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Preface

The program CoDaPack v2, together with the present manual, can be down-
loaded for free from the web at

http://ima.udg.edu/CoDaPack

There is also available a whole library of subroutines for Matlab, developed
mainly by John Aitchison, which can be obtained from John Aitchison himself
or from anybody of the compositional data analysis group at the University of
Girona (www.udg.edu). Finally, those interested in working with R (or S-plus)
may either use the full-fledged packages “compositions” van den Boogaart
et al.| (2010) or "robCompositions” Hron et al.| (2010)).

Santiago Thio-Henestrosa
Girona, April 20, 2016


http://ima.udg.edu/CoDaPack
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Introduction

The software presented in this manual is still under construction. The idea
is to build a user-friendly application to be used in all fields of science and
technology which need to operate with compositional data. It is conceived
as a complement to other statistical software, which is perfectly appropriate
for working on coordinates, and not as standalone software for the statistical
analysis of compositional data. Probably in a future it will incorporate more
classical statistic features.

To use this application the Software Java Virtual Machine is needed (min-
imum version 1.5.0). To get it working, it suffices to install and open the file
CoDaPack.exe.

CoDaPack v2 is based on menus. Numerical results appear on the output
part of the window, while graphs appear in new graphical windows.

1.1 General considerations

The freeware package can be downloaded from the web site:
http://ima.udg.edu/CoDaPack.

The package comes with a setup file and requires having Java Virtual Machine
(minimum version 1.5.0) installed. When a new version is available, CoDaPack
v2 shows a message asking for the user to import the new version.

To use CoDaPack v2, one has to execute the file Codapack.exe. Data
could be imported from Excel files or recovered from previous sessions. The
observations are organized in rows and the variables in columns.

CoDaPack v2 main window has four parts. On the very top there are
the menus, on the left the active data frame and the name of its variables.
The Bigger part is the right side. On top of this part there is the place where
alphanumerical results are placed, and on bottom there is the data.

Using menus, one can execute macros which return numerical results on
the output part of the window and graphical output as independent windows.


http://ima.udg.edu/CoDaPack

2 1 Introduction

/\ CoDaPack v2.01 N =101 x|
File Data Statistics Graphs Distributions Help
Data Frames [Haimba.xls =
CoDaPack - ersion 2.01
Azo3 This software is being developed by the EAD aroup (Grup d'Estadistica i Analisi de Dades),
si02
Fe203 Center:
o AI203 Si02 Fe203 Ti02 H20 Resé
Rest 05644 0,0246 0,2421 0,0282 0,1242 0,0168
Group
(al203)~c
(sic2)c
(Fe203) e
(Ticzyc
(H20p e
(GRS
203 S02 Fe203 Tio2 | crow (azozye | (soz)c | (Fezosic |
1 52,50 6.70 23.60 2,60 z‘sﬂ‘ 1.0, 0.12 034 0.12 4|
2 50.40] 330 23.60 2.20 750 1.0, 0.09 014 .10
3 sz‘s_u‘ 5.50 25.20 2,30 1.70) 100, 0.13 033 0.5
4 52,50 6.30 24.40 240 2.00 1.0, 0.12 034 0.13
S 56.60 210 23.20 2.50 2.30 1.0, 016 014 0.16
3 57.90 240 21.20] 2,60 3.10 100, 0.15 015 0.3
7 56,90 2,40 Z3.60 2,50 210 1.0, 016 015 0.16
3 60,90 1.50, 13 SFI 2.70 1.60 1.0, 0.19 014 0.14
3 46,50 9,30 16,20 240 950 100, 0.06 0.23 0.05
49,60 9,40 15,60, 1.10) 5.50] 1.0, 0.08 037 0.08
49.50] 6.20 2180 1.40) 6.20 1.0, 0 n%l 028 0.09
57.10 4.70 22.20 1.10) 2.10 L0, 0,16 0.28] 0.14
57.00 310 23,00 0.50 3.20 1.0, 016 013 0.15
58.50 340 23.20 1.10) 0.60 1.0, n‘z‘nl 027 0.19
56.20 360 23.20 1.10) 1.40) 1.0, 0,18 0.2 0.17
. 56,90 0.70 26.20 2,50 1.60) 1.0, | 019 0.05 0.20 >
4 »

Fig. 1.1. CoDaPack v2 main window.

Each routine asks the user for the data to be used. Some of the menus have
some options buttons to modify default values.

