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|1 7—5tur
ETIBRDHDT —HEekHAHES o

T =5ty b D%
dif ERTRHELFI,
J74)V4% : [Dataset - NIR Calibration samples.dif]

128 RADORRBZNFYT>-BOTINHFS NIR GEFRIN) ZRTMLT—HTY . 5 D OREWT AN
6 ERPETEMEN. FERELT 128 O¥RB > IILAMESNELIZ.

£H>T)TDWT, 1100~2500 nm (699 OZE#R) DEEET NIR AR MUAEEEINFEUZ. 5 D20 Y %
(X, ZREMCHIBH35FT>0fESRE (Lambda. Kappa. Iota. Mu 8&U Nu) OHEBEEE2RLTVET,

H>7): 86 B> FILD NIR T—4
ZE: ARIMNVT -4 (XEE) . &h35H59478uE (Y EE)
B#: 1) ZARINLT—A08EREZT70v s (PCA)

2) ZRINVT=INSENST T 21T O E2 F RIS 2EIEETILOIER (OPLS)

&% : h357F> (carrageenan) (CDWT

FORAENSHIH SN ZHER T I . DR TTINZKL. BREOMOTETY IULE, 18#F], BT EX
REELTEONE T, $TRFADIEVCLD Lambda. Kappa. Iota REDFEFAN'HDE T, TNENHEIE. )L
{EHEREDYIENERDE T, HIZ(E. Lambda (& Kappaphycus cottonii  (AAFUHAE) HBESN.
SRV ILDYERENE T,
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T =AYb > MR-k

SIMCA18 Z#EELF T,

Start BENZ5_EHNBDT. CCTld Spectroscopy project Z7UvILET
SIMCA TIOZ 1Y MBI TT — DG HAFHEET IV OIBERITVET,

O Start

Start

New
Open other projects

Regular project Batch project ® Spectroscopy project @, Omics project

Help

Open
Options

)
P‘ Open

Q4 BOTOS I MEELES I, BIRICADE TLUBSMEEDN = 1—F 5 (URVA=1—) OHZENHET.

Create Z0UvILET,

Spectroscopy project
Create
Spectroscopy projects are created from spectroscopic data with wavelength, or similar numerical ~

variable scale, and benefit from easy plotting, modeling and analysis for objectives typical for
spectroscopic data.

Cancel

[ — B
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[Joon't show this dialog again
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RABLTWT -5y b eisEL T, BEET.

EE - FLLTA NS~

o DAuls FOEZ
@ Onelrive - Personal
0 pC

RSN

« v A » PC » DATA (D:) » Data v O Datalig=

| | Dataset - NIR Calibration samples.dif

J74)V#&(N): | Dataset - NIR Calibration sample +| | All files ()

BE ~

[] Downsize imported data =EA(0)]

o @

Frutll

Text Import Wizard h'BE% 9,

Choose delimiter

Choose the delimiter that separates the columns in your text file and watch what happens in
the preview window, Press OK to import the file,

Preview:
Col1 Col 2 Col3 Col 4 Col 5 Col 6 Col7 Col & G
Primary ID Lambda Kappa lota Mu MNu 1102 1104
<001 724839 176054 176112 O 00789196 0.232852 0.233062
<002 54.5338 20,1825 158738 O 2.98644 0.24379  0.2430986
<004 36,4461 567274 322582 O a 0.248471  0.248655
<005 36,4891 43.3087 604192 B.45358 0.833451 0.244078  0.244216
<007 36,5039 215745 436747 O 8.9958 0.23456  0.234756
<008 18,2851 56.8748 20,0964 O 00796344 0.234125 0.234304
<010 18,2993 200862 523056 O 0.239089  0.237656 0.237848
<011 183083 32,0632 324738 4.24155 643388 0.244017 0244972
<013 183176 366662 243673 127312 1.33496 0.244787 0.244914
o014 18,318 13,7943 46,0211 4.24381 9.44674 0.245626 0.24579
<016 ] 57.1907 344935 0 3.09466 0.23818 0.238372
<7 a 61.9856 23.7901 &.50813 0.9188 0.233844  0.233983
<019 a 42,5128 20,0578 B&51144 099916 0.239089 0.239216
<020 a 55.232 252202 127698 1.33901 0.236682 0.2368
o022 a 13.3104  T0O.B721  4.25651  0.7359721 0.221972  0.222145
£ >

Encoding: Central European (ISO-8859-2) 3
[] Remember selected encoding
I Fovbll R AT

AEMERL T, “OK" 27Uy ILFT .
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Lambda h'5 Nu FTOASLZIUYIL. SIEHaERUET .

Home > Y-variable 29Uy 9 3L, EEINEAS LN Y BEUSGGEESINETD.

- ¥ SIMCA Import - [Dataset - NIR Calibration samples]
Home Edit View

& 6 O A =

From From Blank Spectral Secondary

file~ database ID~ observation ID

Add data Variable IDs Observation IDs
Dataset - NIR Calibration ... X
Primary 1D Y Y Y Y Y 7
Primary ID| Primary IDJ|__Lambda] Kappa Tota Mu Nu 1102

2 c001 724830 1.76054 17.6112 0 0.0780196) 0.232802
3 c002 54.5338 20.1825 15.8738 0 2.98644 0.24379
4 coo4 36.4461 56.7274 3.22592 o Off 0.248471
5 c005 36.4891 43.3087 6.04192 8.45358 0.833451|| 0.244078
6 c007 36.5039 2.15745 43.6747 0 8.9958 0.23456
7 c0og 18.2851 56.8748 20.0964 0 0.0796344)1 0.234125
8 c010 18.2993 20.0662 52.3056 0 0.239089) 0.237656
9 c011 18.3083 32.0632 32.4738 4.24155 6.43388|1 0.244017
10 c013 18.3176 36.6662 24.3673 12.7312 1.33496) 0.244787
11 c014 18.318 13.7943 46.0211 4.24381 0.44674) 0.245626
12 c016 o 57.1907 34.4998 0 3.094606 0.23818
13 c017 o 61.0856 23.7901 8.50813 0.0188f| 0.233844
14 c019 o 43.5128 39.9578 8.01144 0.99916) 0.239089
15 c020 1] 55.232 25.2202 12.7698 1.33901|] 0.236682

Quantitative Qualitative Date/Time

8
1104
0.233062
0.243986
0.248655
0.244216
0.234756
0.234304
0.237848
0.244172
0.244914
0.24579
0.238372
0.233983
0.239216
0.2368

Data types

9 10
1106 1108
0.233211  0.233345
0.244146  0.244303
0.248802 0.248933
0.244325  0.244407
0.234912 0.235061
0.234449  0.234582
0.238005 0.23816
0.244203 0.244301
0.245012  0.245084
0.245913 0.24601
0.23853| 0.238678
0.234088  0.234172
0.239319 0.239402
0.236884 0.236963

