/é))log(umx) W
6 2\ (1= % g i)
<5 <1og(1/5)6) ; (ad)
<0, (45)
.
O

1
Remark 1. Observe that 10% is the number of samples
that random sampling would require in order to have
the same property for any bucket with uwy, > 7. When

v* < 1, our scheme always uses less samples by a factor of
log(BT)

(log1/8)5 ) =F <1

Thus, our sketch will have similar variance with random
sampling in dense regions of the space but will have better
performance for relatively “sparse” regions.

2.1. Proof of Lemma 5

Proof of Lemma 5. Let I be the random hash bucket and
X the corresponding random point, then for a single point:

B
D=1 U,
]EI[]EX[[UHI M
m

E[KDEY} \] =

JEH[ uHI u I
B
]. Z”:l Hi/
= —E/[— > k() q)u]
m Hy JEH]
1
LSS ke
i€[B] JEH;
1
= —KDF%(q).
m p(a)

The first part follows by linearity of expectation. Similarly,

m

E[(KDFg )] <) E[(KDFy

{ }) ]+ (KDF}é(q))Q.

Jj=1

By linearity we only have to bound the first term

B vy
u Zi/: U,
E[(KDE™. ,)?] = E;[Ex, |( nffb == Ay

(X1} k(X1,q))%]

B v
upr, Q=1 Ui, U
Y (e e g

jEHI uHI uHI
B
Z"’—l U’IY{/
:El[( ;,nu'y - )2UHI Z kz(zjﬂq)uj]
Hy JEH]
Z€:1 u}:I/ 1—
== . doun Y K
i€[B] JEHT
Zf luH/
Si Umax Z Z k ‘T]a
i€[B]jeH
(Bimax)' ™ &
< Bums) 7 S,
j=1

The last inequality follows by applying Holder’s inequality
w1thp—7andq— andduetoueA O

3. Diagnostic and Visualization procedures

In this section, we show how our refined variance bounds
along with the adaptive procedure lead to a diagnostic pro-
cedure estimating the variance of RS and HBE, as well as
to a visualization procedure that gives intuition about the
“local structure” of the queries in a given dataset.

3.1. Diagnostic procedure

In order to go beyond worst-case bounds (typically ex-
pressed as a function of the query density p) and provide
dataset specific bounds on the variance of different methods
(RS and HBE) we use Lemma 4. By setting the coeffi-
cients V;; appropriately, we can bound the variance of RS

(Vij = 1) and HBE (V;; = 22l pa2i)by - ynforty-
nately, evaluating the bound (11) directly over the whole
dataset for a single query is no cheaper than evaluating the

methods directly.

At a high level, our diagnostic procedure goes around this
by evaluating the upper bound for each query ¢ on ‘repre-
sentative sample” Sy(q) instead of P . By doing this for
a number 7" of random queries picked uniformly from the
dataset P, we get an estimate of the average relative variance

for different methods.

Specifically, given 7 € (0,1) and ¢ € (0,1), for a sin-
gle query let Sy be the random set produced by the AMR
procedure (Algorithm 1, Section 4.2) called with random
sampling and define the sets Sy = Sy N Sy for £ € [4] and
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their corresponding “densities” iy = ), 5, wiw;. Let

- 1, . -
Ae := arg max {ug < —(efip — ,u4)} (46)
fio<A<1 2
- 1, _
L :=argmin < fi; < —(efig — fia) 47)
fio<L<1 2

be such that fis > (1 — €)fip, i.e. most of the mass is
captured by the set Sy (that is an spherical annulus for
kernels that are decreasing with distance). Since Lemma 4
holds forall 4 < A < L <1, L, Ac complete the definition
of four sets St ..., S, which we use to evaluate (11), and
denote by Vmethod(q) the corresponding bound used with
Vi corresponding to a certain estimator, e.g. method €
{RS, HBE}. Below we give the procedure in pseudo-code.

