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SIMCA18 Z##UFE T,

Start BIENZ5_ENBDT. Regular project Z7UvJUE Y, SIMCA TETOS 1) NEAITT —ADFHAIE
ETINOEEZITVET,

©= Start

Start
New

Open other projects

Regular project Batch project ® Spectroscopy project

Help

1% 3EIOSTI MFELEIN, SBRICEDE TLUBEIMBEDAZ1—FROANEND (VR AZ 71—
ge) . BANICEIEREIHVFRA. £OT Regular project OFIFEZEHEREVZLET,

Create Z0)vILET,

Regular project m

¥

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

you analyze/answer the following: O

- Overview of data and data qualification - 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 relationships between input and output 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 models created in SIMCA can also be used in SIMCA-online for continuous process monitoring.
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[] Downsize imported data B R

SIMCA FFHAALT —Hy MU, BEITT —Y0OREIHZERELEFT . 1I-Y—RITIEEI 2B E(CIREZZE
EIINENBDET .

E2h3L (UI-=T) 2000, FIeHERIRUES .,
Home > Secondary observation ID #9UwJ9 %L, 5 2 h3LH Secondary ID (GEESNE T,

/ . ¥ SIMCA Import - [1 FOODS_update Jpn]

Home Edit View
@ G 0O M E |

From From  Blank Spectral Primary Secondary
file~ database 1D~ observation |} 'observation ID

lass ID = Quantitative Qualitative Date/Time

Add data Variable IDs (o] _ Data types
1FOODS_update Jpn  X| &
Primary p  Secondary ID 3
Primary ID IN-7 ,

2 EqY R R 3

3 1HU7 IR 1 82 10 60 2 55 41
4 IIVA HRER 2 88 42 63 4 76 53
5 A504 RALIA 3 96 62 98 32 62 67
6 AIF- RRIVIA 3 94 38 48 1 74 37
7 WIEITR | RRILIA 2 97 61 86 28 79 73
8 1295 JUFY 3 27 86 99 22 91 55
9 mwmnj BB 1 72 26 77 2 22 34
10 A-ARUT | RER 2 55 31 61 15 29 33
1 AL FRER 2 73 72 85 25 31 69
12 A9-7A |dEER 4 97 13 93 31 43
13 TR LR 4 9 17 92 35 66 32
14 JIIT— JERR 4 92 17 83 13 62 51
15 J1v5yN |4 5 98 12 84 20 64 27
16 AR EIER 1 70 40 40 62 43
17 ?ﬂbiyrl Uz 3 30 52 99 11 80 75

ik
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E3N3L (F8RE) (3 OPLS RO Y ZEINET 2D T, SKFELFARROFIET Y-variable (CEELFY.

@

- ¥ SIMCA Import - [1 FOODS_update Jpn]

lg la L] [ Y E E BN = x] & "B w B RBR|&
From  From  Blank Spectral Primary Secondary  ClassID | Guantitative Qualitative Date/Time  X-variabie fvanaoie  Exclude Clear  Auto-format Save/load LED
filer database D~ observation D observation D+ formatting formatting~  import
Add data Observation IDs Data types Variable roles Exclude Formatting Import
1FOODS_update Jpn X
Primary 1D Secondall ID ¥ 4 5 6 7 8 9 10 11 12 13 14 15 16 17
primary 10| B Lol wE| [ 3 1vRgvRIt- WE L EWE ERTub S09A-T AT AYASURIWHME AR AEE YAT ALy ENey I
& B FER 3 EUl 49 88 19 57 51 19 21 27 21 81 75 24 71
3 15YF IR 1 82 10 60 2 55 7 3 2 4 2 67 71 9 46
4 PEPYS TR 2 88 42 63 4 76 53 1 23 1 5 87 84 40 45
3 AFT LS %p: 3 9% 62 98 2 62 67 4 7 14 14 83 89 61 81
6 KF- KxILTA 3 94 38 48 1 74 37 23 9 13 12 76 76 42 57
7 WZEITNG AFLTA 2 o7 61 86 28 79 73 12 7 2 23 85 94 83 20
8 I FUFY 3 a7 8 ag 22 a1 55 76 7 20 24 76 68 89 91
5 AL ek 1 72 26 77 2 22 34 1 5 20 3 22 51 8 16
10 A=AFUF  hER 2 55 31 61 15 29 33 1 5 15 n a9 42 14 41
L 4 RER 2 73 72 &5 25 31 59 10 17 19 15 79 70 26 61
12 [R9T-FY 4 4 o7 13 93 31 a3 43 39 54 a5 56 78 53 5
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15 [25vF R 5 a8 12 a4 20 64 27 10 8 18 12 50 57 22 37
16 |RRAY e 1 70 40 40 62 43 2 4 23 . 59 77 30 28
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EOOHILFIT—F (XZE) THOEEEIHHEFA.
Tty bOETENTE T URO T Finish import"z27UyIL., 4 >h— M TUET,

