M. Rubio-Sdnchez, D. J. Lehmann, A. Sanchez & J. L. Rojo-Alvarez / Optimal Axes for Data Value Estimation in Star Coordinates and Radial Axes Plots

Appendix A: Supplemental material
Optimal calibration scalings and shifts

Let f denote the objective function in (9). Firstly, setting the partial
derivative of f with respect to f3; equal to O we have:

U 3N (0T
=7 =2) (0pjvi+Pi—x;i) =0.
8Bl j=1

Solving for f; yields (11):
N
a
Bi=%i—— Y pjvi.

Secondly, setting the partial derivative of f with respect to @;
equal to 0 we have:

N
805, Z (04pjvi+Bi—xji)p]vi =0.

Simplifying and incorporating the expression for f8; we have:

2 (o Oigh o7 . s T
H&i-y Yoojvi|| Ypjvi|-Y xji(pjvi)=
= = =

Finally, solving for ¢ yields (10):

N
Y xji(pjvi)
=

N
& Z (P_-;l'—Vi)

J=1

N
< T
—Xj ijvi
j=1

N 2
v | Lpivi
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Identical approximation accuracy for OSC and ARA when
applying CAL

8
\

N
Z pjvi)?

Proposition 1 Consider applying CAL on an OSC plot with matrix
V., and an ARA plot with matrix V. If V, and V span the same
subspace (i.e., if Z(V) = %(V.)), the estimates £; ; = ai(piji) +B;i
are identical in both plots, where v; denotes the i-th axis vector in
either method.

Proof The proposition holds since the dot products pij; are the
same in both methods, which also implies that CAL will find iden-
tical values of ¢ and f; for a given data set X. The values pjT-v,- are
the entries of the vector of dot products Vp, which is the orthogonal
projection of the data sample x ; onto Z(V), and therefore identical
in both methods.

For example, in ARA we have:

Vp=V(VTV) IvTx,
while in OSC:
Vp=V.Vx=V, (V[V) 'VTx.

Recall that A(ATA)"'ATx is the orthogonal projection of x onto
Z(A). Since we have assumed that Z(V) = Z(V,) it follows that
Vp=Vp O
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Solutions for optimal axes

In this section we show that the solutions to (13) are given by (14)
and (15).

Firstly, the objective function in (13) can be rewritten as:
2
fi(vi, %) Z P,-Vi+%*xj,i)

= [IPv; + i1 — x|

= (Pv; +%1—x;)" (Pv; + 71 —Xx,)

=v[PTPv; —2v[PTx; +2yv/PT1
—|—N)/,~2—27/ixl~T1+xiTxi,

where P is the N x 2 matrix of plotted points (not necessarily cen-
tered), 1 is a vector of N ones, and x; is the N-dimensional vector
of attribute values for the i-th data variable.

The partial derivatives with respect to ¥; and v; are:

af;
(TJ; =—2v/PT1+ 2Ny +2x/ 1, (23)
(]
and
of:
&—f’ =2P"Py; —2P"x; — 2yP"1. (24)
i
Setting (23) to 0 yields:
1 1
Y= ]\—[(XLT —v/P")1 NlT(Xi —Pv;)
1Y T A
=]\7Zl(xj,i*PjVi)=ii*NZ,1PjVi- (25)
J= J=

Substituting the expression for 9; in (24) and setting the partial
derivative to O yields:

1
P'Pv,—P'x; — NIT(Pvi —x;))PT1=0.
Since 1TPv; and 17x; are scalars we can write the equation as:

1 1
P'Pv,—P'x; — NPTIITPV[ + NPTIITX,- =0,

1 1
PT(I- NIIT)PV,- =P (I- NIIT)X,-,
where Iis the N x N identity matrix. Additionally, I— (1/N)117 is
the well-known “centering” matrix, which is symmetric and idem-
potent. Thus, we can rewrite the previous equation as:

T T
Pc P,;Vi = Pc X,

where P, = (I— (1/N)117)P is the centered version of P (i.e., its
column sums are 0). Also, note that the data samples can also be
centered, in which case the embedded points of any linear transfor-
mation will also be centered. Finally, assuming P, has rank 2 we
have:

= (PIP.)'Plx; = P/x,.
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Identical approximation accuracy for SC, OSC, and ARA
when applying OPT

Proposition 2 Let X represent an N X n data matrix, V an n x 2
matrix of full column rank, and M a 2 x 2 invertible matrix. In
addition, let P denote the N x 2 matrix that is the result of mapping
the N data samples of X linearly onto a plane through the matrix
VM. In other words:

P =XVM. (26)

Furthermore, let V, = PTX denote a matrix of enhanced axis vec-
tors as defined in (16). Finally, let PV] represent approximations
of data samples in X by projecting the N embedded points in P
orthogonally onto the enhanced axes, as defined in biplots or ARA
plots (i.e., the approximations are the dot products between the em-
bedded points and the enhanced axis vectors). In that case, the ap-
proximations PV do not depend on M.