Algorithm 2 Diagnostic

1: Input: set P, threshold 7 € (%, 1), accuracy e, T > 1,
collision probability p(x,y) of the hashing scheme H,,.

2: fort=1,...,T do

q + Random(P) > For each random query

(So, ,LNL()) — AMR(ZRs(q), €, ’7')

Set A, L using (46) and (47)

Let VRg be the r.h.s of (11) for S, and Vij=1.

Let Vigpg be the r.h.s of (11) for 5’0 and

N asw

I’l’liIl{p(q, xi)a p(Q? ZL’])}
p(q, :)?

Vij = (48)
8: rVgs(t) ¢ Vrs/ max{f, 7}

9: rVupg(t) < Vape/ max{j, 7}2-

10: Output: (mean (rVgrs), meanr (rVapg))

Remark 2. We only show the procedure for choosing be-
tween RS and HBE with a specific hashing scheme. The
same procedure can be used to evaluate a multitude of hash-
ing schemes to select the best one for a given dataset.

3.2. Visualization procedure

We can use the information from our diagnostics to visualize

what is the data set like by aggregating local information for

random queries. For a set S, let 7 = min;eg log(ﬁ)

and Rs = max;es 10g( ;). The basis of our visualiza-
J

tion is the following fact:

Lemma 6. Let X be a random sample from S, then
E[k*(X,q)] < exp(Rs —rs) - 2.

Proof of Lemma 6. We have that e s < k(x;,q) <e"s,

therefore
E[k*(X,q)] = Y Kk (2i,q (49)
€S

o Hs
SN k(@i q)us (50)

i€S fs
<eltsTrs g (51)
where in the last part we used jg > e %5, O

Thus if we plot an annulus of width wg = Rg —r, then s
is an estimate of the relative variance for RS! The visualiza-
tion procedure when given a sequence of 7" pairs of numbers
(A¢, Ly) for ¢ € [T (produced by the diagnostic procedure)
plots overlapping annuli around the origin representing the
queries. Since often the ratio max; jeg kE ; is refered to
as the condition number of the set S, we call our procedure

the Log-Condition plot.

Algorithm 3 Log-Condition Plot

Input: {(\;, L) }ie[r)-
fort=1,...,7T do

re < log(1/Ly),

Ry + IOg(l/At)

draw 2D-annulus(r, R¢)

> For each query

SANE AR e

Output: figure with overlapping annuli.

Remark 3. In the specific case of the Laplace (exponen-
tial) kernel, the radii we are plotting correspond to actual
distances.

4. Synthetic benchmarks

In this section, we introduce a general procedure to cre-
ate tunable synthetic datasets that exhibit different local
structure around the query. We then show how to use this
procedure as a building block to create two different family
of instances with specific characteristics aimed to test kernel
density evaluation methods.

4.1. (u, D, n, s,d, o)-Instance

Since the problem of kernel density is query dependent
and the kernel typically depends only on the distance, we
shall always assume that the query point is at the origin
q=0¢cR%

We further assume that the kernel is an invertible function
of the distance K (r) € [0,1] and let K~1(1) € [0, 00) be
the inverse function. For example, the exponential kernel is
given by K (r) = e~ " and the inverse function is given by
K~ (u) = log(3,).

The dataset is created with points lying in D different direc-
tions and s distance scales (equally spaced between 0 and
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-6

6 -4 -—2 0 2 4 H

Figure 2. (un = 0.01, D = 3, s = 4,d = 2, o = 0.05)-Instance.
Each of the D = 3 directions is coded with a different color.

R = K~1(p)) such that the contribution from each direc-
tion and scale to the kernel density at the origin is equal.
To achieve this the number of points n; placed a at the j-th
distance scale r; is given by

)
K(rj)™

ng = |n (52)

The reasoning behind this design choice is to make sure that
we have diversity in the distance scales that matter in the
problem, so not to favor a particular class of methods (e.g.
random sampling , nearest-neighbor based). Also, placing
the points on the same direction makes the instance more dif-
ficult for HBE as the variance in (6) increases with the ratio
W, that expresses how correlated the values
{h(3),h(j),h(q)} are. We give an example visualization
of such data sets in 2 dimensions in Figure 2. The detailed
procedure is described below (Algorithm 4).