&

X-variablg Y-variable | Exclude
variable roles Exclude
11 12 13 14
1110 1112 1114 1116
0.233474  0.233615 0.233812 0.234018
0.244437  0.244598  0.244805  0.245022
0.249053| 0.249187 0.249373  0.249579
0.244467 0.244554 0.244671  0.244807
0.23519| 0.235339 0.235539  0.235753
0.234703 0.234836  0.235026 0.23522
0.238291 0.238445 0.238648 0.238863
0.244474 0.244568  0.244721  0.244888
0.245134 0.2452  0.245303  0.245425
0.246111  0.246211  0.246367  0.246536
0.238801 0.238952 0.239151 0.239362
0.234239  0.234326  0.234437  0.234567
0.23946| 0.239534 0.239634 0.239752
0.237015 0.237073 0.23718 0.237281

T RIFREREPCEAREB D ZARI NMLT=FEU TR 1 5B %EIRL. Home > Spectral-ID>%4)vJULT

HELET

CER

Edit

View

EREREN == =

¥ SIMCA Import - [Dataset - NIR Calibration samples]

A

7
1102
0.232892
0.24379
0.248471

Quantitative Qualitative

X-variable Y-variable

EERgRE

Exclude Include

fEE D Spectral-ID & AFLET,

0.245626

0.23818
0.233844
0.239089
0.236682

From From  Blank Primary | Secondary| Spectral
file~ database variable ID variable Ily D~
Add data Variable IDs Observation IDs
Dataset - NIR Calibration s... X
Primary 1D Y Y Y Y Y

| primary ID|[Primary ID| Lambdal Kappa Iota Mu Nu|
2 c001 72,4839 1.76054 17.6112 0 0.0789196
3 c002 54.5338 20.1825 15.8738 o 2.98644
4 c004 36.4461 56.7274 3.22592 1] 0
5 c005 36.4891 43.3087
6 c007 36.5039 2.15745
7 c008 18.2851 56.8748
8 c010 18.2993 20.0662
2 c011 18.3083 32.0632
10 c013 18.3176 36.6662
11 c014 18.318 13.7943 46.0211 4.24381 0.44674
12 c016 1] 57.1907 34.4008 1] 3.00466
13 c017 ] 61.9850 23.7901 8.50813 0.9188
14 c019 1] 43.5128 30.9578 8.51144 0.99916
15 c020 ] 55.232 25.2202 12.7698 1.33901

Data types Variable roles

8 ] 10 11 12
1104 1106 1108 1110 1112
0.233062| 0.233211 0.233345| 0.233474| 0.233615
0.243986 0.244146 0.244303 0.244437 0.2445098
0.248655| 0.248802 0.248933| 0.249053| 0.249187
0.244325 0.244407 0.244467 0.244554
0.234912| 0.235061 0.23519| 0.235339
0.234449| 0.234582| 0.234703 0.234836
0.238005 0.23816| 0.238201| 0.238445
0.244293 | 0.244391 0.2449474| 0.244568
0.245012| 0.245084 0.245134 0.2452
0.24579| 0.245913 0.24601 0.246111) 0.246211
0.238372 0.23853| 0.238678| 0.238801 0.238952
0.233983| 0.234089 0.234172 0.234239| 0.234326
0.239216| 0.239319 0.230402 0.23046 0.230534
0.2368| 0.236884 0.236963| 0.237015| 0.237073
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Exclude

13 14
1114 1116
0.233812  0.234018
0.244805  0.245022
0.249373  0.249579
0.244671  0.244807
0.23553%  0.235753
0.235026 0.23522
0.238648  0.238863
0.244721  0.244888
0.245303  0.245425
0.246367  0.246536
0.239151  0.239362
0.234437  0.234567
0.239634  0.239752
0.23718 0.237281



Lambda 15 Nu FTHXFFTHBH. SIMCA SIS —Avt—IHFEEBENET,

9 - ¥ SIMCA Import - [Dataset - MIR Calibration samples]

Home Edit View

Hle 1 B BE A

o

0 Primaty varisble ID has not been specifed. Unless specified, it will be sutomatically generated.

» Resolve all

c]
From From Blank Primary Secondary Spectral Quantitative Qualitative X-variable Y-variable | Exclude Include
file~ database variable ID variable ID 1D~
Add data Variable IDs Observation IDs Data types Variable roles Exclude
Dataset - NIR Calibration s.. X (&)
Primary ID Y Y Y Y Y 7 8 2 10 11 12 13 14

Spectral I{[Spectral 1] _Lambda] Kappa Tota Mu | 1102 1104 1106 1108 1110 1112 1114 1116
2 c001 .74839 1.76054 17.6112 0 O.DM 0.232892  0.233082 0.233211 0.233345 0.233474 0.233615 0.233812 0.234018
3 c002 54.5338 20.1825 15.8738 0 2.98644 0.24379| 0.243980| 0.244140| 0.244303 | 0.244437| 0.244598 | 0.244805 0.245022
4 c004 36.4461 56.7274 3.22592 0 0 0.248471 0.248655 0.248802 0.2480933 0.240053 0.240187 0.249373  0.249579
5 <005 36.4891 43.3087 6.04192 8.45358 0.833451 0.244073 | 0.244216| 0.244325| 0.244407| 0.244467| 0.244554| 0.244671| 0.244807
6 c007 36.5039 2.15745 43.6747 0 8.0958 0.23456| 0.234756| 0.234912| 0.235061 0.23519| 0.235339| 0.235539| 0.235753
7 <008 18.2851 56.8748 20.0964 0 0.0796344 0.234125 0.234304 0.234449| 0.234582| 0.234703| 0.234836| 0.235026 0.23522
8 <010 18.2093 20.0662 52.3056 0 0.230089 0.237656 0.237848 0.238005 0.23816 0.238291 0.238445 0.238648  0.238863
9 c011 18.3083 32.0632 32.4738 4.24155 6.43388 0.244017| 0.244172| 0.244293| 0.244391| 0.244474| 0.244568 | 0.244721| 0.244888
10 c013 18.3176 36.6662 24,3673 12.7312 1.33496  0.244787  0.244014 0.245012  0.245084  0.245134 0.2452 0.245303 0.245425
11 c014 18.318 13.7943 46.0211 4.24381 944674 0.245626 0.24579| 0.245913 0.24601 | 0.246111| 0.246211| 0.246367 | 0.246536
12 c016 0 57.1907 34.4098 0 3.00466 0.23818  0.238372 0.23853 0.238678 0.238801 0.238052 0.230151 0.239362
13 c017 0 61.9856 23.7901 8.50813 0.9188 0.233844 | 0.233983 0.234089 0.234172 0.234239| 0.234326| 0.234437| 0.234567
14 <019 0 43.5128 39.9578 8.51144 0.99916 0.230089 0.239216 0.239319  0.230402 0.23946  0.230534  0.230634 0.239752
15 €020 0 55.232 25.2202 12.7698 1.33901 0.236682 0.2368 0.236884 0.236963| 0.237015| 0.237073 0.23718| 0.237281

<

Issues

Issue Select action
4 Sheet: Dataset - NIR Calibration samples (704 variables, 86 observations)
(50 [Gumy 1 SpecirallDmust be numerical Rename... | Exclude column | Split data

UHURHYS, #ZRERELT SIMCA hST —4%4531F3 Split data MEEINET . COEF Resolve all 29Uv%

FRET-INDIENFT.
4 Sheet: Dataset - NIR Calibration samples (704 variables, 86 observations)

(Go taug) 4 Spectral 1D mast b numericsl

o Primary variable 1D has not been specified. Unless specified, it will be automatically generated.

