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Interruttori molecolari 

“on/off”

Lo stato funzionale delle proteine Ras è regolato da:

• GEFs → guanine nucleotide exchange factors

• GAPs → GTPases-activating proteins

Ras

GDP

Ras

GTP

GEF (SOS)

GAP

inattiva attiva 
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Covalenti

✓ Competitivi

✓ Allosterici

Reversibili

✓ Allosterici
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59 molecole (38 

reversibili)
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Algorithm q2 K-Fold q2 Shufflesplit

Descriptors Logistic

Regression

0.673 0.592

Fingerprints PassiveAggressive 0.577 0.562
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Attività (pVALUE) 6.15

desc fp Mean

Attività (pVALUE) 4.26 5.11 4.68
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INITIAL 
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•plp95

•plp
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•plp95

•plp
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Probe Q2 ELE (PC) Q2 STE (PC) Q2 BOTH (PC) CV

C.2 0.037(1) 0.131(8) 0.06(2) LOO

C.2 0.084(8) 0.231(8) 0.106(4) LSO

C.3 0.037(1) 0.08(8) 0.06(2) LOO

C.3 0.082(7) 0.149(5) 0.071(2) LSO

C.cat 0.037(1) 0.12(8) 0.06(2) LOO

C.cat 0.034(1) 0.136(7) 0.062(5) LSO

H 0.033(1) 0.12(8) 0.056(2) LOO

H 0.042(4) 0.256(8) 0.054(2) LSO

N3 0.036(1) 0.117(8) 0.059(2) LOO

N3 0.053(1) 0.154(8) 0.1(4) LSO

O.3 0.036(1) 0.093(8) 0.06(2) LOO

O.3 0.088(1) 0.138(8) 0.091(4) LSO
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Probe Q2 ELE (PC) Q2 STE (PC) Q2 BOTH (PC) CV

C.3 0.548(8) 0.032(2) 0.524(7) LOO

C.cat 0.548(8) 0.032(2) 0.524(7) LOO

N.3 0.551(8) 0.032(2) 0.521(7) LOO

O.3 0.550(8) 0.032(2) 0.521(7) LOO

H 0.538(6) 0.032(2) 0.513(7) LOO

C.2 0.548(8) 0.032(2) 0.524(7) LOO

C.3 0.553(8) 0.018(2) 0.507(6) LSO

C.cat 0.535(6) 0.034(2) 0.474(6) LSO

N.3 0.518(7) 0.027(2) 0.5(7) LSO

O.3 0.512(6) 0.03(2) 0.496(6) LSO

H 0.509(7) 0.027(2) 0.491(7) LSO

C.2 0.512(8) 0.047(2) 0.479(8) LSO
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Grazie per l’attenzione.