% ID BANCEEIEE ICRIEN R NEEEZ T [C[No issues INFRRENET . BIEN'DDIHE (L. EEAL
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Issue
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IGO to & 1 Invalid valuel

P Resolve all

! 1 warning
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2. EmMTA3Hh(PCA)
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Home > New #/fzlE “Click here to create a new one” ZJUvJUZEY,

B EH 5 = sxa-rurnm 1r00DS update Jpnisp - SIMCA - [1 FOODS: update Jpn

" Anaiyze  Predict  View  Tools  Developer  Add-lns

e
=l | a0 E | L = T R ey v Lo
E agl | o e P M | | ak SR haly Sk o
Project Dataflt | Mew Model : Create
. e~ e . .

Project wodset : heodel 5 Diagristics & interpretation Plaitlist

170005 update ipn 8F-FUTIA 170ODSupd.. X|

1 Click hiere to creste & now one ||

Overview (PCA) %&#IRU. RAZIIWILET,

8 Workset

What kind of model do you want to create?

~ Data Explorer [
Quick Info v i

This Winslaw is ot sUpparad by Quick 1Ak

Finish

1
X |Y 2 1|2]3 ‘—h
3
Overview Regression Class differences Multi-block Hierarchical models
PIS or OPIS, DA or class moadels MOCA or black models Seones o Resitduals

Generic

Generic model
Any model type

Tabbed mode

\II

L/ig-o

Q_JZODJI’)(Z Start. Variables. Observations. Scale. Finish "&RRESNBRWVGEFANFTDOT7AI>T

=110}
Xd
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) OREZLET X (FFRAZEEL. AL, [READERD, Y (FERNZEE. B, #EREBDFT. Y

Z#(3E)F (Regression) EFILTHS PLS, OPLS THIFALEY . AERZINSHN(L Exclude 27UyILT
BRIMNET

Variables (Z

[ Workset

Variables: included: 21 (X=20, Y=1), excluded: 0, selected: 1

Variable ID

Y R

X 3-b-

X AVAgy Ik~
X

X HER

X ERTub

X 1to5-2-7

X &7

X 452G HAE
X mEh

X e
Xy

X &l

X &7~y

X vl

X=uzy

X 1i5-
X3-#uz

X A1-Th

Info

Find Variable |D.

Tabbed mode

CC TR I RN I WILET

; .
5 Workset

< R5(B)

SN >

S S — > I

-

Variable | #5

13

4 Histogram

Include

Finish Froel

AN

o
; 5 |aickinto ’
Observation | FY =
Observations: 16, included: 16, selected: 1
Observation ID Ttk 4 Histogram
VY o
| | v 1507 L =xevee 8
v 753 6
o 1508 "
||V - i ]
||V Iy L
| v L9k '95' 18 55”45‘ .53. 78 93
|| Lk
v A-3MT
i
| 7 A 4 Trend
||V a7y 0
i T 80-
|| v - =
|| Pk o
| v andy
| PsE 2
o
| 2 46 8101214161820
|
4 Statistics
N 21 A
r—— Missing values 010%)
ind Observation ID... Pl Min 3
Max 91
- - " . - Mean 487142,
Tabbed mode <E3B) =7 Feol and
cd i L £ =

CCTHIBIRIER T RNET U ILET .

6

1357 98111315

4 Statistics

N 16 ~
Missing value 0 (0%}
Min 1
Max 5

Mean 2 ARTS

Observations (BBRIY>T)) OFFEZLEFT ABLRY S TILHHNIL Exclude Z7UvIU TN FT .