Ib Resolve all I

Rename... | Exclude column |

S|

x
7
Nu 1102

0 0.0789196 0.232892

o 2.98644 0.24379

Dataset - NIR Calibrations... X | Dataset - NIR Calibration s... @ Dataset - NIR Calibration s... Dataset - NIR Calibration s...
Primary 1D 2 = 4 5 6 7 8 Primary 1D Y Y Y Y Y
Primary ID|f I 1102 1104 Pri[Spectral 1] Lambda | Kappa lota Mu
Spectral ID Spectral ID Lambda Kappa Iota Mu Nu 1102 1104 2 001 72.4839 1.76054 17.6112
3 001 72,4839 1.76054 17.6112 o 0.0789196 0.232892  0.233062 3 c002 54.5338 20.1825 15.8738
4 <002 54.5338 20.1825 15.8738 o 2.98644 0.24379 | 0.243986 4 c004 36.4461 56.7274 3.22592 o
5 004 36.4461 56.7274 3.22592 o o 0.248471  0.248655 5 c005 36.4801 43.3087 6.04192 8.45358
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0 0.248471

0.833451 0.244078

8
1104
0.233062
0.243986
0.248655
0.244216



£F—-HD>— Mg TILIUvILT Dataset - NIR Calibration samples % NIR (.
Dataset - NIR Calibration samples (2)% Type [CZEEULFY,

NIR x| Type @
Primary ID 2

Finish import #7UyJ0U. SIMCA project (.usp) 771 IV ORFHLEIBELET.

Home Edit  View e @
[BFrom file - IPrimary variable ID [%]Quantitative ’j ’j [ =] Eo ﬁj
[ From database | [Z]Secondary variable ID [&] qualitative o * E2<E] T
[ Blank 2 Spectral 1D - ¥-variable Y-variable | Exclude Include . Clear B Finish

ormatting import
Add data Variable IDs Observation IDs Data types Variable roles Exclude Formatting Import
° — —

Home > Dataset Z/UyJUT. A >R—NIcT —Hy M RRLET .

B H B = Dataset - NIR Calibration samples.usp - SIMCA - 0 X

Home Data Analyze Predict Plot/List View Tools Developer Add-Ins /A o @

EIE m E‘ ,‘ a e b L ;: o :||.|.|‘ e , M %ﬁ

ProjecjDataset [Spectra | Calibration  New % Model Create

- wizard ~ type-~ -
Project Workset 7] Model I} Diagnostics & interpretation Plot/list
= ONR _ O x| =

2 3 4 5 ] i A ~
|m w2 ;e us e uw mn 1| m—————
2 Spectral ID 1102 1104 1106 1108 1110 1112 1 2 72.4839 1.76054 17.6112 0 0.0789196
3 cool 0.232802| 0.233062| 0.233211 0.233345 0.233474| 0.233615 3 coo2 54.5338 20.1825 15.8738 0 2.08644
4 c002 0.24379| 0.243986, 0.244146 0.244303 0.244437| 0.244598 4 c004 36.4461 56.7274 3.22592 0 0
5 c004 0.248471| 0.248655| 0.248802 0.248933 0.249053| 0.249187 5 c00s 36.4891 43,3087 6.04192 8.45358 0.833451
6 c00s 0.244078| 0.244216) 0.244325 0.2944407 | 0.244467| 0.244554 6 c007 36.5039 2.15745 43.6747 0 8.9958
7 co07 0.23456| 0.234756, 0.234912  0.235061 0.23519| 0.235339 7 c008 18.2851 56.8748 20.0064 0 0.0796344
8 coos 0.234125| 0.234304| 0.234449 0.234582 | 0.234703| 0.234836 8 co10 18.29403 20.0662 52.3056 0 0.239089
9 co10 0.237656| 0.237848 0.238005 0.23816| 0.238291 0.238445 9 011 18.3083 32.0632 32.4738 4.24155 6.43388
10 co11 0.244017| 0.244172) 0.244293  0.244391 0.244474| 0.244568 10 c013 18.3176 36.6662 24,3673 12.7312 1.33496
11 co13 0.244787| 0.244914) 0.245012 0.245084 0.245134 0.2452 11 co14 18.318 13.7943 46,0211 4.24381 0.44574
12 co14 0.245626 0.24579| 0.245913 0.24601| 0.246111 0.246211 12 c016 0 57.1907 34.4998 0 3.09466
13 c016 0.23818| 0.238372 0.23853 0.238678| 0.238801| 0.238952 13 c017 0 651.9856 23.7901 8.50813 0.9188
14 c017 0.233844| 0.233983| 0.234089 0.234172 0.234239| 0.234326 14 c019 o 43.5128 39.9578 8.51144 0.99916
15 co19 0.239089| 0.239216) 0.239319 0.239402 0.23946 4 0.239534 15 c020 0 55.232 25.2202 12.7698 1.33901

B ETT Ay b1 > IR— e T ERDFET

Q SIMCA TIRIEMEL 0D TERMUET . I RIBEEHRENET ., KRIEfE (Missing values) (&

EXI0ITRENFT
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|2 £manrPca)

FERD DI T —IORERZIRZET .

T ILOVERL

ETINEHTETD

Home > New W52 Fz(d “Click here to create a new one” #JUvIUEY .

¥ E /= Dataset - NIR Calibration samples.usp - SIMCA
Home Data Analyze Predict Plot/List View

EIE hfrlif UE:’@

VEY
Project Dataset Spectra | Calibration | New Ex
wizard - B

Project Workset [

Dataset - MIR Calibration samples

MNo models have been created
Click here to create a new one

Overview (PCA) Z#EIRU. RAZIIWILET,

Select data Observations

> ICTID ST -
What kind of model do you want to create? |:|

BN =R

Overview Regression Class differences Multi-block Hierarchical
PCA FLS or OPLS DA or class models MOCA or block models models

OJLT H3InD

Scores or Residuals

Generic model
Any model type

Tabbed mode <E3(B) Finish Fovtll N

Copyright Infocom Corporation AERIOEITERSSVERIFECSNTVET
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PCA OXIZRERDT -y MeIBIRLET . NIR [CFIVIZ AN RANZIIWILET

H Workset

Select data m Observations ﬁ ?

g)r
=

Specify which datasets to include and in which order to include them. °

Dataset | Size (Obs. = Var) | Details

IR 86 = 699

OType 86 x5

Tabbed mode | | <mam [ A || mesh | #wel || AT

Valiable (Z#0) 0OiTEZULET  ABRZEEHNGHNIL Exclude #IVwIL TRRINET .

Ml Workset

Variables: included: 699 (X=699, Y=0), excluded: 0, selected: 1

S———>

O 2N

>

Variable ID | Info |
i X 1102

X 1104
X 1106
X 1108
X 1110
X 11z
X114
X 1116
X 1118
X 1120
X 1122

W aana

|Find Variable ID-- ,OII”

| Include |

| Tobbedmode | | <mam [ mAm> || Fnish | | #wel | | AT

CCTRHMEEIRIFEE T RN WILET .

