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MOCA TIEZ&JOw) Xi (LOVWT. FTROLICHEELET ., (3 TOvIndfl)
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57—ty N
EXCEL XX THERUZET.
J74I)4% : IMOCA_procla.xlsx|

el Azh A ATl POk B T4 B RR AT P RALRuWEREAALTGRL G#E  Paxvk
EA W ial 1o <& & = ¥ bumElewrERys | EE I E B B Es=E 2 7::‘5“"' T O
DT 5 5 nE 5 251, o e ~
Al < e ID v
A B c D E F E H I ) K L M N 0 P Q R s T u v -
1 [p Imime xin_1 xin_2 xin_3 xin_4 xin_5 xin_6 xin_T xmd 1 xmd 2  xmd3 xmdd  xmd5 xmd6 xmd7 xmd8 xmd 9  xmd 10 xmd 11 xmd 12 xmd 13  x
2 |Block xin xin xin xin xin xin xin xmd xmd xmd xmd xmd xmd xmd xmd xmd xmd xmd xmd xmd X
3 1 047 86 048 1s4 00T 484 009 07 s 07s 04 027 046 02 020 43 042 024 02 001
4 12 2 0.05 083 0.04 075 025 -0.02 06 075 032 061 032 03 -0.03 053 018 017 011 022 005 -0.08
5 13 3 -058 02 -0.08 0.89 034 012 -0.86 07T 044 058 015 0.19 -021 024 014 007, 017 02 -002 013
6 |t4 4 09 on 0.16 143 045 0.13 -041 on 09 078 02 041 -0.16 on 0.13 017, 001 029 007, 001
7k 5 a1 03 03 181 0§ 001 03 o7 113 078 03 116 0f2 003 005 014 005 025 006 004
8 |t 6 087 08 06 05 049 003 038 057 08 038 029 0f2 002 007 003 04 048 021 005 13
9 17 7 -049 048 028 055 03 -01 -041 053 12 03 031 011 -014 027 012 017, -0.16 022 -0.01 <01
10 |t8 8 -039 11 02 -031 028 -01 -0.09 033 156 011 028 01 -0.09 031 021 014 017 021 009 008
11 19 9 -0.06 095 024 -108 025 012 01 012 11 044 007 0.13 -0.06 015 031 04 015 04 039 023
12t10 1 027 et 08 087 015 019 005 003 109 05 026 03 03 009 007 03 012 619 oM 0.m
13 t11 " 02 052 077 -1.08 008 03 0.08 011 118 06 -0.02 0.19 027 0486 029 029 025 0.16 01 015
14 112 12 01 062 438 -0.88 -0.07 0 014 011 087 063 o1 0.05 -019 074 029 -009 022 0.16 015 015
15 13 13 -038 081 027 122 004 02 0.05 -1.08 -0.03 044 001 011 -0.37 084 024 -0.06 025 014 034 02
16 |t14 14 -0.01 072 02 -104 001 03 014 -1 016 0.07 001 037 -048 06 026 -0.06 032 01 036 026
17 |uts 5 062 0ty 005 084 013 023 001 A0 02 007 00T 03 D6 D& 026 o 02 013 03 02
18 16 16 -078 025 -0.16 -072 0.01 03 01 -1 -0.18 0.09 0.07 -033 04 08 025 023 028 012 04 024
19 117 17 -065 -186 -148 -072 0 021 035 104 069 0.06 024 061 -0.36 072 0.36 02 01 0.18 02 o1
20 t18 18 -114 004 034 -026 015 021 03 -1.02 059 015 021 068 -0.07 074 031 032 004 025 021 .03
21 ki 19 088 0f7 08 08 025 024 -0f2 A3 084 002 025 105 009 08 034 026  0f2 020 02 005
2220 2 058 063 047 0s7 023 03 04 3% 105 041 QM7 438 047 086 031 017 007 012 053 02
23 i1 pal -104 043 01 138 028 026 038 14 -109 -0.16 032 -138 -013 091 042 -0.05 002 024 024 -0.01
24 122 22 -266 04 009 0.66 072 018 04 -139 094 -013 03 074 015 078 04 023 028 039 0 021
25 123 23 -069 34 -2.19 -0.16 049 014 -2.86 008 082 -001 0.86 -136 064 097 011 013 017 025 033 013
26 24 M 045 302 245 025 09 065 125 009 06T 0.6 08 58 009 08 013 003 0M2 009 005 0
process [ @ . ;
i mo- 1 + 100%
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SIMCA 17 Zi&E&U. Regular project Z7)vIULET,

Start

J Regular project ‘J Batch project &] Omics project

Help

‘.__)| Spectroscopy project
Options

inen

Create Z0UyIULE9,

Regular project -
Create
Regular projects are created from all types of data that are not batch data. Regular projects can help

you analyze/answer the following:

- Overview of data and data gqualification - Are there any deviators in data? Is the data consistent? Cancel

» Identification of trends and groups in data - Are there groups, clusters or e.g. time related trends

or cycles in data?

» Identify relationships in your data - Build soft sensor models to predict hard-to-get parameters
or identify relaticnships between input and cutput parameters.

- Identify differences between groups of samples - Are there discriminating patterns between
groups? Which variables does it relate to?