%
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“Will

Scale (RT-U>7 : REZEDHE?) ORFEELET AZERTLITIASBNL Type i UV (LB TVSIEZHER
LET (RT—=U2J(E MS XFROZIRT A% Eo IR CatBALZLET)

T ST ST ST ST £ | O o

Variable | # ww

m =

Variables: 21, selected: 1

Set scaling 4 Histogram

Variable ID S Block Modifier  Avg. Std. dev. Tpe:

xd-k— uv 1 78.56 2315 6

SAYAFYRI-E- wv 1 3925 2315 Tl st

* L3 w 1 785 1854 Block: 44

3: w 1 18 109 i

<ERTYh uw = 1 6067 1984 2

Nog-2-7 uv 1 49 1543 Block weight: ~ Set 0

©E3-7 uv 1 1831 2018 1/sqrt

AYRFYRIHAE uv 1 1275 9574 -2 -1.05-0.1085 18 275

A uv 1 2188 1398 Modifier: s

PAHEE uv 1 1588 1279 1 Set

AT uv 1 66.81 17.58

ALY uv 1 705 1403 setall

EIN-Y uv 1 4194 2326

xJyh uv 1 55.19 2259

B } uv 1 4231 3468 Read scaling...

*)(5- uv 1 7581 2091

KY=HY wv 1 69.12 26,85 ASTT T T

HY-Fi w i 5419 2884 13579111315

L= uv 1 2053 1898

xIURTTLuF uv 1 2175 2503 4 Statistics

THRE w - 1 2688 1195 N 16 =
Missing values 0 (0%)
Min 141157
Max 1.93437
Mezn 167638208

Scale from sec. ID » = =
Find.Variabje:b, el Show statistics Custom scaling »
Tabbed mode < B3(8) BAN) > Finish Frvtzl AT

RNEDIWILET
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nfocom

Summary BIETEETINAIAT (model type) . 2% (variables) . #Al{E (observations) . 27 —1)>
5 (scaling) HFREN. RIKEREITVET,
Model types Z# “PCA-X model for overview” (CE%TEU. Finish Z2)wIU% T,

D ST £ | ik o

Fitting the model

Summary You have now specified a
workset and the next step is to

The model you have specified is a PCA-X model. fit this model so that you can
analyze and interpret your

The model has 16 observations and 21 variables (X = 20, ¥ = 1). data.

Scaiing Model type

Based on your selections and
initial objective, there are
different model types available.
Select the one you want to use.

UV 21 variables

Fit madel

Select how (or if) you want to
fit the model. Autofit will use
cross-validation to decide how
many components are
appropriate for your data. You
can always change the number
of components later using the

Tabbed mode <E3(8) FAIN > Frvtl AT buttons found in the Fit model

Model type: maodel for overview - Model options

SIMCA W'BEN(CRBRET I ZETEL. TN ZERLET

Summary of Fit - 1 FOODS_update Jpn (M1, PCA-X) [l R2X(cum)
m [l Q2(cum)

0.9+
0.8+
0.7+
0.6
0.5
0.4+
03+
0.2+

0.1

Compl1] Compl2] Compl[3]

ZITI 58 3 ERMDFTETEINFL,
RIZOHD TENLFIDT—5ERUTVINDTFSHE(R2), BEIREREICLZFSE(Q2)2RLET,
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% R2 : HFERTTADHTEFNORIZRLET . MEBEDOHR THRIATSLEBDOEIEZLHL. 0.0~1.0
TRENET . 1.0 NEERHETEIDICRDET

Q2 ' REKRICLDZFSRERUFT  RERIELRFT —IO—BPEBRIL TETIVZERRL. BRONIET —5%
RREET —HEL TGHIEL F Y. N2 EREUTL. FHEHLIZE0%Z Q2 ELTEHLET,

ZZEIREE (Cross Validation)