Copyright Infocom Corporation AERIOEITERSSVERIFECSNTVET
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Observation (A OFEELEIT ABRYITILHHNIE Exclude #7UvIUTBRNLUET,

fE Workset

Select data

Observations: 86, included: 86, selected: 1

S

Observation ID

~ Include

i/ ool

v coo2
v co04
V co0s
v coo7
v coog
v co10
Vv con
v co13
v 014

v 016
S o7

Exclude

Find Observation ID--

pelly

Tabbed mode

Finish

Foutl ML

OLT 3N

CCTHRIBIRIER T ORNZDIYILET

Scale RT—-U>Y : REZENDES) OREZLEFT ARINT—5%ERT2HE. DTt U
(ctr) ZERUTEEERT-)2I T 20N T, CDIBE. SIMCA (7 IAINTCINZEIRLTVET,
Type ' Ctr (LR TWB L= hE

fl Workset

sals RN WILET

Select data m Observations m & £
=%
£

Variables: 699, selected: 1 2
Set scaling
Variable ID Type Block | Mod...| Avg. | std.dev. | A|  fype
X 1102 Cir 1 0.2381 0.006755 0 v | | Set
X 1104 Ctr 1 0.2383 0.006751 Block
X 1108 Ctr 1 0.2384 0006745 zlock
X 1108 Ctr 1 0.2386 0006736 1 -
X 1110 Cir 1 0.2387 0.006728 Block weight: | Set
X 1112 Ctr 1 0.2388 0.006719 1/sqrt v
X 1114 Ctr 1 0.2389 0.006711 .
Modifier:
X 1118 Ctr 1 0.2391 0.006702
X 1ms Ctr 1 0.2393 0.006695 I:l Set
X 1120 Ctr 1 0.2396 0.006685
I . . e w et all
< > Scale from sec. ID »
Find Variable ID--- ol Show statistics Read scaling...
Tabbed mode < E3(B) RAN) > Finish Foull AT
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Summary BEE TEIREDOETILIAT (model type) . ELAIE (observations) . Z#% (variables) .
2T7=U>Y (scaling) h'FREN. =AEHERZITVES . Model types % “PCA-X model for overview”

(SR TEL. Finish Z9UvIULF Y.

fE Workset

O 43N

Summary
The model you have specified is a PCA-X model.

The model has 86 cbservations and 699 X-variables.

Scaling
Ctr 699 variables
Medel type: Model options
Fitmodel: | Autofit model v
Tabbed mode | | <Fa@ aam s [ Feish ) ween | AT

SIMCA FEEINCRERETIVEETEL ETIIVEZERLET . CITE, 38 3 Tl F CstEINELE.

Dataset - NIR Calibration samples [M1]
Mumber | Model | Type A M =K | R.2¥(cum) | R.2Y(cum) | Q2(cum) | Date | Title | Hierar
3 86 » 699 0.996 0.995 20 20
Ll Summary of Fit [M1] -0 x
Summary of Fit - Dataset - NIR Calibration samples (M1, PCA-X) [ Raxicum)
B Q2icum)
Compl] Compi2] Comp(3] SIMCA 18.0.7 - 2025/02/20 2:58:52 (UTC+Y

FRIEDHD TENLIDT—5ERUTVSNDFSER(R2), BERERECLZTFSE(Q2)2RULFT .
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fER DEFER

Z2a770vbken—

Z2770vben—

—_

—_

—T 42770y M RINTHER OFEIRZITVET

F4>070vk

Home >Scores & Loadings Z7Uy/U. 23770y beO0—-7 1> 70y MeRREEET

—_

—T 1> 70y hOfitEhh EE

—pks3 00—

—_

T4 EEHIO—F1> I ZARINL (1102~2498) %RUFET.

~ Dataset - NIR Calibration samples.usp™ - SIMCA - 0O X
Data Analyze Predict Plot/List View Tools Developer Add-Ins Active model: |M1 (PCA-X) ~la @
2 —u 5
_ g S New as - x| i Two first Eani) E At b —t | %’1
E E Elflf B B edit - EO’ e o © Add | ] #ad | + [N [ ="
Project Dataset Spectra Calibradtion MNew ER Delete - Statistics Model  Autofit @ gepmove Surpfr‘nary Overview Q2 Scores Loadings] Hotellmg s DMed Create
- wizard ~ - 1-h it -
Project Workset 1 Mode! w L\agr‘“ctl 3 & |rterpretat|"r Plot/list
m
Scores - Dataset - NIR Calibration samples (M1, PCA-X)
0.257) §
024 @02z 13
0,15
017 ®cize @50 047 @
“ 3‘03— @z Ny
0057 .CMD.CDN.AWZU 068 Pz
-0 o2 o B
0,15 ..5625.“377
0.2 @ciot
025 T T
15 -1 C

R2X[1] = 0.962, R2X[2] = 0.0289, E1lipse: Hotelling's T2 (395%)

#=  Loadings [M1]

E—RIO0-T1>7

Loadings - Dataset - NIR Calibration samples (M1, PCA-X)

1400 1300

T T T
1800 1900 2000
Spectral ID

R2X[1] = 0.962

T
1600 1700

T T
2100 2200

O-F1>J 2RI

O-74>J70vh0 1910~1930 FHEDARI MNVEEIRULES (EIRENEBDERELCRDEY)

i Loadings [M1]

-0 X
Loadings - Dataset - NIR Calibration samples (M1, PCA-X)
0.06
0.05
0.04
0,03
0.02
001
0 T T T T T T T T T T T T T T
1100 1200 1300 1400 1500 1600 1700 1800 1900 2000 2100 2200 2300 2400 2500
Spectral ID
RZX[1] = D.962
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1#IR%&. Marked Items>Variable trend plot Z7UvJU. XVar Plot ZF&R&E£T,

Home Data Analyze Predict Plot/List View Tools Developer Add-Ins Marked items

L. sl o E v

E i |¢<>(| |'.“."| Al m E@ T {if 3 3 Eil Format symbol

List Scatter Line Column || Variable | Exclude Include @ Labels Hide Show § g

trend plot . . all

Create from marked items Drim down | Modify model Layout
#= XVar Plot [M1] -0 x
gi_ Dataset - NIR Calibration samples (M1, PCA-X) —XVar(1310)
3 XVar(1910-1928) —XVar(1912)
= o —XVar(1974)
3068 XVar(1976)
Sos67 — XVar(1918)
Rosed? | . = J % S A R — XVar(1920]
Hog2 N\ =N 7 A A A - / \ A YA AN N - Hvar(1s22)
Z o6 W A \ i~ i o \ \ Y / y A o XVar(1824)
Zoss v VAW WY A VA /= \ A "/ / \ \ \ — XVar(1926)
5056 \V 2\ / \ \ V4 \ y ! \ | W \= —xvarioze)
& 0,54 \ V \ \
5052
=05

770y ke XVar Plot 2R, 23770y bORIHROY > TV 2ZNETN#RLES (I : ARIT c079,c080
ZIEIRUIARIC, €022 & c040 2&EIRLEY) . XVar Plot iR 9 2L ERITEENZEON, TOv D EEBIC,
ERTEALEON FENTRENE T,

“#-  Scores [M1] - 0O x

Scores - Dataset - NIR Calibration samples (M1, PCA-X)

0.257 N N
02 @z — @ =
o1e] — e Qu3ig. s @037
0.1 — @cize @50 .<D47.Qqu_mzz 1
[43F)
0.05 @023 .
5 g b @ BB s225@ 035 gy g2
- <07, O,
005 -~ O‘m..ﬁéwzu O ‘”?ﬁc“o O ose
0.1 — < [ Luca
0.5 — i 0@ P07 .cusg‘c
0.2 —@ctoi——— N -