Proof Firstly, V. = PiX = [XVM]%X. Thus, we can express the
approximations as:

PV] = XVMM'VTX'XVM) 'MTVTXTX.

Since (AB)~! = B~!A~! for m x m invertible square matrices A
and B, we can rewrite the approximations as:

PV] =XVMM ' (VIX'XV)"'(M") "' MTVTXTX
=XV(VTXTXV)"IVTXT = (XV)(XV)'X.

Thus, they do not depend on matrix M.  []

Corollary 1 Let X represent an N X n data matrix, V an n X 2 matrix
of full column rank, and V, and orthogonal matrix with the same
range as V. In addition, consider mapping the data samples in X
onto a plane with SC, ARA and OSC, through (2), (7), and (3),
respectively. The approximations of X resulting from projecting the
embedded points orthogonally onto enhanced labeled axes, as they
are defined in biplots or ARA plots, and which are obtained through
(16), are identical for the three methods.

Proof The mappings for SC, ARA and OSC all have the form in
(26). In particular, for SC M = I, for ARA M = (VTV)~!, and
for OSC M = B, where V, = VB. Therefore, due to Prop. 2, the
approximations when using the enhanced axes are identical for the
three methods. [

Solution for 6*

We now show that the solution to (17) is given by (18). Firstly,
recall that P = XV is the set of embedded points prior to perform-
ing the scaling by 8, and P, = CXV contains the corresponding
centered points, where C = I— (1/N)117 is the symmetric and
idempotent centering matrix. Similarly, we denote the set of em-
bedded points after performing the scaling as P® = XV, while
P? = 9CXV is its centered version.

The objective function of the optimization problem can be writ-

ten as:

F(0) =16V —V [ =|6VT - (P)"X]|}
=[6V" — (6CXV)TX||}
=||oVT — (6>VTXTC2XV) loVTXTCX |2

1 1
= 6VT — SPIXIE = 6V - S VT2

evllvT ! evllvT
0 * 0

1
=02t (VTV) —2u(V] V) + Z2r (VIV,)

=1tr

1
= 07|V —2ur(VIV) + 2|V [}

where tr denotes the trace of a matrix. Setting its derivative equal
to zero yields:

2
£'(8) =26 V| - 3 IV.JE=o0.

Finally, solving for 8 we have:

VAR IV
VIR~V VI

Relationship between accuracy and axis vector length in ARA

There is a direct relationship between approximation accuracy and
axis vector length in ARA plots. Since integers on the i-th line axis
are located at multiples of 1/||v;||, they appear closer to each other
for larger axis vectors. This implies that a variation in p in the direc-
tion of a large axis vector will cause a larger approximation error
for the variable. Thus, the method will primarily focus on mini-
mizing the approximation errors for variables with larger axis vec-
tors. In Fig. 9 we illustrate this effect by comparing an initial ARA
plot to another in which we have enlarged one axis vector. The ex-
ample is based on the standardized Breakfast cereal data set used
in [YMSIJO05], but have labeled the axes with original data values. In
this case, when an axis vector associated with Calories is stretched
the plotted points appear more compacted in the direction of the
axis (in SC the effect would be the opposite). Furthermore, the
corresponding approximations are more accurate. Thus, the plotted
points appear better ordered in the direction of the axis, as can be
seen through the color coding of the dots, which represents caloric
content.
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Figure 9: Direct relationship between accuracy and axis vector
length in ARA plots. In this example the only difference between the
ARA plots in (a) and (b) is that the axis vector associated with the
variable Calories is longer in the latter. This compresses the plotted
points along the direction of the axis in (b), and improves the ap-
proximation accuracy for Calories. In particular, observe (through
the color coding) that the points appear better ordered with respect
to caloric content along the direction of the axis.

Decomposition of the estimation errors &;

The objective function in (13), denoted here as & can be rewritten
as follows:

N
2
g=Y (pjvi+% —xji) = [PV + 17 — x|
=1

1 1 2
= HPPIX,’ +1 (NlTXi — NITPPIXI') —X;

2
1 1
= H(I— NIIT)PPZX[ — (- NllT)x;

= || (PP! — O)xil|?

