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Workflow for performing a QSPR modeling
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Descriptor calculation
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Modeling and whole procedure
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REITIAMS
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Density histogram
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Bivariate histogram
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Variable Importance
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Component + Residual Plots
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Applicability domain
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Elution Pattern Exp.
recognition tool/ Exp. tg 1

Guanylurea, C,H,N,O ‘| 5

D(+) Mannose: 7.75
Melamine: 6.7

e B Suspect

N-desmethyl clarithromycin

o, screening

Erythromycin: 6.51
Aliskiren: 6.19
Roxithromycin: 5.9
Tylosin: 6.55

Name, Structure and Formula

H H Metformin

Clarithromycin

Atenolol acid, C,H,,NO,

o] OH Amlodipine: 6.49

Atenolol

NH Ranitidine: 6.5

);

Cotinine, C;oH;,N,O

4-Acetamidoantipyrine:
Nicotine 2.38

Paraxanthine: 2.26

O




Protocols

To accept or reject a suspect structure, perform RetTrAMS
and OTrAMS locate the points in boxes

If the suspect compound locates In box 1 and box 2
the suspect structure Is accepted.

 |f the suspect compound locates in box 3 further
validation should be done.
* |f the suspect compound locates in box 4 the suspect

structure Is rejected.
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