® 1
05 ——
025 | — } e — |
15 -1 05 [ 05 1 15
1]
R2Z¥[1] = 0.962, R2X[2] = 0.0283, Ellipse: Hotelling's T2 (95%) . L
Dataset - NIR Calibration samples (M1, PCA-X)
XVar(1912-1928)

—Var{1312)
— Xar(1914)
— XVar(1916)

Hiar(1918)
— XVar(1920)
— XVar(1322)
- Xar{1924)
— XVar{1326)
— Xvar(1328)
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Home>Scores>3D TAA7J0Ov M AR RSEBEETRET Y,

Home Data Analyze Predict Plot/List View Tools Developer Add-Ins Active model: o @
E— i New as - ﬁ i Two first ii@ E e pre
% BAY T Edit - o b © Add | [} £ ll_

nts
Project Dataset Spectra | Calibration Mew I Delete - Statistics Compare | Model Autofi Summary = Overview Q2 RMSECY Loadings Hotelling's DMod VIR Create
- wizard ~ = models | type~ of fit~ = T2~ =

Project Workset [ Model - C Standard lot/list

ERANS
9

t @ Remove

Line Column 3D

R2X[1] = 0.962, R2X[2] = 0.0289, R2X[3] = 0.0044, Ellipse: Hotelling's T2 (95%)

Copyright Infocom Corporation AERIOEITERSSVERIFECSNTVET

15



3.0PLS

OPLS T} Y Z#=ZsREL. X £ Y OEFRZ/ERRLET

BHZE Y (OEENT S, SRR X ZERITEI TR, OPLS 7N ZfELT Y &z FRIEEIRETT.
KIATIFARINVT—SDHIE (Calibration) ZZHEL. OPLS EFI)ILZ2/ERRLFT .

AR NVT —HDFEIENSD OPLS 5 I)LIERK

ARG NVT —HDHESD

Home > Spectra> DS1 : NIR Zi&IRU. ARINLT—9%HEZBLET .

# i 03 ) = Dataset - NIR Calibration samples.usp - SIMCA - 0 x
Home Data Analyze Predict Plot/List View Tools Developer Add-Ins N/A o @
E E EA E g ] b Lo oy ) | ﬁ
(44 Rl (8] e RS o I | Lk Wk el y
Project Datasety Spectra | Calibration MNew Model Create
> . wizard - ix type~ e b i
Projec Workset ] Model ] Diagnostics & interpretation Flot/list
Dataset - NIR Calibration samples.DS1 NIR DS2.Lambda
Colored according to values in D52.Variable{Lambda)
0.8
.ﬁ_ﬂ.?*
= &0
i
32
506
2
o
8
@
g
05 40
g
5}
e
8
3}
éﬂ.‘l-
5
e
s
=
= 20
5]
03
0.2
1100 1200 1300 1400 1500 1600 1700 1800 1900 2000 2200 2300 2400 2500
Spectral ID I
02/20 18:08:52

COARINVT —HERMIETIO— FRRET Y . T THIEZDNIN-RF1 VB ZET,
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FHIEERTE
Home > Calibration wizard> create new session Zi&#RU. Calibration wizard ZHZ%9.
X-datasets & Y-Datasets TZNZE1 NIR & TYPE (CFIVIh B2 EaEZRL TURAZDIVILET,

Home Data Analyze Predict Plot/

2 | g B Mew as -
E E hAS Bl Edit -
Project Dataset Spectra || Calibration | New fx Delete -

. . wizard ~
Project Workset

i Calibration Wizard

Select the datasets to use in calibration and validation

Dataset |Size (Obs. x Var) | Details Action

4 X-datasets

[ANIR 86 x 699

4 Y-datasets

ATvpe 86 % 5 Lambda ~

[/ X3 observations, 100 % common in X and Y

< E3(B) Sl

Observation (8U)) O&%FEZLET.

i@ Calibration Wizard

Observations: 86, calibration: 86, validation: 0, selected: 0

As model

08
Observation ID State @ o7
v coot Calibration 0.6
V cooz Calibration 05
v cona Calibration
 coos Calibration v| 04
; 03
Find ID L P
0,2 T e e e
Calibration Validation Split  « 110012001300 140015001600 17001800 190020002 1002200 2300 24002500

) Fovtl

CC TR I RN IWILET
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Valiable (Z#0) OFEZLET . RERYIINSNIHREXT71I>%I0wIUTHIBRLES (Exclude)
R3%mEa(Include) 3. & v 71422270 IUET,

M Calibration Wizard

Variables: 699, included: 699, selected: 1

As model

Spectral ID State 2

v 1102 Included

v 1104 Included

v 1106 Included

v 1108 Included vl ¢

Find Primary 1D p, ’

X-variable scaling: Center = 110012001300140015001600170018001500200021002200230024002500

<E3@) vl

CCTRMAIGIRIFEE I RN WILET .

HIFOTEFATEIRUET , BEARN(CMTESE (Filter) #IR—Filter I DOHER—EIRETIVOER (CZTE OPLS)
—/ROFEFE (Filter) BIRIORENICRDET . ¥4 Filter FKiEBIRDZEF Create OPLS model #9UwIL T, #H1E
DOHHOTVWRUMREET OPLS EFIVEERRLE T . ETILHMERESNZEABID Model YZRNIENENET

@ Calibration Wizard

=
&
=
Select filters and create models to compare z
o
@
| Smoothing © - | Model E
M2: Unfiltered_DS3_Sessionl
Savitzky-Gola EWMA WDS Moving AsLS
v window smoothing

Baselinecorrection ©

= B | =

Row-center Offset Linear AslLS
‘correction

Normalization @

A=A

Peak height Peak area

Other

ER YR E])

MSC Derivatives MyPlugin

Create OPLS model

| Select filters to apply to data |

<E3@) =T ot
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SNV (Standard Normal Variate) Z&IRUFT . :#IRI 2EM1ERT#E (Original/Filtered)h &R rEN£9,

‘Smoothing ® Filter Settings
Standard normal variate (SNV)
SN = NV
Preview
Savitzky-Gola wDs Moving
¥ window smoothing Observation ID 2
001 07
Baselinacorrection © <00z
oo 05
<005 =
= [y S, - g 0s
=~ LAt LA o &
<008 04
Row-center Offset Linear AsLS <o
correction o1t 03
<013 0
Normalization @ <014 )
<016 2
m cor7 s
N A-A A-A ;
020 @
SNV Peak height Peal area o2 Zos
<023
<025 05 \/_,\j
Other <026 4
<028
S T T T T T T T T
<029 1100 1200 1300 1400 1500 1600 1700 1800 1900 2000 2100 2200 2300 2400 2500
<031 w Speciral 1D
Derivatives MyPlugin
oot AT

ﬁED:U{%(: OK %7'J‘y9b$§_o

SNV MhYERENTVSZ £z R Create OPLS model Z9YvJU T, OPLS EFIVEERRLET . ETILAYWERK
EN3EAEAID Model UZNMIEMENET .