- Time series analysis - Are there dependencies between variables and cbservations over time?

m

The medels created in SIMCA can alse be used in SIMCA-cnline for continuous process menitering.

mu
34?&@ . Lz
! 36
39. P o . L3
#4100 spdlin,

[ Don't show this dialog again

2 = 2w

rai)
=
(=1

o

RABLTWT -5y h8EL T, FEET,
(COF17OTHRNMRVMEE(F. Home > Add data 2UvILES )

0 =< X

<« v 4 » PC» FATMT » FLWTANLS- v O | FLLIALY

EE - FLWIANA-
¥ F9u0-F A EE Hi 9 <
! ) B MOCA_prociaxlsk /1 5 3
[E FFaxvb Home
= E9Fr

B 5 _]ﬁ @

J ey
: Add data Primary S
T74)LE(N): | MOCA_prociaxisc ! e . variable 1D v

[] Downsize imported dat: B e aul Variabl

v
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SIMCA "B &rT ID Ze&ELF T,
1-Y-AITIEEI 5 EICEIHEEZEE I IHNENDHDET,

o9H-¢

¥ SIMCA Import - [pracess] - 0 x
Home  Edit  View = @
& E A E Bl B & X M BEH B ®OE E D
Add data Secondary Spectral Secondary Class ID | Quantitative Qualitative Date/Time  X-variable ¥variable | Exclude Clear  Auto-format Save/load Finish
. variable ID 1D - observation 1D farmatting formatting = impart
Variable IDs Data types Variable roles Exclude Formatting Import
process  X| (@) &
Primary ID_ Secondary ID 3 4 5 6 T a g 10 n 12 13 14 15 16 . g
o> [B e w3 mes wns s w7 el ma2 el s wmes  mes  wmar
Secondary ID Block xin xin xin an wn xin xin xmd xmd xmd xmd xmd xmd xmd
3 1 1 047 -166 0.19 194 007 454 -009 o7 -031 078 0.1 027 -0.16 -102 a1
4 2 2 0.05 -083 0.04 075 025 -0.02 -06 075 -032 061 -032 03 -0.03 -053 o
5 o 3 058 021 0.08 089 034 012 -0B6 077 044 0. 015 019 021 024 g
6 " 4 0.9 on 0.16 143 045 013 041 01 09 078 02 041 -0.16 -0.m 3
7 5 5 078 033 034 151 05 001 -031 079 113 079 03 116 012 ooz ®
8 % 6 -087 -086 -06 05 049 003 -036 0.57 088 039 029 012 0.02 -007 o
9 7 7 -049 048 -0.28 055 03 0.1 -041 053 12 03 -031 01 -0.14 -027 E
10 8 8 0.39 1.1 0z -0.31 028 0.1 -009 033 156 on -0.28 01 -0.09 -031 E
n 19 9 -0.06 095 024 -1.08 025 012 on 012 11 044 -007 013 -0.06 -0.15
12 10 10 027 0.11 086 087 015 019 -0.06. 003 109 05 026 039 034 009
13 ul i 02 052 077 -108 008 03 008 011 118 06 -002 019 027 -0da
14 2 2 01 0862 438 088 007 021 014 on 087 063 o1 005 019 074
15 3 13 -038 081 -027 -122 -0.04 02 005 -1.08 -003 044 -001 011 -037 -084
16 14 14 -001 072 02 -1.04 -001 03 014 -1 -0.16 007 -001 037 -0.48 -06
17 s 15 -0.62 019 -0.06 -0.94 0.13 023 00 -1.01 -0.22 0.07 007 034 -06 -0.85
18 16 16 -078 025 -0.16 -072 00 03 01 -1 -018 o 007 033 -04 -08
19 7 17 065 186 148 072 0 01 035 1.04 -069 0.06 024 -061 036 -0.72
20 fat ] 18 -1.14 004 034 -0.26 0.15 021 03 -1.02 -059 0.15 021 -068 -0.07 -074
21 19 9 059 017 066 057 023 024 012 136 034 0.02 023 -105 0.09 084
22 20 20 -0.59 083 0.17 057 023 03 044 -135 -115 -on 017 -138 017 -0.86
23 @1 21 104 043 01 138 028 026 038 14 109 0.16 032 138 013 091
24 22 2 -266 041 0.09 066 -072 018 -04 -139 -034 -0.13 03 -0.74 0.15 -078
25 23 23 -069 =341 -219 0.16 -043 014 -2.86 0.08 -082 -001 086 -136 064 -097 »
< >
& Mo issues
Time % X-variables (CZ8EU. “Finish import” ZJJvJUL%9,
[<] =y~ (- ¥ sMCAImport - [process] o x
Home | Edit  View
B = A E E E & ® m B2 % W B B 4
Add data Spectral Primary Secondary  Class ID Qualitative Date/Tiffe v-friable | Exclude Clear  Auto-format Save/illd | Finish
= ID-  obsenvation ID observation 1D . formatting - formath import
Variable IDs Observation IDs Data types Variable files Exclude Formatting Import
process X (@ o
Primary | i
Primary 1D | ID .é:
Secondary ID| Block -
il 1 y -1 . % 3 ! .
4 2 2] 0.05 -083 0.04 075 025 -0.02 06 -0.32 061 -032 03 -0.03 -053 o
5 3 3 -058 -0.21 -0.08 089 034 012 -086 044 0.58 -0.15 0.19 -021 -024 g
6 “ 4 09 on 0.16 143 045 013 -041 09 078 02 041 -0.16 -on
7 5 5 078 -033 0.34 151 05 -001 031 113 079 -03 116 012 003
8 % ) -087 086 -06 05 049 003 -036 088 0.39 -029 012 0.02 -007 m
9 17 7| -049 048 -0.28 055 03 0.1 -041 12 03 -031 o1 -0.14 -027 g
10 @ E 039 11 02 031 028 0.1 -0.09 156 on -028 0.1 -0.09 -0.31 §
n 9 9| -0.06 095 024 -108 025 012 on 11 0.44 -007 -0.413 -0.06 -015
12 110 10} 027 on -0.86 -0.87 0.15 019 -0.06 109 05 026 039 034 -009
13 1 " 02 052 -0.77 -108 008 03 008 118 06 -002 019 027 -046
14 2 12 0.1 062 -4.38 -0.88 -007 021 014 087 063 011 0.05 -0.19 -074
15 13 13] -038 081 -027 -122 -0.04 02 005 -003 0.44 -001 o1 -037 -084
16 14 14} 001 072 02 -104 -001 03 014 0.6 0.07 -001 037 -048 -06
17 s 15) -0.62 019 -0.06 094 -0.13 023 00 -0.22 0.07 007 0.34 -06 -065
18 116 16} 078 025 -0.16 072 001 03 01 0.18 0.09 007 -033 -04 -08
19 7 17| -0.65 -186 148 072 0 021 035 -069 0.06 024 -061 -036 -072
20 8 18] -1.14 004 034 -026 0.15 021 03 -059 0.15 021 -0.68 -007 -074
21 19 19| -0.59 017 0.66 057 023 024 -0.12 -0.94 -0.02 023 -1.05 009 -084
22 120 20} -059 063 0.17 057 023 031 044 115 0.11 017 -1.38 017 -0.86
23 21 21| -1.04 043 01 138 028 026 038 -1.09 -0.16 032 -1.38 -013 -091
24 12z 22| -266 041 009 086 072 018 -04 -034 -013 03 074 015 -078
25 23 23) 069 341 219 -0.16 -049 014 -286 -082 =001 086 -136 064 097
3 >
@ No issues

