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Scopo della tesi

26.107 ricerche
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Scopo della tesi

Machine Learning



417/01/2023
Roberta Astolfi  1766291

Acinetobacter baumannii

MIC MBC
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Protocollo Sperimentale
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Protocollo Sperimentale
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61 OE
247 componenti

103 OE
460 componenti

Data 
Cleaning

Random
Search

Sostanza attiva SMILES InChI

Acido acetico CC(=O)O 1S/C2H4O2/c1-2(3)4/h1H3,(H,3,4)

- SVM
- Gradient Boosting
- Logistic Regression
- Random Forest
- Decision Tree
- K-Nearest Neighbour
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Random Search
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Modelli Ottimizzati – I Training Set

THRESHOLD MIC = 0.03% v/v

CLASSIFICATORE SVM

ITERAZIONI 
RANDOM SEARCH

1 000 000

N°LIVELLI 3

SCALING FALSE

PCA 0.9

MCC_CV 0.631

MCC_FIT 0.729

THRESHOLD MBC = 0.03% v/v

CLASSIFICATORE SVM

ITERAZIONI 
RANDOM SEARCH

1 000 000

N°LIVELLI 1

SCALING FALSE

PCA 0.9

MCC_CV 0.728

MCC_FIT 0.821
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Modelli Ottimizzati – II Training Set
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THRESHOLD MIC = 0.03% v/v

CLASSIFICATORE GB

ITERAZIONI 
RANDOM SEARCH

1 000

N°LIVELLI 0

SCALING FALSE

PCA 0.7

MCC_CV 0.677

MCC_FIT 0.739

THRESHOLD MBC = 0.03% v/v

CLASSIFICATORE LR

ITERAZIONI 
RANDOM SEARCH

1 000 000

N° LIVELLI 3

SCALING FALSE

PCA 0.7

MCC_CV 0.723

MCC_FIT 0.723
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Analisi Skater MIC – I Training Set
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Partial Dependence MIC – I Training Set
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Partial Dependence MIC – I Training Set
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Partial Dependence MBC – I Training Set
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Partial Dependence MIC – II Training Set
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Partial Dependence MBC – II Training Set
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Test Set – Predizione Attività

NUMERO OLIO 
ESSENZIALE

PIANTA DI PROVENIENZA

RCMD 2090 Foeniculum vulgare - Finocchio

RCMD 2634 Anethum graveolens - Aneto

RCMD 2642 Thymus vulgaris - Timo

RCMD 2643 Mentha L. - Menta

RCMD 2647 Rosmarinus officinalis - Rosmarino

RCMD 2651 Origanum majorana - Maggiorana

RCMD 2678 Thymus vulgaris – Timo ct. Thujanolo

RCMD 2679 Laurus nobilis - Alloro

RCMD 2680 Cupressus L. - Cipresso

RCMD 2683 Helyichrysum - Elicriso

RCMD 2685 Lavandula angustifolia - Lavanda
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Analisi Microbiologica

NUMERO OLIO 
ESSENZIALE

PIANTA DI PROVENIENZA
MIC

(% v/v)
MBC

(% v/v)

RCMD 2090 Foeniculum vulgare - Finocchio 2,5% 2,5%

RCMD 2634 Anethum graveolens – Aneto > 5% n.e

RCMD 2642 Thymus vulgaris – Timo > 5% n.e

RCMD 2643 Mentha L. – Menta > 5% n.e

RCMD 2647 Rosmarinus officinalis - Rosmarino > 5% n.e

RCMD 2651 Origanum majorana - Maggiorana 5% 5%

RCMD 2678
Thymus vulgaris – Timo ct. 

Thujanolo
1,25% 1,25%

RCMD 2679 Laurus nobilis – Alloro > 5% n.e

RCMD 2680 Cupressus L. – Cipresso > 5% n.e

RCMD 2683 Helyichrysum – Elicriso > 5% n.e

RCMD 2685 Lavandula angustifolia - Lavanda 5% 5%
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Conclusioni
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Timolo Carvacrolo EucaliptoloLimoneneα-Pinene
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