Algorithm 4 (p1, D, n, s, d, o)-Instance

Ldnput: p e [L1,D>1n>1s>2,d>1,
o > 0, kernel K, inverse K 1.

20 R+ K~ Y(p),rg + K~1(1), P+ 0.

3: forj=0,...,s—1do

4: Ti+1 — Rg:”l‘o] “+ 79

i1 g )

cfori=1,....,Ddo

v; Hg—?ﬂ with g; ~ N(0, I). > random direction

> distances for each D
> points at each distance

Lo U

for j=1,...,sdo > For each distance scale
for{=1,...,n;do > generate a “cluster”
10: Gije ~ N(O, Id)
11: Tije < Sjv; + ﬁsjgijg
12: P~ PU{x;je}

13: Output: Set of points P

Remark 4. If D < n this class of instances becomes highly
structured with a small number of tightly knit “clusters”

4 - ’ '(’ 4
P
& L]

2 8 F‘F < (1 2

o] & ¢ Tt s @ 0
: ‘ ‘r _'..‘:' [

-2 e Y T 1 2

-6 -6

(a) “worst-case” instance (b) D-structured instance

Figure 3. The two family of instances for d = 2.

(Figure 2). One would expect in this case, space-partioning
methods to perform well. At the same time by Lemma 4, this
type of instances are the ones that maximize the variance of
both HBE (s > 1) and RS (s > 1) .

Remark 5. On the other hand if D >> n the instances
become spread out (especially in high dimensions). This
type of instances are ideal for sampling based methods when
s = 1, and difficult for space-partitioning methods.

Based on the above remarks we propose the following sub-
class of instances.

4.2. “Worst-case” instance

In order to create an instance that is hard for all methods we
take a union of the two extremes D < n and D > n. We
call such instances “worst-case” as there does not seem to
be a single type of structure that one can exploit, and these
type of instances realize the worst-case variance bounds for
both HBE and RS. In particular, if we want to generate an
instance with IV points, we first set D a small constant and
n = ©(N) and take the union of such a dataset with another
using D = Q(N'=°MW) and n = O(N°(M). An example
of such a dataset is given in 3(a).

4.3. D-structured instance

“Worst-case” instances are aimed to be difficult for any ker-
nel evaluation method. In order to create instances that have
more varied structure, we use our basic method to create a
single parameter family of instance by fixing N, u, 0, s,d
and setting n = %. We call this family of instances as
D-structured. As one increases D, two things happen:

e The number of directions (clusters) increases.

on = % decreases and hence certain distance scales
disappear. By (52), if np < K(r;) = D; > %

then distance scale j will have no points assigned to it.

Hence, for this family when D < % & D <« VN
the instances are highly structured and we expect space-
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Table 1. Preprocessing time (init) and total query time (query)
on 10K random queries for additional datasets. All runtime mea-
surements are reported in seconds.

Dataset Time RS HBE ASKIT FigTree
higgs init 0 141 25505 > lday
query 6 18 1966 > lday
hep init 0 138 23421 > 20 hours
query 6 11 1581 > lday
susy init 0 67 5326 3245
query 18 12 > 9756 5392
home inat 0 11 237 7
query 2369 17 376 33
mnist init 0 211 14 437
query 168 389 ? 1823

Table 2. Preprocessing time (in seconds) for clustering test.

n D HBE FigTree ASKIT
500K 1 192 2 113
50K 10 20 3 105
oK 100 16 16 105
500 1000 19 174 104
50 10000 39 1516 102
) 100000 334 03 101

partitioning methods to perform well. On the other extreme
as D increases and different distance scales start to die out
(Figure 3(b)) the performance of random sampling keeps
improving until there is only one (the outer) distance scale,
where random sampling will be extremely efficient. On the
other hand HBE’s will have roughly similar performance on
the two extremes as both correspond to worst-case datasets
for scale-free estimators with 5 = 1/2, and will show slight
improvement in between 1 < D < n. This picture is
confirmed by our experiments.