XEHTERF, Class ID (XMERAULRBWTLZEL,
T )IWERKEFIC, Block DFEENTETRRDET,

(F¥#(F P.25~)

Copyright Infocom Corporation AEROEMTERBLUVIRAFEUASNTUVET

5




RIFFEZIEELT, /M- P& TLET .

O cHEHITER X
1 > PC » TATMYT » FLLIANS- v O »
=B~ HLWIALS- = @
~ ——
O pC " En ExHE &8 PLPS
B 3D ATIIO
. .
&+ F9vn-F
W FA7 S
T74l-&(N): | MOCA_procia.usp -
T NOEH(T: | SIMCA project (*.usp) ~
— .
A TANS-DEER [ #me ||| #wtn
. — S— —
Ty MIRRENF
EDAFNET 52y MiFRIR 9,
© [ [ 12 9 + moca prociausp - siMca — 5 o
Home | Data  Analyze  Predict  View  Tools  Developer N/A S Send feedback & @
E B ™ | |
FF & oA %
‘e B o Gl & WG 1 LTV S
ia /
Project Dataset | New Model Create
B % type (] [ .
Project Workset ® Model ® Diagnostics & interpretation Plot/list
X
Dataset - process -8x
1 2 3 4 5 6 7 8 9 10 1 12 13 14 15 ~
+ e 20 S e 0 0 0 0 0 i 0 s ) i 0 S e ]
2 Block xin xin xin xin xin xin xin xmd xmd xmd xmd xmd xmd
30 1 047 -166 -0.19 194 007 454 -0.09 07 -031 078 01 027 -0/
4 12 2 005 -0.83 0.04 075 0.25 -0.02 -06 075 -032 061 -032 03 -0 4
5 8 3 -058 -021 -008 089 034 012 -0.86 077 044 058 015 019 -0
6 t4 4 -09 0.11 0.16 143 045 0.13 -041 011 09 078 -02 041 -0.
765 5 078 -033 034 151 05 -001 -031 079 113 079 03 116 0
8 16 6 -087 -0.86 -06 0.5 049 0.03 -0.36 057 0.88 039 -029 012 0.
9 &7 7 -049 048 028 055 03 0.1 04 053 12 03 -031 o -0
10 8 8 -039 11 02 -031 0.28 -0.1 -0.09 033 156 0.11 -0.28 0.1 -0
1w 9 -0.06 095 024 -1.08 025 012 01 012 11 044 -007 013 -0
12 t10 10 027 0.11 -0.86 -0.87 0.15 0.19 -0.06 -0.03 109 05 -0.26 039 0.
13611 11 02 052 077 -1.08 008 03 008 011 118 06 002 019 0:
14 112 12 0.1 062 -4.38 -0.88 -0.07 021 0.14 -0.11 0.87 0863 0.11 0.05 -0. 4
15 113 13 -038 081 027 122 -0.04 02 005 -1.08 -003 044 -001 o -0
16 t14 14 -001 072 02 -1.04 -0.01 03 0.14 -1 -0.16 007 -0.01 037 -0+
17 115 15 -062 019 -0.06 094 013 023 001 -101 -022 007 007 034 -0
18 t16 16 -0.78 025 -0.16 -0.72 0.01 03 0.1 -1 -0.18 0.09 007 -0.33 -0 qd
19 617 17 -065 -186 -148 072 0 021 035 104 -069 006 024 061 -0
20 t18 18 -1.14 0.04 034 -0.26 0.15 021 03 -1.02 -0.59 0.15 021 -0.68 -0
21 119 19 059 0.17 066 057 023 024 012 -136 -094 002 023 -1.05 ol
22 120 20 -0.59 063 0.17 057 0.23 031 044 -135 -1.15 -0.11 0.17 -1.38 0. o
< >
<3|
+