To execute a routine of CoDaPack, it has to be selected from the menus
with only one mouse click. A new window appears, like the one shown in Figure
[T:2] which is standard for all CoDaPack routines, asking which columns of the
data to select. The left side contains the Available Data structure, the middle
part the Selected Data structure, the Groups structure and a Reset button. On
the right side the secific options are available. Finally on bottom of the form
there are the Accept and Cancel buttons. Between the left and the middle
part there are two arrows to pass information between them. You can also
pass information by double clicking on the item to move.

First of all the user should select the parts to be used in a routine, in
the example (Fig. the parts which are to be plotted in a dendrogram.
To do it, mark one or more of the variables of the Awailable Data list and
then click on the arrow > or double clicking over its name. The name of
the selected column will appear in the middle structure, i.e. in the Selected
Data structure. This operation should be repeated in order to select all the
parts involved in the routine. To unselect some part already included in the
Selected Data structure, select the corresponding part inside the Selected Data
structure and click on the arrow < or double clicking over its name.

If a routine has the groups option only categorical variables could be se-
lected to perform a ”by groups” execution of the routine.



1.1 General considerations

A Dendragram Menu

3 x|
Selact Data - Captian:
Avallable data: Selected data: Defined base:
5i02
Fe203
Tio2
Hzo £
Rest
Group
=]
% Partition ¢ Basz
Default Partition
(el Define Mariually

<Mo groups>  +

[V Addbalances |V Add statistics

Reset |

Accept Cancel

Fig. 1.2. Menu: Dendrogram.

CoDaPack has three different outputs: 1) New variables. They are placed
at the end of the data window. 2) Alfanumerical output. It is placed on the

output part on top of the window. And 3) Graphical output. It appears on
independent window.

CoDaPack has five main menus: File, Data, Statistics, Graphs and Help.
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File Menu

2.1 General remarks

This menu (Fig. manages with files. CoDaPack stores a set of data on
Data Frames or Tables. It is possible to have opened more than one Data
frame. A set of Data frames could be saved as a Workspace and also it could
be recovered by means of the item button Open Workspace. Workspace files
have the extension .cdp by default. Internally the cdp file uses the JSON
standard format.

44 CoDaPack v2.01.4

File Data Stakistics Graphs  Help

Open Woarkspace, .. - l

Save Workspace, ., CoDaPack - Ve
Thiz =zoftware

Import Data...
Export Table, ..
Delete Table

Quit CoDaPack.

Fig. 2.1. Menu: File.

Each Data frame contains the name of variables and its numerical values.
There are two kind of Missing values, non-detected or non-available data and
there should be an specific symbol to distinguish them. Non-detected data
should begin with a character prefix, for example <, followed by the value of

low detection limit while Non-Available data should use a symbol, for example
” NA” X


http://http://www.json.org/

6 2 File Menu

Data frames could be imported and exported from Excel files. In case of
an importation (Fig. user should indicate in which row starts the data, if
there are labels, non-available symbol and non-detected prefix. At any time,
the user can delete a Data Frame from the active workspace. The exportation
saves names variable into the first row of an Excel file and the data in rows
below variable names.

Import Menu |

Data Frame Mame: IHaIimba.xIs

Path: IL:'I,CoDaPackSD 2.00Halimba s File. .. |

Spreadsheet options

Start reading at row: ¥ with headers

Mon-available data: A

Prefix For non-detected data: |-

11

Cancel

Fig. 2.2. Import Data Frame form.

At this moment, Export/Import features are compatible with Excel 97,/2003
files. In future versions more formats are going to be supported (csv, rdata,etc)
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Data Menu

3.1 General remarks

This menu (Fig. manages three kind of routines: 1) transformations of
the data from the simplex to the real space or vice versa, 2) operations inside
the simplex, i.e. operations where both the input data and the output are in
the simplex, and 3) management of variables.

A\ CoDaPack v2.01

File | Data Statistics Graphs — Distributions  Help

Data Transformations Raw-ALR
Cenketing Raw-CLR

AlZ0: -

b SubcompositionClosure Raw-ILR

i L
Amalgamation

Fe20 ! : Center:

Tioz Perturbation

Hz0 Power transformation

Rest Rounded zero replacement 05644 0

(GrOUp

(Alz0 Mumeric b categoric
(SI02  Delete variables

Fig. 3.1. Menu: Data.