5. Experiments
5.1. Datasets

We provide detailed descriptions of the datasets as well
as the bandwidth used for the kernel density evaluation
in Table 3. We also include specifications for the ad-
ditional datasets acquired from LIBSVM (Chang & Lin,
2011) and the UCI Machine Learning Repository (Dheeru
& Karra Taniskidou, 2017) that were used to evaluate the
accuracy of the diagnostic procedure.

We selected the top eight datasets in Table 3 for density
evaluation in the main paper as they are the largest, most
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a
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S0 2 — >
g o —
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# dimensions # clusters

Figure 4. Results from the synthetic experiment (repeat of results
in the main paper for easy reference).

complex datasets in our collection. We provide additional
density evaluation results in Table 1 for datasets with com-
parable sizes or dimensions to the ones reported in the main
paper. For higgs and hep, FigTree failed to finish the evalu-
ation within a day. Given the performance of RS on these
datasets, we don’t expect FigTree to achieve better perfor-
mance even if the query returns successfully. For mnist, we
were not able to get ASKIT to achieve relative error below 1
even after trying parameters that span a few orders of mag-
nitude; this is potentially caused by the high-dimensionality
and sparsity of this dataset.

5.2. Synthetic Experiment

For the clustering test, we set ;4 = 0.001,s = 4,d =
100,06 = 0.01, N = 500K. The varying parameters are
the number of clusters (D) and the number of points per
cluster n. We report preprocessing time (in seconds) for all
methods in Table 2. The ordering of methods according to
preprocessing time largely follows the that of query time.

As discussed in Section 4.3, for the D-structured instances
as the number of points per cluster n decreases, smaller
distance scales start to disappear due to (52). Let D; be the
threshold such that for D > D;, there are no-points in scale
1. The corresponding numbers for our experiment is roughly
D1 = 500 (at distance 0) , D2 = 1077, D3 = 10K,
D4 = N = 500K. In particular, only a single distance
scale remains when D = 100K > D3, a set up in which
RS is orders of magnitude more efficient than alternative
methods (Figure 4 right).

5.3. Sketching Experiment

In this section, we evaluate the quality of the proposed
hashing-based sketch. As baselines, we compare against
sparse kernel approximation (SKA) (Cortes & Scott, 2017),
kernel herding algorithm (Herding) (Chen et al., 2010) and
uniform sampling. To control for the difference in the
complexity (Table 4), we compare the approximation er-
ror achieved by sketches of the same size (s) under the same
compute budget (2n, where n is dataset size). We describe
the detailed setup below, including necessary modifications
to meet the computational constraints.
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Table 3. Specifications of real-world datasets.