UET . F-9ybDTTTI,
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2. MOCA ®FIWV&{ERLT S

5 DETE

Home > New Z/fz(E “Click here to create a new one” Z7UvJU%E9,

O [ ") = Moca_prociausp - SIMca
Home Data Analyze Predict View Tools Developer

e E .
Q B B q o e > o im |
Project Datasflt  New Model
rojec atasy ew x wsg? o

s (
SR Wk 4

Diagnostics & interpret

o

Project Workset ] Model

e MOCA _procla

There are no models available
Click here to create a new one

Multi-block Z#IRU. RAZIIWILET

A Workset [m| X
[=]
P
=
=
What kind of model do you want to create? As model - =
.
Y 2
L 3 |
Overview Regression Class differences Hierarchical models
PCA PLS or OPLS DA or dass models Scores or Residuals
Generic
Generic model
Any model type
Tabbed mode <RE3(B) TAN) > Footll - AT
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Variables (Z#) OFFEZULFI . ELEITIANIDLIC, 2T X THELFI.
“Time” (FETIOVERICFERLRVDT, Exclude LFT.

5/ Workset

o x|
5 | cuicknfo »
Variable | Time : i
Variables: included: 34 (X=34, Y=0), excluded: 0, selected: 1 L
R e ol X 4 HEgEm =
T
X "“51 v L, CE B R S - S S —
= 4 Workset
X xin_2 Exclude
Xon 5|
X xin_4 Blocks:
5 - ]
;:::‘6 ez Variables: included 33 (X=33, Y=0), excluded: 1, selected 1 1
X xin_7 : | " X E
X xmd_1
::E_i X xin 1 | ¥
X xmd:“ X xin_2 Exclude
X xmd_S X xin_3 e
X xm.j’a X xin_4 Blocks:
X xmd_7 X xin_s Setblock v
X xmd_8 X xin_6
< > v X xin_7
X xmd_1
Find Variable ID... o X xmd_2
X wmd 3
X xmd_4
Tabbed mode <E3() Frvll ANT X xmd_s
X wmd 6
X xmd_7
X xmd_8 v
< >
Find Variable ID... yeary
Tabbed mode <E3(B) AN > Saaull AT
<
. ~ .
Set block > Set block from variable ID H5 Block Z&RU. OK Z2JUvIULET.
Workset O X
£ | Quickinto
. . MOCA_procla =
Variables: included: 33 (X=33, Y=0), excluded: 1, selected: 1
Variable ID | i | ~ X Select any included variables to
display Quick Info
Firne
X xin_1 L
X xin_2 Exclude
X xin_3
X xin_4 Blocks:
X xin5 Seiblock ~
X xin_6
X xin_7 !
X xmd_1
X xmd_2
X xmd_3 . .
X st Primary ID setblock fromyariable 01 Set blocks from variable ID *
- Block
X xmd_5 e ——
X xmd 6 Please specify the position in the ID name.
X xmd_7
X xmd_8 v
< > .
Start position: Length:
Find Variable ID... 2
Sample: |ﬂ
Tabbed mod: =3B RN E , N -
abbedmeds SEED ||l Frotl W7 P Length = -1 means 'until end of the string',

Cancel
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Block W& EEN L ZMERL IRANZIIYILET .

Observations (U>F)V) OFEEZLFT . I TIHFTERTEOKEIHDIFE A RAZIIWILET,

% Workset m] *
5 | Quickinfo
Variable | xin 1
Variables: included: 33 ( ted: 1
Variable ID Black 3 ~ [ x | < lilsitegien
Firne - 7
X xin 1 = s
o ‘2
X xin_3 xin s
X xin_4 xin Blocks:
X xin_5 xin Set block 4
X xin_6 ®in o
X xin.7 in -3 -21-12-03 06 15
X xnd 1 xmd 4 Trend
X xmd_2 xmd
X xmd_3 s 3
X xrd_4 o X
X xmd_5 xmd B
X xmd_6 xmd ;
X xmd_7 xmd )
X xmd_s s -2
X xmd_9 s e 3
5 1525354535657585
—
Find Variable ID...
| " e ’OIE| 4 Statistics
N 92 ~
| bbedmode | | <Eam || maaws || =7 | wewwn | [ Ao Missing value — 0(0%)
<
e——

45 Workset

[m] X

Observations: 92, included: 52, selected: 1
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<
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Summary BETE>ETIVIAT. 3% (variables) . Y2 (observations) . JOVIEBLURT U
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Model type /' “One MOCA model containing all classes” (CERTESNTWVBILZMEERL. 5T T 20w ILFE

ER

85 Workset ] X
& | Quickinfo ’
Fitting the model =
Summary You have now specified a -

workset and the next step is to
fit this model so that you can
analyze and interpret your

The medel you have specified is a MOCA model.

The medel has 92 cbservations and 33 X-variables. The variables are grouped in 3 blocks.

data.
Scaling Model type
UV 23 variables Based on your selections and

initial chjective, there are
different model types available.
Select the one you want to use.