3.2 Data: Transformations: ALR

With this option (Fig[3.2)
the data is transformed with the additive logratio transformation (alr)
(Aitchison) 1986 from the simplex (raw data) to real space (alr coordinates),

T1 €2 TD-1
y=alr(x)=|ln—,In—,...|In
D ID D
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A ALR Transform Menu L x|

~Select Data ~Option:

Available data: Selected data: & Raw-AlRE " ALR-Raw

0203

sioz

Fez03

Tioz 2
Heo

Rest

aroup

(aizoa)~e 7
(si02yne

(Fez0a)

(riozyne

(Hzny~e

(Resg)™c

Reset

Accept Cancel

Fig. 3.2. Data: Transformations: ALR.

where y € RP~! the (D — 1)-dimensional real space, or with its inverse, the
generalised additive logistic transformation (agl),

exp(y1) exp(yp—1) 1
1—1—2:?;11 expy; 1—1-21-’;711 expy; 1—&—2:;711 exp s

from the real space (alr coordinates) to the simplex (raw data).

In the alr transformation the divisor is taken to be the last part according
to the sequence selected by the user. The interface allows the user to reorder
the variable once they have been selected just by dragging its name in the
selected data list. Recall that alr coordinates depend on the divisor, and that
they conform an oblique basis (Egozcue and Pawlowsky-Glahn, 2005)).

x = agl(y) =

3.3 Data: Transformations: CLR

With this feature ( Fig. 3.3) the data is transformed from the simplex (raw data)
to real space (clr-coefficients) according to the centred logratio transformation

(cr) (Aiichison] 1956).

y = clr(x) = [m

gD}ExJ - [1“ o e gjio] ’

where y € RP~! and gp(x) is the geometric mean of the parts involved, i.e.

D 1/D 1 2L
= x; =exp| = Inz; |,
(1) oo (p3m)

or with the inverse transformation (clr™'), from real space (clr coefficients) to

the simplex (raw data) (Aitchison, [1986)),
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A CLR Transform Menu L x|

~Select Data ~Options

Available data: Selected data; ST TelR
4203

5102

Fez03

Tioz i
Heo

Rest

Group

(#2030 c =
(si02)c

(Fez03y~c

(Tioz)c

(He0)c

(Rest)c

Resel

Accept Cancel

Fig. 3.3. Data: Transformations: CLR.

exp(y1) exp(y2) exp(yp)
D b D PR ] D b
21:1 €XP Yi 21':1 €Xp Y; 1+ Zi:l €XpP Y

Recall that the clr coordinates represent a generating system, not a basis,
and therefore clr coordinates sum up to zero (Egozcue and Pawlowsky-Glahn|
. As a consequence, covariances and correlations between clr-parts have
the same drawbacks as covariances and correlations between compositional
parts: they are not subcompositionally coherent.

x=clr (y) =

3.4 Data: Transformations: ILR

With this feature (Fig the data is transformed from the simplex (raw
data) to real space (ilr coordinates) with the isometric logratio transformation
(ilr), or from real space to the simplex applying the inverse isometric logratio
transformation (ilr~!), both defined by a sequential binary partition (Egozcue)
et al.l [2003} [Egozcue and Pawlowsky-Glahn| 2005).

The ilr transformation consists on: y = lr(x) = (y1,%2,...,Yp—1) €
RP~1 | where y; = Z?:“/Jijlnxj ,i=1,2,...,D—1, and

\ /ﬁ, if at step ¢ the part j is coded in the SBP as +1;
Vij =4 —, /ﬁ, if at step ¢ the part j is coded in the SBP as —1; >
0, if at step ¢ the part j is coded in the SBP as 0;

with r; the number of parts coded at step ¢ in the SBP as +1, and s; the
number of parts coded at step ¢ in the SBP as —1.
And The ilr~! transformation consists on: x = ilr~!(y) = (21, 72,...,2p) €
D—1
SP | where [21,29,...,2p] = Cexplz1,22,...,2p] , 2; = Zj:1 iy, C

stands for the closure operation (Aitchisonl [1986])
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ILR Transform Menu i x|

~Select Data ~Optior:

#vailable data: Selected data; Defined base:

alzo3
(SI02

Fez03
Tioz i
Heo

Rest

Group

(A1203)c 2
(si0z)"c J
(Fez03)

(Tioz)"c

(Hz0)~c Default Partition
(Rest)c
Define Hanually

* Raw-ILR (" ILR-Raw

* Partition 7 EBase

Resel

Accept Cancel

Fig. 3.4. Data: Transformations: ILR.

z1 Z9 ZD
D s D IR D

Definition of the partition (Egozcue and Pawlowsky-Glahn, 2005)):
A partition is a hierarchical grouping of parts of the original compositional
vector, starting with the whole composition as a group and ending with each
part in a single group. First, the compositional vector is divided into two
non-overlapping groups of parts. In a similar way, each of these two groups
is divided again, and so on until all groups contain only a single part. If D is
the number of parts of the original composition, the number of steps of the
partition is D — 1. CoDapack includes two different ways to define a partition:

C[Zl,ZQ,...,ZD] = 5 (31)

1. Default partition. The default partition is defined by the Haar basis. It
consists in separating, at each step, the parts approximately in the middle.
Figure [3.4) shows the corresponding +1, —1 and 0 codification.