Select filters and create models to compare

=
5
S
T
g
Smogthing @ | Model 4 ]
:
M2: Unfiltered_DS3_Session1 l 2
[~ | (e . - SNY_D53 Sessont
Savitzky-Gola EWMA wos Moving CEupariE k5 F3E | (e
¥ window srmotnmg
Baseline correction ©
= [= =)=
Row-center Offset Linear
i
Normalization ©
- AN IAA
Peakheight  Peak area
Gther
MsC Derivatives  MyPlugin
| LNV x | " Create OPLS model |-||

< R3(B) RAN) > =T Fosull
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Derivative Zi&IRUF I, SEIE— XD %1750 T Derivative order:First ZiERUE T
IBIRY 2L481E AT (Original/Filtered )W FRREN £ T, HESRIR(C OK Z20wILET,

,é,mm;&;mg @ Filter Settings
Derivatives
) e -
Settings
Savitzky-Gola FWHA i Lrmom Demvatveorderr | Pobmomialorder:  Pomtsin each sub-model:  Distance betveen each paint:
¥ window smmthmg
First v|| [quedratic  ~| |15
Baseline correction @ Preview

Observation ID e

A ) ) = ;
con2 -
Row-center Offset Linear AsLS cood 3
correction €005, = \/_,J
coo7 1_/4
Normalization @ <008

010 2J
o
. . AHA o %
o4 3
Peak height Peak area colg £ 004
<o A N
g
Other o020 0!
o2 100 1200 1500 1400 1500 1690 1700 1800 1900 2000 2100 2200 2300 2400 2500
coz3 Spectral I
/ L(’\ o025
v Shom: s dte | Inpt e
MSC Derivatives MyPlugin

1% derivative MNEIREN T3 2MERL Create OPLS model #%4)wsLT. OPLS EFIZ/ERLET,
EFIHER SN ZEARID Model YA MIEMENET,

i@ Calibration Wizard

Select filters and create models to compare

‘Smoathing @ o [Model |
M2: Unfiltered_DS3_Sessionl l

M L oo ost suens B

Savitzky-Gola EWMA WDS Moving M4: 1stDer_DS5_Sessionl [
¥ window smoothlng Components: 1+4  Add | Remove

f o o

Baselinecorrection ©

Row-center Offset Linear AslS
correction

Normalization @

- A-A A-A

SNV Peakheight  Peak area
Other
MSC Derivatives MyPlugin
| 1. 1=t derivatives X | Il Create OPLS model ‘v"

<E2@ FAN) > T Frotl

Q1451 Filter M- TVBIEAHHDET . ZOEAExEIvIL THIRLES
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Derivative ZiEIRUF 9, SEIFZIRMD %1750 T Derivative order:Second #iERUE Y,
BRI 2L481E AT (Original/Filtered )WFRRENE T, HESRIR(C OK Z20wILEY,

,é,mm;&;mg @ Filter Settings
Settings
Savitzky-Gola EIELY e M,‘)‘xg Ag:ﬁ Derivative order: Polynomial order: Points in each sub-model:  Distance between each point:
¥ window smoothing

Baseline correction @

R R SSE

Row-center Offset Linear AsLS

correction coos 2

<007 © 04y

Normalization @ coos 03
<o10

5 cont o2
AHA e

o 00005
SNV

Peak height Peak area <016 0

Filtersd

0,005

Other <020 -0.001

o3 1100 1200 1300 1400 1500 1600 1700 1800 1900 2000 2100 2200 2300 2400 2500
L(‘ <025 v Speciral ID

MSC Derivatives MyPlugin
*uth %

2" derivative Nh&IREN TR EAFERL Create OPLS model %4UwsLT. OPLS EFIAERKRLET .
EFILhMERR SN ZEARID Model UZMIEMNENED .

i@ Calibration Wizard

Select filters and create models to compare

Smoothing @ | Model |

M2: Unfiltered_DS3_Sessionl l
Savitzky-Gola EWMA WDS Moving AsLS M4: 1stDer_DS5_Sessionl [ |

¥ window smoothing MS5: 2ndDer_DS6_Session1l [
Components: 1+3  Add | Remove

SOUEWIDLEY [2P0j

Baselinecorrection ©

Row-center Offset Linear AslS
correction

*

Normalization @

- A-A A-A

SNV Peakheight  Peak area
Other
MSC Derivatives MyPlugin
|1‘ 2" derivatives X | Il Create OPLS model ‘v"

<E2@ FAN) > T Frotl
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MSC (Multiplicative Scatter Correction) ZiZEIRUET . :#EIRT B AHIERTZ(Original/Filtered)h'$&x
SNFY, HEREIC OK 2JUvILES

Smoothing @ Filter Settings
Multiplicative signal correction (MSC)
Preview
Savitzky-Gola EWMA wDS Moving AsLS
v window smoothing Observation ID ~ 0
<oot
Baseline correction © coo2 06
oo
coos = 05
LS A e ‘;‘A\ o7 2
008 O 04
Row-center Offset Linear AslLS <010
correction on 03
o1
Normalization © 014 02
<016
R ! -
d o019
020 5 05
SNV Peak height Peak area 022 £
023 T
025
Cther coz6 2
co8
R RS AR AR AR AN A A AN M RA AN MRS
@ <029 1100 1200 1300 1400 1500 1600 1700 1800 1960 2000 2100 2200 2300 2400 2500
031 © Spectral 1D
MSC i n

Derivatives MyPlugin

Fotl AT

MSC h'5%-> T3 EZHEERL. Derivative Z&ERUE Y,

1.MSC X “ Create OPLS model |-|

SEFZRMD%ZITODT Derivative order:Second ZiEIRUE T . :#EIRI 3¢ AHIERI#Z(Original/Filtered)
WRRENF T, HEERRIC OK 2IUvILET,

,é,mm;&;mg @ Filter Settings
A = [
Settings
Savitzky-Gola EWMA Moving AsLS Derivative order: Polynomial arder: Points in each sub-model:  Distance between each point:
¥ window smoothing

Baseline correction @

N
071
o . e~
P . 06
Row-center Offset Linear AsLS 5 %%
correction £ 04
- 03+
Normalization @
027
EEE:
B 07
Peak height Peak area £ 000054
0001+
Other X
1100 1200 1300 1400 1500 1600 1700 1800 1300 2000 2100 2200 2300 2400 2500
Spectral 1D
MSC Derivatives MyPlugin
#otl AT

Q" SIMCA TIHEHO Filter HEHFADETRITT BN TIEETT.
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MSC & 2™ derivative MNBIREN TW\B3ZE%H:2L Create OPLS model #2UvIUT. OPLS EFILEVER
LET, EFILDERRENZEARID Model UZNIEIENZET,

Select filters and create models to compare

‘Smoothing @ [ Model |

2: Unfiltered_DS3_Sessionl l

M3: SNV_DS4_Sessionl

a0uewInyE] [2poy

Savitzky-Gola EWMA WDS Moving AsLS M4: 1stDer_DS5_Session1 | |
o e smoathing M5: 2ndDer_DS&_Session1 [ ]
Baselinecorraction @ M6: MSC_2ndDer_DS7_Session 1|
Components: 1+3  Add | Remove
-
Row-center Offset Linear AsLS
correction

Normalization @

hA

Peak height Peak area

Cther
MSC Derivatives MyPlugin
| 1L.MSC X | 2 2" derivatives X | Il Create OPLS model |v||

< E3(B) FAN) > T Froel

RN&TWILET
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ERRUILET IV OERRZL. SE T ZIIILET .