Fit model

Select how (or if) you want to
fit the medel. Autofit will use
cross-validation to decide how
many components are
appropriate for your data. You
ran alwavs channe the numhber

EEEEAT I O e MOCA model containing all classes Madel options

Fitmodek  Autofit model ~|

Tabbed mode | | <m3m zm> [ =7 || syl | ALT

SIMCA NEEIICRBERET IV ESTEL. ET IV ZERRLET,
MOCA T(Z Summary of Fit DfXHNIC. R2 Overview(F5XK)U1> RINRRINET,

© ¥ I [ ) ¥ Moca proctauspt - siMca —

Home | Data  Analyze  Predict  View  Tools  Developer Active model: | M1 (MOCA) ~| &7 Send feedback & @
B Newas - ] H M T first kS ﬁ
: fo o & WY "mm @

03] edit -

Project Dataset | New p— Statistics Compare | Model  Autofit _ summary Scores  Score  Loadings Create
. X Detete - B odels | type~ © Remove “orfig- . comelation~ . .
Project Workset w Model N Analyze Plot/list
© wmoch procta M1 Data Explorer 4%
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earance =
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Axes ‘ Legend ‘ Styles ‘ Titles
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W R | [Segoe Ul -]
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4 N g
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Title:
04 R2 Overview - MOCA procla (M1, M
07
061 4 Footer
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Title:

e
=
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a

o
@

[ Timestamp

e
v
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°
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Auds X & Format plot...
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) NMERITREINET, CCTEREERIIR RELIFROT. 3 20JOVI(CHUET Joint THERENZETILA
YERENIZCENDNDET

R2 Overview - MOCA_procla (M1, MOCA) [ R

1- B Ra2xitz]

] DEZIE

0.9 [ R4
0.8

0.7+

Xin xmd y

Ffz. BIOWwION-ANICRBZ RS, MEBINZRD O ERUET,

EBORRDEATINIIITDE, ZORDCHBITDEETED R2 DiEZRB3IENTEET,

BIZ(E, —BTFEO R2X[1]125TINIUwI3E, xin TOVITIE xin_1 MFHIZOMD LI SLTWRTENHMD
9,

R2VXj Blocks - MOCA_procla (M1, MOCA) —R2VXj[1](xinlI
xin xmd — R2Vj[1)(xmd]
1 y — RV 11y
08 08
R2 Overview - MOCA_procia (M1, | =06 =06
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~ ~
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0.5
04
037
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Project D1~ RODEFTIVITZATIVIUYIU. Model D1~ RODFMEFRRUET .

© MOCA procla [M1]
— —

= - " PN P EVA= P
MOCA Autofitted 92 2020/01/21

IE5 T ARRRUEET VOFFE#Z RN TEET.

© Model M1 -0 x
Model type: MOCA, observations (M): 92, variables (K): 33 (xin=7, xmd=18, y=8)
Title: Enter model title Workset Options
Component R2X R2X(cum) R2X R2X(cum) R2X. R2X(cum)
Blocks xin xmd y
@ Global Joint
Joint components 0415 0.599 -m e
(BHEEH)
1 19z .19z 0.278 0.278 0.202 0.202 +
2 0.178 0.456 0,245 0.45
3 0.223 0415 0.0694 0,525 Local Joint
4 -- -- 0.0738 0.599 o119 0.569 N2 Y
(—EPLEZ )
Unique components Q Q il

4> ROT(E, TOYICE Joint & Unique ENENDRD TESNIE 5K R2 ERFEFT 5K R2(cum)HFER
EnFd.

FIZ(E, y TOvI0 Joint B9 Tld. R2 DFEIFEE 1 A5IHSIIEIC 0.202, 0.248., 0. 0.119 &30, RIET(E
0.569 £hFd (HH D) .

Fe B2y (RHR@) TE. xin TOYIHNRR 3 EL THMEINTORLS, CORDE xmd &y @ 2 TOYIT
N—EPHIEZES) (Local Joint) THBZENDMDFET

DFD. £ Joint BRI O, D 1 KPP OHNETOYITOHEZE) (Global Joint) . 2~4 Rk F—EBH
BZE) (Local Joint) &LTHIEENTVBIENDNDFET

CO&SIC Model 74> RUTIE, BIOVY . BRDDIERZ—ETR3ENTIEETT.
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TOybeRRIBHIC. —ERVTVWBIERTOI(Y RIERHUET .
View > Close > Close all windows Z2UwJIU%d,

Home Data Analyze Predict View Tools Developer

v| Advisor Favorites v| Properties % E D] EE [.] % E

Audit trail ltem information [v] Quick info

Full Cascade Tile Til - St Spectroscopy
v| Data Explorer Marked items ‘What-If screen | windows horizontally verticglly | o windows~
S Windoly [ Closeall windows Fins
) T
Close all windows
Mumber | Model | Type | A | N R2X(cum) | Close all plots . 5
Close all lists Close all open windows.

FRAWTWEETOD1> RUNEAU. FTRIDESIAREERERDE T,

Active model [M1(MOCA] = 7 Send feeciack & @

HE
” Hs v
DR Orics Spectroscapy
Properties =

MOCA T(&. Home URIICT A TFORIVHFRRENET

Loadings
. correlation = .