2. Defined manually by the user. Activating this option, a new button
appears and clicking on it to show a new window. This window, shown in
Figure [3.5] has a grid where rows represents parts and columns the steps

Binary Partition Menu ]

Previous

Fig. 3.5. Auxiliary window for defining a partition.
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of the partition. To define the partition, every time the user marks with a
single click one part, a 4 sign appears in the grid at the cell corresponding
to this part in the current step. At each step of partition, a + sign means
that the part is assigned to the first group, a — sign to the second, and
it remains blank if this part is not in the group which is divided at this
order. To remove a + sign from the current step it is necessary to mark
the cell of the current step of the partition grid that contains this + sign
with a single click. To finish a step, press the Next Step button. At each
step it is only possible to divide one group. This group is marked with a
green color on the partition grid. In order to facilitate this task, when the
Next Step button is pressed, all the information (labels and partition) is
reordered in such a way that the next parts to divide appear in a sequence.
To eliminate some steps of the partition, press the Previous Step button
as many times as required.

3.5 Data: Centering

With this feature (Fig. the data is centered, that is, it is perturbed by the

ﬂ
- Select Data Optians

Avalable data: Selected data: [+ Shows Center

[a1203

sioz

Fe203

Tioz &

Hz0

Ress

Group

(alz03)"c z

(sioz)y~e

(Fe203)c

(Tioz)e

(Heo)~c

(Rest)~c

Reset
Accept Cancel

Fig. 3.6. Data: Centring.

center or closed geometric mean of the data (Aitchison, [1986]). This routine

centers the data set, that is, it returns the data set Y formed by the D-part
compositions y = gn(X)~! @ X, where

1/N

N 1/N N
gN(X) ZC (H l‘;d) g ey (H ka)
k=1 k=1

is the closed geometric mean of the data set X. The center of the set Y is e,
the barycenter of the simplex; e.g. for D = 3 the geometric center of a ternary
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diagram is [0.333,0.333, 0.333]. If Show Center is activated this routine writes
the center of the parts selected on the output window.

3.6 Data: Subcomposition/Closure

With this feature (Fig. the data is closed, i.e. data are converted into parts

B
~Select Data ~Option:

Avallable data: Selected data: Clasure 1.0

1203

sioz

Fe203

Tioz =

Hzo

Res6

Group

(a0 =

(sioz)~c

(Fez03) ¢

(Tioz)~c

(Hz0)~c

(Ress)™c

Reset
Accept Cancel

Fig. 3.7. Data: Closure.

of some whole summing to a given constant, Y = C(X). This constant is, by
default 1.0 but could be entered by the user by means of the Closure form.
If S parts, S < D, are selected, a subcomposition with S-parts is obtained

(Aftchison, 1956).

3.7 Data: Amalgamation

This feature (Fig. [3.8) amalgamates some columns of the data (Aitchison
1986)). The result of the amalgamation of some of the parts of a D-composition

selected by the user is the sum of those parts. Amalgamation should be used
only as a first step in preparing the data for further analysis, as this operation
is non-linear in the Aitchison geometry and might lead to inconsistent results if
compared to analysis made without amalgamation (Egozcue and Pawlowsky-|

2005).

3.8 Data: Perturbation

With this feature (Fig. a vector perturbs the data (Aitchison| [1986). The
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A Amalgamation Menu x|
~Select Data ~Option

Available data: Selected data: Combination |1.01.0 1.0

AlZO3

Si02

Fez03

TioZ _I>

Hz0

Rest

(Group

(lzoE Z

(sioz)e

(Fez0a~c

(Tioz)e

(Hz0)~c

(ResE)™c

Reset
Accept Cancel
Fig. 3.8. Data: Amalgamation.

A\ Perturbate Data Menu x|
~Select Data ~Option:

Available data:

Selected data:

[az03
sioz
F2203
Tioz

Hzo

Rest
Group
(Al203)"c
(sioz)™c
(Fez03)™c
(Tioz)™~c
(Hzo)~c
(Rest)~c

[

=]

Reset I

Perturbation |1.01.0 1.0

output is a matrix of D-part compositions

Yy =p®x=C[p121,p222, ...

Accept Cancel

Fig. 3.9. Data: Perturbation.

aprD] 3

where C stands for the closure operation (Eq. , and p is a given D-part
composition. The user has to indicate on Perturbation box the vector p, which

has to be the same length as the compositions x.