Summary

Model observations: calibration: 86, validation: 0
M2: Raw model

Source datasets: NIR

Included observations: c001 - 128

Included variables: 1102 - 2498

M3: Standard normal variate
Source datasets: NIR

Included observations: c001 - 128

Included variables: 1102 - 2498

Standard normal variate
SNV does not have any parameters.

M4: 1st derivative filter
Source datasets: NIR

Included observations: c001 - 128
Included variables: 1102 - 2498

1st derivative filter
The derivatives was calculated from moving quadratic submodels, each 15 data points long.
The distance between each data point was 1 Edge effects are excluded.

M5: 2nd derivative filter
Source datasets: NIR

Included observations: c001 - 128
Included variables: 1102 - 2498

2nd derivative filter
The derivatives was calculated from moving cubic submodels, each 15 data points long.
The distance between each data point was 1 Edge effects are excluded.

M6: Chained filter (MSC, Derivatives)
Source datasets: NIR

Included observations: c0D1 - 128

Included variables: 1102 - 2498

A combinatien of the fellowing filters:
Multiplicative signal correction
Transformed with variable mean values.

2nd derivative filter
The derivatives was calculated from moving cubic submodels, each 15 data points long.
The distance between each data point was 1 Edge effects are excluded.

<RE3(8) AN > Feotll
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ETIILOLEERE T

ETILDLEER
Home > Q2 #JUv/L. LT BETIVEMERLIZHIC OK £IUILET,

Home Data Analyze Predict Plot/List View Tools Developer Add-Ins

B W ELas B >l m |ER @ A w2

£a] Edit -
Project Dataset Spectra | Calibration  New R Delete - Statistics Compare | Model Autofit @ gamgye- Summary Overview] Q2 RMSECV Scores Loadings Hotelling's DMod B vIP -
= = wizard ~ = models | type~ of fit~ = = T2~ =
Project Workset 5 Model & Diagnostics & interpretation

Select models

Models

M2 Unfiltered_D53_Session
M3: SNV_D54_Session1

M4 1stDer_DS5_Session

M35 2ndDer_DS6_Session1

Me: MSC_zndDer_D57_Session1

oyt N

Q2 DFERTY . Q2 NESVEDEEBENEBVWETITIN, IR—2 b (K5) MRV ETINZEVET.
SEIDLEITE M6 MRETIVOIRFHECRDET .,

= -0 x
02 - Dataset - NIR Calibration samples [l 12: Unfilterea_DS2 Sessien
Colored according to session 1 I3 SNV_DS4_Sessionl
1- [ 144 1stDer DS5_Session’
. M5: 2ndDer_DSE_Session
097 |10 Mé: MSC_2ndDer_DS7 Sessiont
0.8
0.7

o
B

Q2(cum)progression
o o
o~ in

Compl[1+0] Compl1+1] Comp[1+2] Compl1-3] Compl1=4] comp[l=§]

Q avk—zoh (59 BREFINEMLTZEBEES (A—/—TvT>d) HRIDPIBRDET,
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Home > RMSECV Z/UvIU. LI 2ET IV 2MEFRUIAZ(C OK 20Uy ILET .

Heme Data Analyze Predict Plot/List View Tools Developer Add-Ins
a— E— E g EiMewas - EIE' n [ i—i@ E II.I A
‘s A Bal Edit - o R o © Add - Nk #lhh =
Project Dataset Spectra | Calibration Mew ERDelete - Statistics Compare | Model Autofit @ pamoye- Summary  Overview Q2
= wizard ~ = models | type- of fit=
Project Workset F] Model 7]

Select models  |tem selection

Models

M2: Unfiltered_DS3_Sessioni
M3: SNV_DS4_Sessient

M4: 1stDer_DS5_Session1

M5: 2ndDer_DSE Session

Mé: MSC_2ndDer_DS7_Session1

ok || Fwun A7

m |# Obs. vs. pred.
=t - Coefficients ~

RMSECV | Scores Loadings Hotelling's DMod -
. T2~ 2 Ivie

Diagnostics & interpretation

RMSECV O#ERTY . RMSECV MEWEDRERENRVETILTI N, M3, M6 NEETILOIRMEICIZDFT,

L RMSECV

3

RMSEcv(Lambda)
- B ow B
| 1 h !

=
in
1

©
I

RMSECV - Dataset - NIR Calibration samples

Colored according to session 1

T
M3.RMSEcv[1] M4RMSEcu[1] M5.RMSEcv]1]

M2RMSEcv[1]

o MERMSEQU[T]
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Home> Obs. vs. pred 27Uv/0L. BlIFETIL (M6) %iERLET .

Project Dataset Spectra

Project

Active model: |M6 (OPLS) - MSC_2ndD ~| & @

Data Analyze Predict Plot/List View Tools Developer Add-Ins
EIE' E @ B New as - EIE' i [E7] t’ﬂ E ‘I.I I W | [l# Obs. vs. pred. %‘3
[74 Bl Edit - g b © Add - .. # PO VL -+ Coefficients ~
Calibration  MNew .  Statistics Compare | Model Autofit . Summary | Overview Q2 RMSECV Scores Loadings Hotelling's DMod = Create
wizard - Bk Delete = models | type-~ Olkenous it~ = = T2~ = bvip =
Workset [ Model I} Diagnostics & interpretation Ploty/list

i Ohbserved vs, Predicted [M6] -0 X
Observed vs. Predicted - Lambda
Dataset - NIR Calibration samples (M6, OPLS), MSC_2ndDer_DS7_Session1
-‘,—.a-ﬁ-?g.c‘ﬂd
60 _,---"'—’
_ s ® 0@
50 e
5 o e
g .wéﬂs‘
= -
p . p - | T ! T ; 1
-10 0 10 20 30 40 50 60 70 80
YPred[1](Lambda)
RMSEE = 2.53407, RMSEcv = 2.6616
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OPLS T

Home > Dataset>Import : From file Z2Uy/JU. Dataset - NIR new samples.dif 77l z:&RLF T,

