Partial Least Square (

PLS)



Partial least squares (PLS)

e Partial Least Squares is the one method to solve
simultaneous equations. (PLS1)
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« PLS1 tries to find a linear decomposition of X and y such that
« X=TP+ E and y=Tqg+ f, where

e T: Scores
« P: X loadings g: vy loadings
e E: X residuals f: y residuals

« Decomposition is finalized so as to maximize covariance
between T and y.
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PLS Parameter

Regression Coefficient
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oup A 690.9849-700.1849 700.0849 1335.372 955,008
oup B 2 700.1849-700.3849 700.2849 3233.055 2285.856
s 3 700.3849-700.5849 700.4849 7135.789 6658.481
4 700.5849-700.7849 700.6849 350,186
5 700.9849-701.1849 1.0849 1603.896 1003.419
Regression Vector 7 701.1849-701.3849 3562.864 3135136 6112206
] 9 701.5849-701.7849 701.6849 364.000
0.0001 10 701.7849-701.9849 701.8849 547,404
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PLS result

PLS Result -0 X

How many Latent variables
are good to predict.
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Regression coefficient is described in the
"‘Data Matrix Table”.
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No. |Use |Tag | Label m/z PLS Coefficient I ROI001 I ROI00Z I ROI003 I ROI004

1 699.9849-700.1849 700.0849 -4.4862-006
2 700.1849-700.3849 7002849 1.144e-005
3 700.3849-700.5849 7004849 8.024e-006 14809.084
4 700.5849-700.7849 700.6849 -3.1862-006
5 700.7849-700.9849 700.8849 7461e-007
6 700.9849-701.1849 701.0849 -2.658e-006
7 701.1849-701.3849 701.2849 8.864e-006 19935.502
8 701.3849-701.5849 701.4849 2.468e-005 16700.538
9 701.5849-701.7849 701.6849 3.990e-006

10 701.7849-701.9849 701.8849 1477e-006

1 701.9849-702.1849 702.0849 -4.1582-006

12 702.1849-702.3849 702.2849 -6.257e-006 14646.794

13 702.3849-702.5849 702.4849 8.392e-006

14 702.5849-702.7849 702.6849 1.781e-006

15 702.7849-702.9849 702.8849 4.124e-006

16 702.9849-703.1849 702.0849 3.164e-006
7 703.1849-703.3849 703.2849 -2.155¢-006 18312.119 20803.175 16111.617
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