E]S!
2[E1H
3EH
NS
5[EIH

HCR2> Q2 &3hF T, MATVHELITIBINT B ET N RIFEENET,
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Home>Scores #7UvHU., 22770y~
Home Data Analyze Praclict View Tools Developer Add-ing

del | M1 o @
d -5l ] B b i i Twvo first sl
=g E i e = "
LE = on NN =
woject Datas v fes fodel  Autafit Summary | Qvery Creata
’ B type- ©remove i
Proj wiodsl i L
8Fa-FUTIE 1 FOORS Up. Summary of Fit [M1] Scores M1] - X| ~ Data Explorer ix
Scores - 18F1-FITILH 1 FOODS_update Jpn (M1, PCA-X) Scores
Companent:
Xadscomp: 1
4 Labels
4 [ ES
4 Color by
@ P Default ccloring hd
o @ - 4 Sizeby
A
@Rk @
B ®
® e
@2
[ e
® [ Z¢ ¥
FAUTHF
® ®is [ T
L kol
3
3 a
01
2, Ellipse: norelling's 72 (955}

B Wove propeties

Z770y RT3 1E8H t[ 1D T —ADEBDENRALBDLICRDSNTEE 1 ERRT . Hitdh t[2]H%E 2 DL

UC TIAINTIFRESNTVET

BYINEISA(CITRIN-T )BT ZLEFET  BiEAIRC Data Explorer MRREN TRWMEE(FRTY

JOvk ETHEIIYIL Properties ZiEIRLET

Scores - 119F00DS update Jon (M1, PCAX)
3
-
g °
o
b Ao
® R
o 0
.
°
e @
2 o
°
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Data Explorer > Color by N5, JI—J%iEIRI 3L A7 Oy hTHY TV EAITENET,

Data Explorer ']

x

Scores - 119F00DS_update Jon (M1, PCAX)
ot scaring 19717

Scores =

1]

Component: 2
Yewds comg: 1
4 Labels

nary 1D

JI—=TZt (CTTEHTED) (ANARRN DB EN R TEFT .

VAR(CHmERS
SIMCA Tld 3D TOERRIDZETIAARRNICTH Y TIE -0 xR ARBIENBIGETT .
Home > Scores > 3D #7UwH UL TLIEEW,

FH 2 ") T 1ex2—FU7ILA 1 FOODS_update Jpnusp* - SIMCA - [Scores [M1]]

“ Home Data Analyze Predict View Tools Developer Add-Ins

id 55 LB S Newas - EU E;:‘_;’e :‘ E ;:f:;ﬂ{si [T :ﬁﬂ $ Bt m -—J: o

ES edit ~

By
Project Dataset MNew . _  Statistics C Model  Autofit Summary | Overview |Scores Loadings Hotelling's DMod Create

- % Delete = type ™ @ Remove of fit~ = = T2~ - =
Project Workset (= Model (7 Standard lot/list
18F1-FUFILAE 1 FOODS_upd... Summary of Fit [M1] Scores [M1] X ik P .,H...
Scores - 18F1-FUTIVFE  scatter Line Column 3D *
Cc
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6-3
4 -

3 )
TS 0
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- UEricwy b
S
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“ Home  Dats  Analyze  Pradicc  View  Tools  Deusloper  Add-ins Active model: M1 (PCA-X] ~a @

B & Eorem i

Project Dataset > Model  Autoic Summary | Ovenview  Score} otelling's DMod o Create
g th Delate type~ @ Remove "o~ & 27 o ¥ 5
Project Workset . Medel " Dingnastics & interaretaticn Plotlist
—
18F3-FUTAE 1FO0DS Upd.. | Summayoffit M) | Scoes M) | Loadings M1l X| -

Loadings - 18 1 FOODS update Jpn (M1, PCA-X)
04
@LUAITLIE

L Tt

@R

@137 TRl T
o1 @R

@7z ®F

[ Zes

a2

@k [ L8]
®U-7iL Sk
L =5y
[ = [ Eoiie
@YAT
@1 sk
@737

A @5 T

03 02 o1 0 o1 02 03 nd

L)
R2x[1] = 0,317, H2X[2] = 0.182

£ 1D p[1] TREOEEEDHEENMEVONEFRFT  Home > Loadings > Column 27w LEY .

FEH 2T era-rrm 1 FOODS_update Jpn.usp* - SIMCA - [Loadings [M1]]
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