Home Data Analyze P
== w E

Project |Dataset Spectra | Calibration  MNew
— . wizard ~

Datasets

DS1: NIR

DS2: Type

DS3: NIR+Type_

DS4: NIR+Type_SNV

DS5: NIR+Type_lstDer
DS6: NIR+Type_2ZndDer
D57: NIR+Type_MSC:2ndDer

Import

[[2 From fie |

[ From database
[ Blank

B Delete datasets

TV MDA R— MBIV ETIF AN ZERIHAHET (5~8 R-2)
BT AN — 2% )vJUT Dataset - NIR new samples % NIR2 (c, Dataset - NIR new samples (2)
%z Type2 (CZEUFY,

b = SIMCA Import - [NIR2] - 0O X
Home Edit View o @
[ & From file - Primary variable ID [&]Quantitative ’j ’__| E'.:;] T
[ & From database = [Z]Secondary variable ID Qualitative o * B 5, -
D Blank )\‘Spectral D - ¥-variable Y-variable | Exclude Include forg'lugﬁging B Igrggfr]t
Add data Variable IDs Observation IDs Data types Variable roles Bxclude Formatting
MIR2 x| Type2 | ® g
Primary ID 2 3 4 S 6 7 8 2 10 11 ~ %
Primary ID|| | 1102 1104 1106 1108 1110 "
Spectral ID Spectral ID Lambda Kappa Iota Mu MNu 1102 1104 1106 1108 1110 o
3 c0o3 54.5582 13.3122 19.8471 4,21324 0.494593 0.24008| 0.240742| 0.240865 0.240962 0.241085 0. g?
4 c0o6 36.49508 13.3116 36.7398 4,22756 0.575747 0.236067 | 0.236832 0.23686  0.2370¥2| 0.237168 O. g_
5 <009 18.2948 38.6421 33.62 0 3.08531 0.240746| 0.240941| 0.241106 0.241254 0.24138| 0. g
6 c012 18.309 1.79991 65.8567 0 3.24719 0.235527| 0.235744| 0.235936) 0.236105 0.23626| 0.
7 c015 0 68.7311 22.3616 4.25154 0.499089 0.246018  0.246173| 0.246297 0.246393| 0.246484 0.
8 c018 0 39.0585 45.4966 0 8.05035 0.233243 | 0.233424| 0.233577) 0.233714 0.233844 0.
9 c021 1] 43.8447 34.7868 8.51389 6.87692 0.234041 0.234171| 0.234265 0.234344 0.234403 0.
10 c024 1] 13.7954 63.1264 4.25834 0.55914 0.235625 0.235793| 0.235926 0.236051 0.236147 ()
< >
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Predict > Specify #2')w/JU. Specify Predictionset ZFEF9,

Home Data Analyze Predict Plot/List View Tools Developer Add-Ins

9 Eﬁ B As workset g @ ‘I.I m m all Contribution ~
* e - £= Control charts
Specify | As 1S View Delete | Compare RMSEP Y predicted Scores Hotelling's DMod F4Time series
Hataset - . predictions . = T2~ - =

Specify Predictionsat Prediction plots

Predictionset

¢ Creste & predictionset by selecting which observations to use from one or more existing datasets. Note that
selecting an observation common to several datesets includes variables over all datasets.

Source: | NIR PS [current] ~
Available observations: 86 Included observations: 86

Observation 1D - Observation ID )
<00t <001

<002 <002

<004 " <004

<005 <005

<007 <007

<008 <008

<010 <010

con con

€013 €013

c0l4 c0l4

<016 v 016 v
Find-- Felry Find- Llrl P (2

Give the new predictionset a name.

Predictionset name: | NIRPS
rowr | [ EEw

Predictionset (C(d, EFIUBERIFIEFERAUET—IHN5%E>TULBDT Included observation OFREX7(41>%
IIWIU TR RTINS UET .

Specify Predictionset X Specify Predictionset
Predictionset Predictionset
Createa by selecting to use from one or more existing datasets. Note that Create 3 predictionset by selecting which observations to use from one or more existing datasets. Note that
selecting an observation comman to several datasets includes variables over all datasets. selecting an observation common to several datasets includes variables over all datasets
Source: | NIR PS [current] ~ Source: | NIR PS [current] -
Available observations: 85 Included observations: 86 Available observations: 85 Included cbservations: 86
Observation ID ol ‘Observation ID ~ Observation ID ~ QObservation ID
<001 <001 <001
002 <002 002
<004 " <004 <004
<005 <005 <005
<007 <07 o7
008 <008 008
o010 <010 colo
n «n o1l
013 <013 o3
ota o4 cota
<016 v <016 v <016 v
Find--- o Find--- A X Find o Find 20 B
Give the new predictionset a name. Give the new predictionset a name.
el AR oK Fovel )
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Sourse> NIR2 #i#RU Available observation £ T Crtl + A TE&EIRE. BEPRO[ >> |7/42>% v
LT Included observation [CHIX T. OK Z9UwHILFT,

Specify Predictionset

Specify Predictionset

Predictionset Predictionset
b Createa tionset by selecting which to use from one or more existing datasets. Note that Create a predictionset by selecting which observations to use from one or more existing datasets. Note that
selecting an observation common to several datasets includes variables over all datasets. selecting an observation common to several datasets includes variables over all datasets.

Source: | NIR2 v Source: | NIR2 ~
Available observations: 42 Included observations: 0 Available observations: 42 Included observations: 42

Observation ID ) Observation ID Observation ID ~ Observation ID -
{coo3 <003 <003

€008 <006 €006

003 D <009 €009

w1z iz co12

015 «is 015

018 018 <018

o2t coz1 ozt

co24 <024 024

027 027 027

030 030 030

o33 ~ <033 v <033 v
Find P Find P B X Pl Find R X[ 2%
Give the new predictionset a name. Give the new predictionset a name.
Predictionsetnamer | NIRPS Predictionset namer | MRPS

ol AR 0K ool EER)

Predict > View Z247Uw/U. Predictionset ZBZ% 9, YPredPS [CFAMEHN R RSNET .

Home Data Analyze Predict Plot/List View Tools Developer Add-Ins
¢ Eﬁ B As workset g @ II.I 5ia) m; m _.ECDntnbutmn
G [ = —= £ Control charts
Specify  As B View pelete | Compare RMSEP Y predicted Scores Hotelling's DMod 74 Time series
dataset- . predictions - . T2~ -
Specify Predictionset Prediction plots
Predictionset - MIR PS [MEB] -0 X
1 2 3 4 5 6 7 ~
¢ [Frimary10]  tambda|PredrS[1](Lamba=)| Set  PModXPS+[1] DModxPS+[1](Norm), Weighted residuals CI. S[1]
2 co03 54.5582 54.5622| TS 0.9879 0.797729 6.44264e-05
3 c006 36.4958 32.639| TS 0.876341 0.909271 4.13935e-05
4 c009 18.2048 16.7673| TS 1 0.532546 2.24714e-05
5 c012 18.309 12.6054| TS 0.012454 1.33812 3.57693e-05
6 c015 0 -0.630079| TS 0.99997 0.654012 3.98104e-05
7 c018 0 2.98582| TS 0.00331752 1.30331 5.44163e-05
8 c021 0 1.953| TS 0.95013 0.854664 3.10893e-05
9 c024 0 2.043|Ts 0.638095 0.964391 3.99643e-05
10 co27 90.3 101.486| TS 0.495144 1.02751 0.000127105
11 co30 36.4601 34.6585| TS 0.092437 0784280 3.87469e-05
12 co33 36.5106 37.0552| TS 0.208218 1.12446 5.82382e-05
13 c036 18.3083 20.3825| TS 0.13859 1.13595 2.21066e-05
14 co3e 18.3165 16.7561| TS 0.099997 0.64864 2.536092-05
15 co42 0 -1.29458| TS 0.551737 1.02702 | 5.85875e-05
16 co45 0 1.51779| TS 0.456908 1.06718 3.35426e-05
17 co48 0 4.29745| TS 0.254375 1.02748 | 4.13746e-05
18 €051 0 2.75365| TS 0.094397 0.768537 3.363%-05
18 co54 54.5261 55.6686| TS 1 0.571787 5.61848e-05
20 €057 36.4846 36.4889| TS 0.798515 0.000423  2.87193e-05 +
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