=x] (P.P{ - C)"(PP{ - C)x;

=x; (C—P.P))x; =x; Cx; —x; P.P]x;
= No? —x] CP.PICx;

2 T T
=No7 — X ;PcPixc .
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Figure 10: In RadViz increasing the value of a data variable causes
the plotted points to move towards the anchor point v associated
with the variable. On average we assume that we should expect to
find greater values for the variable in the direction (d) from the
origin towards v.
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Figure 11: Histograms of Pearson correlations (r) between the
length of an optimal axis vector and the estimation error, and the
variance, of the associated variable, for the data used in the Rad-
Viz example in Sec. 3.2.4. The variables were first normalized to lie
in [0,1], and afterwards for each sample we divided each attribute
by the sum of all of the attributes. Since each variable has a differ-
ent variance, ||v;|| is usually positively correlated with Giz, but not
necessarily with €;.

Effect of increasing an attribute in RadViz

Figure 10 shows the effect of increasing an attribute value in Rad-
Viz. The plotted point moves towards the anchor associated with
the corresponding variable. We assume that on average the data
values for a variable should increase in the direction (d) from the
origin to the anchor point v.

Correlations related to ||v;|| for the RadViz example

In the RadViz example (see Sec. 3.2.4) the length of the opti-
mal vectors predominantly reflects the variance of the variables. In
Fig. 11 we show distributions of correlations between ||v;||, and &;
and 0'1.2, for the 7!/2 different orderings of the eight variables (dis-
carding rotations and reflections). The vector lengths usually have
a strong positive correlation with the variable variances. In this ex-
ample the variance for Palmitic is 0.0009, which is at least twice as
small as the rest of the variances, which explains the short length
of the Palmitic axis vector in Fig. 6.
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Discarding offset shifts in the objective functions

The objective functions of the optimization problems considered in
this paper have the following form:

f=IPVT —X+18"|3, 7)

where the variables related to the axis vectors appear in V and P.
Also, assume V, P, and § are or contain optimal solutions. In that
case 0 is (see the derivation of (25)):

§=%x—Vp=—(VW-Dg,

where X and p are the mean of the data and plotted points, respec-
tively. Additionally, W = VT for SC, and W = V' for ARA. Sub-
stituting in (27) we can rewrite the objective function as:

f=IIVPT—XT 4817
= [VWXT —XT — (VW —-D)x1" |3
= [|((VW DX — (VW —D)x1" 7
= [[(VW -D)(XT —x17) 7.

If we apply a translation s to the data, the new data matrix would
become X + 1sT, while the new mean would be X —s. In that case,
f would not change:

F=IVW DX +s17 - (x—5)17) |2
= [[(VW-I)(XT —x17)|.

Thus, we obtain the same value for the objective function using
centered data:

f=WVT =X, +187| 3.

However, for centered data 87 = 0. Thus, the optimum value of the
objective function is:

f=IWVT —Xc|f,

which implies that we obtain the same optimum axis vectors (as in
(27)) solving the optimization problems on centered data but dis-
carding the term involving J.

Optimal scaling of a single axis vector

Table. 2 shows the derivation of the solution to (20) for SC.

Gradient of the objective function in (22) for SC

Table. 3 shows the derivation of the gradient of the objective func-
tion (f) in (22) for SC.
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The objective function in (20) for SC can be rewritten as follows:

2
v N v v T NT VYT AV, ?
P(l)*; { v }p ; { AV } { AV } Xj = %) 7,»:21 { AVIVT AVTv, }Xf"‘f
_i ({ VT AWy, ]1)x-2— {V\NIT—I AVv, ] 'z_ixT[VVT—I AVv, r"'
o AvivT ATy, J o AVIVT A%y, —1 |7 o T AvIVT A%y, —1 J
B % (& 5 ] (vv —D)(VVT —1)+ A2Vv,vIVT A(VVT D) Vv, + A3Vv,v]v, — AVv, %;
N Joon vIVT(VVT —1) + 7L3VTvanVT 7LV,T,\7T A2ViVTVV, + 24 (Vivy)2 =242 v, + 1 Xjn

~.
Il

[
M=

<i; (VW —D)(VVT —Dx; + lzi}VanIVTij + lf(jT (VT =D Vvux;, + l3i}\~7vnvlvnxj7n - li]T\N’V,,

~.
I

A2 Va VT (VYT D)%+ A% Vi v Vi VIR — Ax o Va VTR + A% Ve VIV 0+ A (VI VX )? — 2420 0V Vi —Q—xin)

=

<7L4(v1vnxj7n)2 + 2/13)"(]T~anv,Tlvnxj,,, + lz(i;anvIVTijJr(vIVTan *ZVZVn)Xin)
j

+ 22K (VVT =20 Vv, + XL(VVT —T)(VVT — D) j+x§,,,).