Analyze
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Scores ZJUwHU. 22770y MR RUFET .
Z2A770v T 1 BREICEO IO RIREED D T RBATENTEET,

O ¥ K B ™ ~ procla MOCA.Lsp® - SIMCA

Home Data Analyze Predict View Tools Developer
] B New as - E:‘:‘:' E Ll 7.\
Eg B | B c o° o | <

5

Ha Edit - o
Project Dataset Mew B Delete ~ Statistics | Model = Autofit @ Summary | Scores Score Loadings | Create
- - type~ of it~ - corelation = - =
Project Workset [F] Model [F] Analyze Plot/list
Scores - MOCA_procla (M1, MOCA) @ tjlavg)(2]

Size proportionally to block differences

tjtavg)[1]
Ellipse: Hotelling's T2 (95%)

MOCA OZXI770YRT(E. TIAILRTEIOVIO Joint 7D tj(avg) hFRrREINFI,
RNOAZFEF, TOVIRITO, B TIALBDFS DEOKREEERUET, N\SWFOY > TINERTOvITEEFR UAL
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EHOII7T0y =)L, Properties 47 > Color by > Time TB%ZZELFT,

Scores - MOCA_procla (M1, MOCA)

Colored according to values in DS 1. Variable(Time)
Size proportionally to block differences

tji(avg)[2]

DS1.Time Properties ax

Properties v =3

Component: 2 ~

30 Weadscomp: 1 v

4 Colorby

60 Default coloring

Variables -
= L]

xin_2
xin_3

xin4 Kk differenc

20 %in_5

tiavg)[1]

Ellipse: Hotelling's T2 (95%)

xin_6

T 1 -
xin 7

2 25

xmd_1

4]

Missing

& More options

YIATZAA7 IOV MOLTOEZIEIRL. Marked items 47 > Line &JUwIULFd,

Scores - MOCA_procla (M1, MOCA) DS1.Time
Colored according to values in DS1.Variable(Time)
Size proportionally to block differences
80
— 60
[l
=) 2 ) = MoCA_procia.usp™ - SIMCA Plot
E Analyze Predict View Tools Marked items
= 40 gl o
SRS @ @ v
v B EE =T 2T e
Plot Exclude Include Class | Labels Hide Show b
XObs - - all
20 Drill down Modify model Layout
-3 T T T T T T T 1
-25 -2 =15 -1 -0.5 a 0.5 1 2 25
tjtava)[1] 0
Ellipse: Hotelling's T2 (95%) Missing
MOCA_procia (M1, MOCA) DS1.Time
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Colored according to values in D$1.Variable(Time)
a0
60
40
20
0
Missing
tava)(T]
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FRSNJz Line Plot L THAYUY) > Properties %3&iRU. Properties OBEEZRHEET,

TARDEDZE FTRODLIICEELET,

| Properties

% |

[m]
Data series  Label types  Item selection  Color  Transformation  Limits
Select data type: Variables and scores ~
Data: ftem: Variable: Comp:  CV:
Selected: 2 [scale
! Dat] ftem Joint comp Scaling Oifset Add series
K-axis M1 ~ | Num - 1 Q
Series M1 | tilavg) || 1 - 1 0
Series M1 -| tilavg) |~ 2 - 1 i
RBemove
Remove all
|
| [ Scaleo-1
Sl ERL) N

| Properties

3 7B Series %#EIRL. Remove %JUvws, OK ZJUvILFT,

| Properties

x

O
Data series  Label types ltem selection Color  Transformation  Limits
Select data type: Variables and scores ~
Data: Item: Mariable: Comp: QW
Selected: 2 [scale
| Data ltem Jointcomp | Scaling Offset Add series
K-axis M1 ~| tilavg) | «|1 - 1 0
T = : 5
Series | M1 »|tiave) [vla i 1 0 I
Remove
Remove all
|
| [ Scale0-1
Fovtll = AT

% |

[m]
Dataseries  Label types [tem selection Color  Transformation  Limits
Select data type: Variables and scores ~
Da [tem: Variable: v
Selected: 2 [ seale
! Data ltem Joint comp Scaling Offset Add series
X-axis| M1 | tilavg) | «|1 - 1
Series. M1 v Hlavg) vl v 1
Series | M1 ~ | tilavg) |w|2 - 1
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|
| [scale o-1 |
|
Fovtlh Ae A |
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Data series | Label types Item selection Color  Transformation  Limits
Select data type: Varniables and scores ~
Data: ftem: Variable: Comp: OVt
Selected: 1 e
Data [tem Joint comp Scaling Offset Add series
X-axis M1 ~| tilavg) 1 i
Series| M1 | tilavg) 1 i
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|
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Z R R THRE(EN, BRRACEY> TINOREN ZHER I LN TEET,
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&’ 22
— oy Sl
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Loading Plot

Home > Loadings %Z/Uv4L. O—F4>4J 70y R RUET
A7y he@ERRIC. £TOvI0FI00-71>4 pj(all) HMFERENZET,

Home Data Analyze Predict View Tools Developer Marked items

g E= | E::?S'Eo > Wl m & 0

Project Dataset | New 3 Delete - Statistics | Model = Autofit @ Summary | Scores Scorg
- - type~ of fit~ - correlatigh -
Project Workset [ Model [~ Analygte

e

Loadings reate

Flot/list

Loadings - MOCA_procia (M1, MOCA) [ i
Colored according to classes in M1 W
1 | [
1 ‘xmdj
O’Bj md 6$.xmd_12
| @y
06 | y,4.
0a @6 @xmd_13
I~ N xmd_11
T 021 O:md 1l 0@y @10 @iz
5 |
= 0] xmd_16@ md 7
= 0o xmd_ 4@ @3 @xnd3
= ®:
0.4 Xt 15 @
0.6
0.8
-1 T T T T T T T T 1
-1 -0.8 -0.6 -0.4 -0.2 0 0.2 0.4 0.6 0.8 1

pi(all)(corn(1]

fitEd. 55 2 AT xin JOvIhSEEIN TORLES. COTOYRTE xin (B I3ZEHMNFR RSN TLEE Ao

% 1 BDICES5IBIEEUOVT, Loadings > Column THSATOYMNeRRL., HEERLEY .