Dataset N d o Description
census 2.5M 68 3.46  Samples from 1900 US census.
T™MY3 1.8M 8 0.43  Hourly energy load profiles for US references buildings.
TIMIT 1M 440  10.97 Speech data for acoustic-phonetic studies. First 1M data points used.
SVHN 630K 3072 28.16 Google Street View house numbers. Raw pixel values of 32x32 images.
covertype H81K 54 2.25  Cartographic variables for predicting forest cover type.
MSD 463K 90 4.92  Audio features of popular songs.
GloVe 400K 100 499  Pre-trained word vectors from
Wikipedia 2014 + Giga 5 word. 5. 6B tokens, 400K vocab.
ALOI 108K 128  3.89  Color image collection of 1000 small objects.
Each image is represented by a 128 dimensional SIFT feature vector.
higgs 11M 28 3.41  Signatures of Higgs bosons from Monte Carlo simulations.
hep 10.6M 27 3.36  Signatures of high energy physics particles (Monte Carlo simulations).
susy 5SM 18 2.24  Signatures of supersymmetric particles (Monte Carlo simulations).
home 969K 10 0.53  Home gas sensor measurements.
skin 245K 3 0.24  Skin Segmentation dataset.
ijenn 142K 22 0.90  IJCNN 2001 Neural Network Competition.
acoustic T9K 50 1.15 Vehicle classification in distributed sensor networks.
mnist T0K 784  11.15 28x28 images of handwritten digits.
corel 68K 32 1.04  Image dataset, with color histograms as features.
sensorless 59K 48 2.29  Dataset for sensorless drive diagnosis.
codrna 59K 8 1.13  Detection of non-coding RNAs.
shuttle 44K 9 0.62  Space shuttle flight sensors.
poker 25K 10 1.37  Poker hand dataset.
cadata 21K 8 0.62  California housing prices.

Table 4. Overview of algorithm complexity and parameter choice
for the sketching experiment (n: dataset size, s: sketch size, T
number of hash tables, m: sample size for herding).

Algorithm  Complexity Parameters

HBS Oon'T + s) n'=2T=5
SKA O(nese + s2) Se=n3,n.=n3
Herding O(npm +nps) m=s,n, =2

HBS. For HBS, we used 5 hash tables, each hashing a
subset of %n points in the dataset. In practice, we found that
varying this small constant on the number of hash tables
does not have a noticeable impact on the performance.

SKA. SKA (Algorithm 5) produces the sketch by greedily
finding s points in the dataset that minimizes the maxi-
mum distance. The associated weights are given by solving
an equation that involves the kernel matrix of the selected
points. SKA’s complexity O(ns + s) is dominated by the
matrix inversion procedure used to solve the kernel matrix
equation. To ensure that SKA is able to match the sketch
size of alternative methods under the compute budget of 2n,
we augment SKA with random samples when necessary:

o If the target sketch size is smaller than ns3 (s < n%),
we use SKA to produce a sketch of size s from a sub-
sample of n/s data points.

e For s > n3, we use SKA to produce a sketch of size
Se = n3 from a subsample of n. = n3 data points.
We match the difference in sketch size by taking an
additional s — s, random samples from the remaining
n — n. data points that were not used for the SKA
sketch. The final estimate is a weighted average be-
tween the SKA sketch and the uniform sketch: i for
SKA and (1 — i) for uniform, where the weights are
determined by the size of the two sketches.

The modification uses SKA as a form of regularization on
random samples. Since SKA iteratively selects points that
are farthest away from the current set, the resulting sketch
is helpful in predicting the “sparser” regions of the space.
These sparser regions, in turn, are the ones that survive in
the n/? random sample of the dataset (sub-sampling with
probability n~1/2), therefore SKA naturally includes points
from “sparse” clusters of size 2(n'/?) in the original set.

Herding. The kernel Herding algorithm (Algorithm 6)
first estimates the density of the dataset via random sam-
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pling; the sketch is then produced by iteratively selecting
points with maximum residual density. The algorithm has a
complexity of O(nm + ns), where m stands for the sample
size used to produce the initial density estimates.

—&— Uniform  —%— Herding —#— SKA &~ HBS

°% T™Y3 | °%o TMY3 (low)

To keep Herding under the same 2n compute budget, we
downsample the dataset to size n;, = % and use m = s
samples to estimate the initial density. This means that, the
larger the sketch size is, the less accurate the initial density I N
estimate is. As a result, we observe degrading performance 0 500 1000 1500 2000 0 500 1000 1500 2000
at larger sketch sizes s = Q(y/n). sketeh size sketeh size

0.0

log(Mean Relative Error)

—3— Uniform  —%— Herding —#— SKA &~ HBS
covertype 0.6 ?\ covertype (low)

Algorithm 5 Sparse Kernel Approximation (SKA)

0.44

Input: set P, kernel K, size s.