Differentiating the polynomial yields:

N N N
Pr(A) =407 Y (vavuxjn)? + 642 Y K Vvuvivaxjn + 22 Y (R VVuv VIR + (viVI Vv, —2vive)xd ) + 2
= = = J

<
<
4

j (

™M=
P
<5

Il
-

—2D)Vv,x; .

Table 2: Derivation of the solution to (20) for SC.
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Firstly, the objective function in (22) for SC can be rewritten as follows:

2 V . 2
setw= B Jormsl = B Dot s <[ Jormaerx] ([ Jima-n)e],
= =1 F \ F
where I is the n x n identity matrix. Furthermore, we can express [Vv,] as follows:
Vv = VTA+v, (T, (28)

where A is an n x n diagonal matrix whose entries are all 1, except its n-th component, which is 0. Also, { is an x 1 vector whose components
are all 0, except its n-th entry, which is 1. We will use (28) to rewrite fsc(v,) as follows:

fsc(va) = || [(AV+Evi) (VTA+v,ET) — ]XTHF—H[AVVTA—O—AVVnCT+CV VIA4+ LV v ¢T) - XTHf:.

E

Expressing the Frobenius norm as a trace yields (note that matrix the n x n matrix E is symmetric):
fsc(va) = tr[X(E-1)’X"] = tr[X(E? - 2E+ D)X "] = tr[XE*X"]| — 2tr[XEX"] + tr[XX"]. (29)

The last term in (29) does not depend on v, and is therefore irrelevant for the gradient. Thus, we will proceed by expanding the first two
terms, using the following identities:

A=A, (Te=1, A-L=0, VAV=V'V, XAV=XV, and X{=x,,

where X is the matrix composed of the first n — 1 columns of X, and x,, is the n-th column of X.
Firstly,

—2tr[XEX"] = —2t[XAVVTAX"| — 4tr[XCv) VIAXT] — 2r[X ¢ v, v ETX ] = 2t [XVVTXT) — dtr[x,,v) VI XT] — 2tr[x,, v, v, x|
= 2r[XVVTX"] — 4tr[v, VX x, ] — 2tr[x] X, v, v | = -2t [XVVTXT] —4v)a — 2x) %,V vy, (30)

where a = VX "x,,. Also, note that the first term does not depend on v,, and is therefore irrelevant for the gradient.
Secondly, we proceed by expanding tr[XEZXT]. Since E has four terms, E2 has 16, but eight of them cancel due to A- ¢ = 0. Also, some
terms appear twice. In particular, we have:

tr[XE?X"] = r[XAVVTA2VVTAXT] 4 26X v VI A2VVTAXT| 4 [ XAVY, § T Ev VT AXT]
+t[EVIVTAPVY, T+ 20XV v, CTEvI VT AXT ) + e[ XEVI v, E TEv v, CTXT)
= tw[XVVTVVTXT] + 2tr[x,, v, VIVVTXT] + tr[X Vv, v VIXT) 4 tefx, v, VV T vx | 4 260, v v v VIXT) - tr[x, v v v Vx|
= uw[XVVTVVTXT] +2t[v, VIVVTX x| + trv) VIXTXVv, | + X0 Xutr[v) VV v, ] 4260V v v, VTX T, ] 4 X XtV v v v
= a[XVVTVVTXT] 4 2te[v) Da] + t[v) Cv,)] 4+ X X, [V DV, ] 4 2tr[v,) v, v a] 4+ X X, [V v, v, v,
= aXVVTVVTXT] 4 2(vIDa) + v, Cv, + X1 X, (v, DV,) +2(V vavya) 4 X0 X, (Vv (Vi va), 31

where D = VTV, and C = VTXTXV, which are both symmetric.
Substituting (30) and (31) in (29) we have:

fsc(va) = —4vya—2x]x, v, v, +2viDa+ v, Cv, + X X,V DV, -2V, vV a+ X X,V Vv vy,
+ XX - 2t [XVVTX T+ [XVVTVVTXT],

where the terms involving traces do not depend on v, and are therefore irrelevant for computing the gradient of the function.
Finally, taking the derivative with respect to v, yields:

Visc(va) = —4a —4x7x,v, +2Da+2Cv, + 2x, x,Dv, +4v, vl a+2v v,a +4xTx,v,v] v,

=2CV, +2v, vya+ (2D — 41 +4v,v,) ) (a+ X X,Vn),
where we have used the following rules:

oxT IxTA IxTxx" IxTxx"
xb =b, X AX _ (A+ANx, ox xx'b =4xx"b+2x"xb, and IX XXX _ 4xx"x,
Jx Jax Jx Jx

where x,b € R”, and A € R"*",

Table 3: Derivation of the gradient of the objective function in (22) for SC.
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