e
Score Loadings = Create

-elation * —

Analyze Standard

Zl [ [ S

Scatter Line Celumn £
Loadings - MOCA_procla (M1, MOCA) Wi MOCA procta (M1, MOCA) Ds1.Time
Colored according to classes in M1 Wl xmd Colored according to values in DS1.Variable(Time)
| K
80
= I 50
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51 =)
& 2
= =
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-08
3 ]
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Loadings - MOCA_procla (M1, MOCA)

Colored accerding to classes in M1

pi(a\\)(corr}[1]

MOCA _procla (M1, MOCA)
XVar{xin_1, xmd_1, xmd_7, xmd_17-xmd_18)
ol _

B xin
B xmd
| K

9 gl = EE ¥ MOCA_procla.usp

Home Data
£

List Scatter Line Colum
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DS1.Time

0
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XVarlxmd_18)
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e
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FIEUT. 28 1 3 00-T1>Jh7LT0YNIT 0.8 LU EDABRE%IFD 5 Z#1%:&IR0. Variable trend plot

" - SIMCA

redict View Tools
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Frclude Include | Labels Hide
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Show gt
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Layout
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A7 AHEI TS

Z37#B8175 (Score correlation matrix) (. EFIORBEZFIVIITIHOY—-IL T,

Home > Score correlation > Score correlation matrix Z7Uw%. ZA7FEE1T5 2R RUET .

Home Data Analyze Predict View Tools Developer
g EF (B E > e & S
7] =, o i
E-;lq.ﬂm . g - ..
Project Dataset New Statistics Model Autofit Summary | Scores Score Loadings = Create
. ERDEIETE' N . type - -] of fit~ correlation ~
Workset [ Model [

Project " -
I [5=] Score correlation matrix

L — —_—

L
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CZTIRIJOv/EnIERER%RZ Joint & Local DRk CECREINTVET,

IEBFIEDERE. S'IEIEOHEAERL. LOKEZE(E, HEDEEEZRUET IIIIWITRRENZRKDD.
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BIZ(E, £ EOTREQFEE 1 BRD(CHIFS 3 TOvIDERERREZRL. @(EEE 4 3B 3 JOvI0EEIE
FeRUET . @TRETOANKREVDT, 2TOVITHIBOZE) (Global Joint) ZFFoTWSIENHERTEE
9., —. @T(E xin [ Joint DD EL TFREENT 3X0D 2 TOVITOHBRE%ZIFD. —EPHEZH)(Local
Joint) ZFF > TLBZENDNDET , CDE(E. Model D4R (P.12) THEHEERTEITLELLE.

Score Correlation Matrix - MOCA_procia (M1, MOCA) -1 --01
o e e e
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&L, ERHOIEIR (O, @, ©DR) LA THERIMEBENHESR TEIBE . TOTOVIICRERIMUBNSENT
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TZ#HEEI1TH (Score variable correlation matrix) Tl(d. EFJUMEDRHOEZEERS. FL{EANE
NEBZEEC DWW, VERRUTEET ILEDIBRERE{ZRZ AN B ENTIRET I,

e,

- BUETOERT -0 MOCA )L, HiF#OME (IL—LIEHR) COBMR
- IREAZYIRT —HD MOCA OETILE, IRIRE P ECFARBREDERKRT —5EDBF

BEEFREITBOICHENTI.

Home > New as &JUvwIUFY,

(5] i By ¥ MOCA_procia.usp® - SIMCA

Home Data Analyze Predict View Tools Developer
g E | Bl I . @ [
: = m
= o
Project Dataset New Del Statistics Model  Autofit : Summary | Scores Score L
. ER elete . type~ of fit~ . correlation~
Project Workset M Model I Analyze
Nid
\)
MOCA ZZIRU.RAE I ILET
3 Workset O x
seedons » |avickinfo
Multi-block =
‘What kind of model do you want to create? 1: M1 (MOCA) |
Block models are used to ~
1 model how different blocks of
¥ 2 variables for the same
3 observations behave in
. Th
Overvlew Regression Class differences ﬂie_rarchica\ models S:;::I\T::fc:r:’gr;:st‘iz b\o:k
PLS or OPLS DA or class models Scores or Residuals models are also often used as
base medels in hierarchical
Generic modeling.
MOCA - Multi-block
ﬁE Orthogeonal Compenent
Analysis - is a method that
Generic model simultanecusly extracts joint
PR information from the different
S blocks as well as any unique
information that is available in
each block. The resu\tmg o
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g |
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m} x
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-
Variable ID | Block | Info | Dataset - X 4 Histogram
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Home > Score correlation > Score variable correlation matrix z2UvyJ L%,

File Home Data Analyze Predict View Tools Developer Marked items
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Class ID #E&E I 5L, MOCA EFILOVERRICHER Block IO TEN TERRDET,

m EfR

Import EHET. Class ID Zi%7E

e 9- = SIMCA Im
Home Edit View

Add data Primary Secondfly |CassiB| Qffantitative Qualitative Date/Time | X-variable Y-
E observation ID observatidg 1D |15