S ={x1,...,xs} + Greedy-kcenter(P, s)

K € R**® with K;; < k(z;, ;) for z;,z; € S.
y € R® with y; < KDEp(z;) forz; € S.

Let w be a solution to Kw = y. :
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Algorithm 6 Approximate Kernel Herding (AKH)

: Input: set P, kernel K, size s, samples m.
cfori=1,...,|P|do
P; + Random(P,m). > random set of m points
d; + KDEp, (z;) > estimate of the density
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Results. Figure 5 reports the relative error on random I Sk;tdc“g size15°° 200 5 s Sketlc"g°sizel5“° 2600
queries (left), i.e. uniformly random points from the dataset,

and low-density queries (right), uniformly random points of
the dataset with density around a threshold 7. Uniform, SKA
and HBS achieve similar mean error on random queries,
while the latter two have improved performance on low-
density queries, with HBS performing slightly better than
SKA. By design, HBS has similar performance with ran-
dom sampling on average, but performs better on relatively
“sparse” regions due to the theoretical guarantee that buckets 00
with weight at least 7 are sampled with high probability.
Combining SKA with random samples initially results in
performance degradation but eventually acts as a form of
regularization improving upon random. Kernel Herding is
competitive only for a small number of points in the sketch.

0.0 0.2
census g

census (low)
0.04

-0.2
-0.4
-0.6
-0.8
-1.0
=12

log(Mean Relative Error)

-1.4

0 500 1000 1500 2000 0 500 1000 1500 2000
sketch size sketch size

o5 MSD MSD (low)

-1.0
B\

log(Mean Relative Error)

L\‘/P\‘ BB | _s0d h L"’kra\ﬁ‘,

0 500 1000 1500 2000 0 500 1000 1500 2000

Overhead reduction. In Table 5, we report on the esti- sketeh size sketch size

mated preprocessing runtime reduction enabled by HBS

for the density estimation results reported in Table 1 of the Figure 5. Sketching results on random and low-density queries.
main paper. The estimates are calculated by the dividing

the number of data points hashed according to the original
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Table 5. Estimated overhead reduction enabled by HBS.

census TMY3 TIMIT SVHN covertype MSD GloVe ALOI
Reduction (est.) 958x  755x 821x 659 x 554 x 607x  H95x  303x
HBE procedure by the number of data points hashed after o, .
# cluster=1 # cluster=100k

enabling HBS.

5.4. Visualizations of real-world data sets

Our Log-Condition plots use circles with radius r to repre-
sent points with weights roughly e™" (roughly at distance
/7 for the Gaussian kernel). The visualizations are gener-
ated by plotting overlapping annuli around the origin that
represent a random queries from the dataset, such that the
width of the annulus roughly corresponds to the log of the
relative variance of random sampling.

We observe two distinctive types of visualizations. Datasets
like census exhibit dense inner circles, meaning that a small
number of points close to the query contribute significantly
towards the density. To estimate the density accurately, one
must sample from these small clusters, which HBE does
better than RS. In contrast, datasets like MSD exhibit more
weight on the outer circles, meaning that a large number of
“far” points is the main source of density. Random sampling
has a good chance of seeing these “far” points, and therefore,
tends to perform better on such datasets. The top two plots
in Figure 6 amplify these observations on synthetic datasets
with highly clustered/scattered structures. RS performs
better for all datasets in the right column except for SVHN.
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Figure 6. Visualizations of datasets. The top row shows two ex-
treme cases of highly clustered (# cluster=1) versus highly scat-
tered (#cluster=100k) datasets. RS performs better for all datasets
in the right column expect for SVHN.


http://www.csie.ntu.edu.tw/~cjlin/libsvm
http://www.csie.ntu.edu.tw/~cjlin/libsvm
http://archive.ics.uci.edu/ml
http://archive.ics.uci.edu/ml