3.9 Data: Power Transformation

This feature (Fig.[3.10)) applies a power transformation to the data (Aitchison
1986)). For a € R, the power transformation returns
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/A Power Data Menu x|

~Select Data ~Option:

Available data: Selected data: Fower |1.0
[az03

sioz

F2203

Tioz by
Hzo

Rest

Group

(A1203)c Z
(si0z)"c

(Fez03)

(Tioz)"c

(Hz0)"c

(Resé)c

Resel

Accept Cancel

Fig. 3.10. Data: Powering.

a®@x=Clzy,z5,...,29] .

The user has to indicate the constant of the operation on the Power box.

3.10 Data: Rounded Zero Replacement

This feature (Fig. [3.11]) applies a transformation to the data to avoid zeros.

A\ Zero Replacement Menu x|

~Select Data ~Option:

Available data: Selected data;

11203

si0z

Fezo3

Tioz 2
Heo

st

Group

(alz03)~c 7
(5102}~

(Fez0s)c

(rioz)y~c

(Hao)~c

(Resé}™

Reset

Accept Cancel

Fig. 3.11. Data: Rounded Zero Replacement.

Rounded zero replacement consists in substituting an observation x, with
zeros in some parts, by an observation y using the expression:
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5i7

if T; = 0;

;= 00 .
Yi xi<1—z%czo>71fxi>0.

where 9; is the replacement value for the i-th part defined by the user and C,

the components sum of observation x (Martin-Ferndndez et al., 2000)).

CoDaPack v2 differentiates non-available and non-detected data. This rou-
tine applies to non-detected data. As it was seen on chapter there is an in-
dividual constant d; for each non-detected value, that is stored on the data

frame.

3.11 Data: Numeric to categorical

This feature (Fig. [3.12)) transforms the selected variables into a strings, and

—3elect Yariables

X

Al203
Sio2
Fe2i3
Tio2
H20
Rest

FAlzoE
FSi0E
(Fezi03)™c
(TiCE "
FHz01"c
(Res6)™c

Accepk

Fig. 3.12. Data: Numeric to categorical.

overwrites the result on the same variables.
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3.12 Data: Categoric to numeric

This feature transforms the selected variables coded with a string into a nu-
merical ones, and overwrites the result on the same variables.

3.13 Data: Add numeric variables

This is a usefull feature to import data directly to the data set by a simple
copy-paste action.

x

“ariable names [A1203 Si02 Fe203 Tio2 Hz0 Rest |

Data

S5Z,5 6,7 23,6 Z,6 iz,0 Z,6 ﬂ

S0, 4 3,3 23,6 2,2 13,0 75

52,5 5,8 25,2 2,3 12,5 1,7

52,5 6,3 24,4 2,4 12,4 2,0

56, 6 2,1 23,2 z,5 13,3 Z,3

57,9 2,4 21,2 zZ,6 12,6 3,1

56,9 2,4 23,6 z,5 12,5 2,1

60,9 1,9 19,5 z,7 13,4 1,6

46,5 9,3 16,2 2,4 15,8 2,5

43, 6 9,4 19,6 1,1 14,8 5,5

49, 5 6,2 21,8 1,4 14,9 6,2

57,1 4,7 22,2 1,1 12,8 2,1

57,0 3,1 23,0 0,9 12,6 3,z

58,5 3,4 23,2 1,1 1z,9 0,6

53,2 3,6 23,2 1,1 12,5 1,4 =l
Accept

Fig. 3.13. Data: Add numeric variables.

3.14 Data: Delete variables

This routine deletes the selected variables from the Workspace.
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Statistics Menu

4.1 General remarks

This menu returns characteristic values for a data set from a compositional
or a classical point of view (Fig. [4.1)).

A\ CoDaPack v2.01

File Data | Statistics Graphs Distributions  Help

BeaiErae: Compositional statistics surmmary

| Classical statistics summary o
T

Fig. 4.1. Menu: Statistics.

4.2 Statistics: Compositional statistics summary

This menu (Fig. produces two types of descriptive statistics: the first
related to logratios (Variation Array, CLR variance and Total Variance) and
the second related to compositional descriptive statistics (Centre, Min, Max
and quartiles).

1. Variation Array: Returns a matrix where the upper diagonal contains
the logratio variances and the lower diagonal contains the logratio means.
That is, the ij-th component of the upper diagonal is var [In(X;/X;)] ,
and the ij-th component of the lower diagonal is E[ln(X;/X,)], where
i,7=1,2,....D.