Variable IDs Observation Data types Variable rc

Primary Il |__ Class 1D 3 4 5 6 7 8 9

Primary ID | Primary IDf§ [Obs. Sec. ID:1| | Aroma 1| Aroma2  Aroma3  Aromad  Aroma5 | Aromab  Ar

Secondary I] Block Judges Judges Judges Judges Judges Judges I

3 1 Product 1 |0.00402482 a 0.0241489 0 0.474929 0 0.04

4 2 Product 2 |0.00459514 a 0.0413563 0 0.0137854 0 0.03

5 3 Product 3 0.0037397 Ll 0.0445704  0.00186985 0.0243081 o 0.020

6 4 Product 4 0 a 0.0322749 0 0.107583 0 0.04

7 5 Product 5 j0.00319718 a 0.0287746 0 0.0191831 0 0.0

8 ] Product& |0.00608579 o 0.0486863 o 0.0182574 0| 0.008

9 7 Product7 |0.00302667 | 0.00605333 0.0605333 0 0.00908 0.0242133 01

10 8 Product 8 |0.00554241 0.0029712 0.0564529 0 000891361 0 o1

n 9 Product9 0.0106573 0.0213146 0.0639437 | 0.0373005  0.00532864 o o1

12 10 Product 10 |0.00718354 a 0.0431013 | 0.00359177 0.0502848 0 0.08

13 n Product 11 |0.00548309 a 0.0438647 0 0.0137077 0 0.04

14 12 Product 12 000192047 o 0.0460914 0| 000576142 0.00576142 0.04

15 13 Product 13 |0.00439072 a 0234903 0.00219536 0.0285397  0.00878143 0.08!

16 14 Product 14 |0.00418819 a 0.0586347  0.00418819 0.0167528  0.00418813 0.07

7 15 Product 15 j0.00281289 o 0.0261289 o 0.0337346  0.00281289 0.02

18 16 ——— 0 0] 0.0610215 0 0299005 0.00610215| 0.1

Workset > Variables O:%EBEE T "Block” DEIRNEZ. "Classes” HFRRSNTLET,
@ : Blocks h'& =~ IS>- : Classes h'&~

X

8 Workset o & Workset u} %
[=} [=}
P » £
z
5 z
Variables: included: 556 (X=556, Y=0), excluded: 0, selected: 1 B Variables: includec: 598 (X=598, Y=0), excluded: 0, selected: 1 E
Variable ID | info |~ X Variable ID | Info |~ X
X Aroma 1 X Phys/ChemD1 v
X Aroma2 U X Phys/Chemn2
X Aroma 3 p— X Phys/Chem03 o
X Aroma 4 X Phys/Chemd4
X Aromas Blocks: X Phys/Chem0s. Classes:
X Aromas [rT— X Phys/Chems
X Aroma7 X Phys/Chemo? A
X Aroma s ! X Phys/Chemas
X Aroma X Phys/Chemog B
X Aroma 10 X Phys/Chem10 Setall
X Aroma 11 Primary ID Set block from variable ID ¥ X Phys/Chem11
X Aroma 12 Block X Phys/Chem12
X Aroma 13 ————— X Phys/Chem13 —
X Aroma 14 X Phys/Chem14
X Aroma 15 X Phys/Chem15
?s »-\roma 18 v x fhysf?he\ms v
< > < >
Find Variable ID.. o Find Variable ID. o
Tabbed mode <F3(B) FAN) > Footll AT Tabbed mode < E3(B) FAIN) > Foutll ANT

Variables (3 Class s¥EDHE(EIRUVESD, 15 (RTEEET Workset ZiEHBL,
Block MsETENETNTULRLZ8 MOCA EFILAWERL TERL), EVDIT—HRREINET,

Workset [m]

s

ol

o AN

/I You need to specify variable blocks if you want to create a MOCA model.

7
The model you have specified is a PCA-X madel.

The model has 16 observations and 598 X-variables.

Scaling
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s
Variables: included: 598 (X=598, Y=0), excludedt: 0, selected: 1 =
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X
X
X
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X
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X
X v
< >
Find Variable ID. Plr
Tabbed mode <E3(8) RAN) > vl AT

Observations #J(CT. Ctrl + A T2TO Observation %3#iR. Set classes & "-" ((ZEL.
Set #UUYILEY , VI RIBERNMEZN SNz ERLET .

§° Workset a

x

87 Workset o X
o
Observati 5 2
Osevevjiptonan ronsform Lag  Expand  Scale | Spreadsheet & Overview Variables Observations Transform Lsg  Expand Scale  Spreadsheet <
. : : 3 2
Observations: 16, included: 16, selected: 16 B Observations: 16, included: 16, selected: 16 =
Observation ID Class Include QObservation ID i Include
Vi A
V1 =
V2 A Erlm= 7 — Exclude
V'3 A 3
V4 A 4
v's A 5
V6 A 7
VT A JT
V'8 A via
v B V9
v 10 B v 10
Vi B s
12 B V12
v 13 B 7
v 4 B v 14
v 15 B V15
Vv 16 B v 16
More » More »
Find Observation ID... 2|l setclss Find Observation ID. Pl setclass
Find class ~ |l Crass from obs : Find class ~|  Classfrom obs ID: v
Wizard mode | Model type: | Of sl || Fot ALT Wizard mode | Model type: [ PCA-X T oK ol N5

ZNIZED. Variables 970 Block s¥ERIONMEFLFT .
Z0FF Tabbed E—RDFETH. Wizard E—RICRUTH. HETHEDHDIENTIRETT,
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