2. CLR Variances: Returns, for each part, the sum of logratio variances
that involve it. Thus, for the i-th clr component & we have

1 D
var(§;) = 5D Z var [In (X;/X;)].

J=11#]
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A Mumerical Summary x|

Select Data - Opticns

Avalable data: Selected data: [ Center [ Percentile

02550 75 100

[ Valation Atray

I Totsl Variance

Group
(A1203)"c
(sioz)"c
(Fez03)™c
(TioZ)™c
(Hzo)~c
(Rest)™c

=
=N

Groups:

<Magroups> ¥

Reset |

Accept Cancel

Fig. 4.2. Compositional Statistics Summary.

@

Total Variance: The sum of all clr Variances is the Tptal Variance totvar.
4. Centre: Returns the centre of the data set, that is, £ = C|g1, g2, - .., 9p],

1/N
where g; = (Hivzl x;m-> stands for the geometric mean of part X; in

data set X. The data set X has been previously closed.

5. Minimum and Maximum: For each part of the data set X it returns
the maximum and the minimum of the closed data set.

6. Quartiles: For each part of the data set X it returns the first quartile
Q1, the median Q- and the third quartile Q3 of the closed data set. The
user has to select the columns to close and where to put the results. There
are two buttons in this routine:

The output of the routine (Fig. is placed on the output part. It includes
a color classification of the logratio variances (elements of the upper diagonal
of Variation Array). It is assumed that the logarithm of the logratio variances
follow a t-student distribution, then dark blue colores those elements below
percentile 5, light blue from percentile 5 to 25, light red form percentiles 75
to 95 and dark red up to percentile 95.

4.3 Statistics: Classical statistics summary

This menu (Fig. [4.4) produces an standard descriptive statistics, including
mean (arithmetic), standard deviation, covariance matrix, Min, Max and
quartiles). The output of the routine (Fig. |4.5]) is placed on the output part.
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Sample size:
332

Center:

Al203 5i02 Fe203 Ti02 H20 Rest

0.5644 0.0246 0.2421 0.0282 0.1242 0.0166

Percentiles table:

Percentile A1203 5iD2 Fe203 TiD2 H20 Resé

.20

46. 50 14.00 0. 10.60 0.20

53.80 1.30 22.40 2.60 11.80 1.10
56.10 2.80 24.00 2.590 12,20 1.60
57.60 4.90 25.40 3.10 l2.60 2.30

62.20 14,50 32.10 3.90 15.90 9,50

Variance 1n{X¥i/f¥Xj)

H20

Fe203 Tio2

5i02

0.3716 0.1022

0.7979 0.0165 0.032

-3.1314 0.3245 0.9386 0.7229 0.5662 0.3453

5f-0.5464 2,285 0.0366 0.023 0.3825 0.107
-2.9981 0.1333 -Z.1518 0.0489 0.4347 0.1z242
-1.514 1.6174 -0.6676 1.4541 0.3089 0.0926
-3.5284 -0.397 -2.65819 -0.5303 -2.0144 0.197
Mean In{Xi/sXj) 0.9655 Total Variance

Fig. 4.3. Numerical output for Compositional Statistics Summary.

4.4 Statistics: Additive-Logistic normality test

This alows the user to perform a test for logistic normality of a D-part compo-
sition (Fig. p. 143). It includes all marginal, univariate
distributions (with a total of (D — 1) tests); all bivariate angle distributions
(with a total of D(D — 1)/2 tests); and the (D — 1)-dimensional radius distri-
bution. For each kind of test the Anderson-Darling, Cramer-von Misses and
Watson statistics are computed and their significance is given.

4.5 Statistics: Atypicality Indices (Fig.

With this feature (Fig. @ the user obtains the atypical observations and their
indices under the assumption of Additive Logistic Normal distribution of the
selected parts. The user has to select the columns to calculate its atypical
observations and the threshold of atypicality (usually 0.95) has to be given.
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Mumerical Summary

(Rest)™c

Fig. 4.4. Classical Statistics Summary.



4.5 Statistics: Atypicality Indices (Fig. [4.7))

Sample size:
332

Mean:

A1203  Sil Fe TinD2 H20 BRest

55,6669 3.3325 23,9762 2.8166 12.256 1.9518

Percentiles table:

Percentile #1203 Si02 Fe203 Ti02 H20 Res6

46, &0

0.20 14.00 0.90 10.60 0.20
53.80 1.30 22.40 2.60 11.80 1.10
56.10 2.80 24.00 2.90 12.20 1.60
57.60 4.90 25.40 3.10 12.60 2.30

62,20 14.50 32.10 3.90 15.90 9.50

H2n Resé

2.8615 2.4371 2.4823 0.445]1 0.7995 1.3935

Covariance:

5i02 Fe203 TiD2 H20

rEENES §.16861 -4.19585 -1.9533  0.4648 -0.4553 -2.0458

sl -4, 1985 5,9393 -2,2551 -0.5984 0.447 0.6657

bklik] -1.59533 -2.2551 6.1619 0.28592 -1.1818 -1.0809

Tin2 0.4645 -0.5984 0.26%2 0.1531 -0.151 -0.2027

PABN -0.4553 0,447 -1.1818 -0.151 0.0382 0.7019

G -2, 0458 0.6657 -1.0609 -0.2027  0.7019 1.9418

Fig. 4.5. Numerical output for Classical Statistics Summary.
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4 Statistics Menu

CobaPack ¥2.01.5
Fie Data | Statistics _Graphs _Help

=l x|

Data Frames [Hanaite s -

AT

Hormality Tests:

Inderson-Darling " eT YO Tatson
Mises

Harginals

CEVON 0.2966  >0.15 0.0384  >0.15 0.0371 >0.15
BENPON 0.2166  >0.15 0.0281  >0.15 0.0275 >0.15

Bivariate angle

fo-s11s  >0.15 0.0883  >0.15 0.0%130.15

Radius

Al ality Index Menu =

Fig. 4.6. Logistic Normality Tests.

Reset |

~Selected ~Option
Data: Selected data: Threshold: I 0.95
a
E
i
C
E

Accept | Cancel |

Fig. 4.7. Atypicality indices.
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Graphs Menu

5.1 General remarks

These menus enable the user to create graphs in independent windows. The
user can customise the appearance of each graph and, in some cases, plot the
observations in the graph according to a previous classification. These graphs
can be zoomed and, in 3D, rotated.

A\ CoDaPack v2.01

File Data Statistics | Graphs  Distributions  Help

Data Frames IHaIimha.) oo

Ternary Principal Components

ALR plok
CLR plok
ILR plot

Biplot

Balance dendrogram

Fig. 5.1. Menu: Graphs.

To perform a zoom in a graph it is possible to use the slider scroll at the
bottom of the graph or just using the scroll wheel of the mouse.

It is also possible to rotate a figure by means of the left button of the mouse.
Holding the left mouse button and moving it the graph rotates following the
direction of the mouse. If the graph is 2D then the figure just moves inside
the windows without rotation. To move the graph inside the window holding
the left mouse button and simultaneously holding the ALT key.

Furthermore, the graphs can be saved by means of snapshots of what
windows have each moment. This can be done with the menu File-Snapshot
and the files produced could be in jpeg, eps, png and bitmap formats.
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The same menu File includes a submenu Configuration that allows to
customize the elements of the graph like lines and labels by means of changing
size and colors.

5.2 Graphs: Ternary Diagram
This feature displays a ternary diagram of three or four selected parts (Fig.

532).

A Ternary Plot Menu x|

~Select Data ~Options

Available data: Selected data:
1203

si0z

Fezo3

Tioz 2
Heo

st

Group

(alz03)~c 5
(5102}~

(Fez0s)c

(rioz)y~c

(Hao)~c

(Ress)~c

Groups:

<M groups> ¥

Reset |

Accept Cancel

Fig. 5.2. Graphs: Ternary Diagram form.

Once the graph is produced it is possible to center de data into the ternary
diagram and to draw a grid, the latest only on 2D graph (Fig. .

Also by means of two buttons (Fig. is possible to interchange the parts
of the vertices of the ternary.

5.3 Graphs: Principal Components

This feature calculates the two (or three) compositional principal components
for a 3-part (or 4-part) composition and displays the result in a ternary dia-
gram (Fig. . Also it has the same features of grid and centering as ternary
diagram.

Also this routine returns, as a numerical result, the Principal Components
and the cumulative proportion explained with each component (Fig. [5.6]).

5.4 Graphs: ALR Plot

This feature displays a plot of three (four in 3D) alr-transformed parts (Fig.
. The new variables obtained with the ALR transformation are displayed
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si02 Fe203

A203

Fig. 5.3. 2D Ternary Diagram display with or without centering and grid.

=loix|

Fie

AI203

si02 Fe203

zoom —— _f— H A | % | rew e

Fig. 5.4. 2D Ternary Diagram display with or without centering and grid.

in an orthogonal coordinate system to visualise how the plot changes when
permuting the components or initial columns. Nevertheless, care is required
when interpreting the plot, as the axis are not really orthogonal, but at 60°
(Egozcue and Pawlowsky-Glahn| 2005)).
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Sio2

Fe203

Fig. 5.5. 3D Ternary Principal Component Analysis.

Principal components:
Data: 41203 3102 Fe20d Ti0Z

Principal Components:

Al203 Si02 Fe203 Ti0o2 Cum.Prop.Exp.

sl 0.2904 0.0952 0.2955 0.3189 0.9618
el 0. 1652 0.2317 0.1256 0.47768 0.9882
sl 0.4777 0.2143 0.1193 0. 18868 1.00

Fig. 5.6. Numerical output of Ternary Principal Components.

The 3D ALR Plot allows to change the 2D view by changing which of the
two axes is displayed.

5.5 Graphs: CLR Plot

This feature displays a plot in an orthogonal coordinate system of the data
after the centred logratio transformation (clr) of two (three in 3D) selected
parts. It has the same capabilities than ALR Plot.

5.6 Graphs: ILR Plot

This feature displays a plot in an orthogonal coordinate system of the data
after the isometric logratio transformation (ilr) of three (four in 3D) selected
parts according to a sequential binary partition. The way to selec the partition
is the same as in Transformation-ILR routine.
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S-S

203)[Ti02)

Fig. 5.7. ALR Plot window after some rotation with groups.

The figure obtained has the same capabilities than ALR and CLR Plot.

5.7 Graphs: Biplot

This feature performs a biplot (Aitchison, [1997; [Aitchison and Greenacrel
of selected parts. Once performed the graph (Fig. the user could
choose 1) which 2D view prefers (axes XY, YZ or XZ), 2) to display obser-
vations or not, and 3) which biplot display depending of « value (??). « =0
corresponds to a Covariance Biplot, @ = 1 Form Biplot, and a = 0.5 Sym-
metric Scaling Biplot, which is the default value.

Also this routine returns, as a numerical result, the Principal Components
and the cumulative proportion explained with each component (Fig.[5.9)).

Biplot consists on the decomposition of clr matrix, X = UDV’. If numer-
ical output is desired the routine writes three matrices: UD, D and V. UD
are the ilr coordinates of the original data.

5.8 Graphs. Balance Dendrogram

This feature performs a Balance Dendrogram (Egozcue and Pawlowsky-Glahn|
by means of a sequential binary partititon of selected parts. The way to
selec the partition is the same as in Transformation-ILR routine (Fig. [5.10).

As a numerical output it this routine returns on the output window the
sequential binary partition used, the mean and the variance of each balance
(Fig. [5.11)). Also on the Data window are the ilr coordinates produced with
this partition.
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5 Graphs Menu

o
2nd
cli(RssE)
Ist
Ho0)
clr(Si02)
o,

I e

|

Fig. 5.8. Window of Graphs:

Biplot generated:

Data: &1203 5i02 Fe203 Ti02 H20 Resh

Principal Components:

Biplot.

clr(A1203) clr(Si02) clr(Fe203) clr(Ti02) clr(H20) clr(Res€) Cum.Prop.

C1 0.2082

-0.397

PC2 -0.1918
PC3 0.2786
PCS 0.7198

-0.8915 0.2238 0.2374
-0.1808 -0.1961 -0.2362
-0.0703 0.3098 -0.8257
0.0244 0.8052 -0.032
0.0189 -0.0z24z -0.0786

0.1525

B 1039

0.3688

-0.4372

-0.8871

0.0096 0.6766
0.9086 0.967L
-0.061 0.9872
0.0366 0.9982
0.0513 1.00

Fig. 5.9. Numerical output of Biplot.

Dendrogram Menu

[-Select Data

Available data:

Selected data;

(aizo3)
(sioz)~c
(Fez03) ¢
(Tioz)~c
(Hz0)~
(ResE)™c

1203
5i02

Fe203
= | rioz
Hzo
Rest

==

Groups:

Group

Reset |

~Option

% Partition ¢ Basz

Default Partition
Define Manualy

|V Addbalances |V Add statistics

Defined base:

Accept Cancel

Fig. 5.10. Graphs: Balance Dendrogram.
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Balance dendrogram:
Data: A1203 3102 FeZ03 TiO0Z HZ0 Reso

IR binary partition:
R1203 5102 Fe203 Ti02 H20 Rest

1 1 1 =k =l -1
1 1 -1 1} 0 1}
1 -1 1] 1] 1] 1]
0 0 0 1 1 -1
i) 1] 1] L. =k 1]

Balance 1 Balance 2 Balance 3 Balance 4

1.6585 -0.5873 Z.2l4z 1.0389 -1.0494

Variance:

Balance 1 Balance 2 Balance 3 Balance 4

0.1583 0.1475 0.3989 0.2387 0.0244

Fig. 5.11. Numerical Output of Balance Dendrogram routine.
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