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Lo stato funzionale delle proteine Ras e regolato da:
« GEFs - guanine nucleotide exchange factors
« GAPs - GTPases-activating proteins
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* Proteina considerata «undruggable»
« Strategie:

v Blocco delle modifiche post-traduzionali
v'Inibire il legame KRAS/GDP
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59 molecole (38
reversibili)

CANONICAL_SMILES STANDARD_TYPE | STANDARD_UNITS |pVALUE
33 |0OCC10C(C(0)C(0)C10)N(CCOc1cce2eceec2e1)S(=0)(=... IC50 microM 6.15
22 |0O=C1CN2CCN1Cc3cc(Ocdcc(CnbeneebC2)cecdCEN)cee3. EC50 micro 597
1 |Nclecce(ce1)S(=0)(=0)N1CG(=0)CCCCA1 Kd micro 552
0 |Ncicee(ee1)S(=0)(=0)NC(=C)C1CC1 Kd microM 5.22
21 |O=C1CN2CCN1c3ccecdcec(Ochec(Cnbencc6C2)cceS5CEN. EC50 microlv] 500
30 | Cclece(NC(=S)NNc2c(cc(cc2[N+]([0-])=0)C(F)(F)F... IC50 micro 5.00
29 |0C(=0)CC1=C(/C(=C/c2cocc2)/c2cice(F)ec2)C IC50 micro 452
20 |ONC1=CC=C(C=C1)C(=0O)NC[C@@H]1CC20[C@H](COCC3=C... |IC50 microM 4.45
32 |ONc1cee(ec1)S(=0)(=0)NCCOc1cecc2eececc2e IC50 microlv] 425
18 | ONC1=CC=C(C=C1)S(=0)(=O)NC[C@H]1CC20[C@H](COCC... |IC50 micro 424
23 |ONC1=CC=C(C=C1)C(=O)NC[C@H]1CC20[C@H](COCC3=CC... |IC50 micro 421
17 |ONC1=CC=C(C=C1)S(=0)(=0O)NC[C@@H]1CC20[C@H](COC... |IC50 microM 412
25 | 0C(=0)CC1=C(/C(=C/c2cscec2)/c2ciec(Cl)cc2)C IC50 microM 4.00
31 |[O-][N+](=0)c1ce(ce(cTNNC(=S)Nec1cee(F et )[N+]... IC50 micro 4.00
26 |OC(=0)CC1=C(/C(=C/c2cocc2)/c2cce(cc2)C)C IC50 micro 3.80
24| 0C(=0)CC1=C(/C(=C/c2cocc2)/c2cce(Cl)cc2)C IC50 microM 3.74
15 | CCC(C)C(N)C(=0)NC1=CC2N=C(CC3=CNC4=CC=CC=C34)N... |Kd microM 372
19 | OC(=0)CC1=C(/C(=C/c2cce(SC)ce2)/c2eiec(F)ec2)C IC50 micro 3.68
27 |CC1=C(CC(0)=0)c2cee(Br)cc2\C1=C/C1=CSC=C1 IC50 micro 3.66
14 | CC(C)C(N)C(=0O)NC1=CC2N=C(CC3=CNC4=CC=CC=C34)NC... |Kd microM 3.57
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CANONICAL_SMILES_NO_SALT |NSC [fplmedian_activity |[fp]Rank |[desc]median_activity |[desc]Rank |mean_rank
0 |S=c1c2[nH]cnc2ncn1CCS 404823.0 |5.346527 33 6.047139 2 350
1 [O=C(NCCS)C(=0)NCCS 120714.0 |5.418880 13 5880083 26 390
2 |C=CC(=0)NC(=N)NC(N)=0 372157.0 |5.369232 29 5.899250 14 430
3 |C=CC(=0)NC(O)C(Cl(CNhCI 22403.0 |5.369427 28 5889128 18 46.0
4 |C=CC(=0)OCC(C)(C)COC(=0)C=C |97407.0 |5.482500 8 5865417 42 50.0
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Descriptors

Fingerprints

Algorithm g° K-Fold

Logistic 0.673
Regression

PassiveAggressive 0.577

g2 Shufflesplit

0.592

0.562
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CANONICAL_SMILES_NO_SALT Morgan |Atom_pair | Topological_torsion | RDKF

Nc1cec(S(=0)(=0)N2CCCCC2)cc 0.571429|0.750000 |0.526316 0.727955
Nc1cec(S(=0)(=0)N2CCCe3cccec3?)ect 0560976 |0.668831 |0 510638 0.362538
CCC(=N)NS(=0)(=0)c1cce(N)ect 0.552632 | 0.442029 |0.566667 0.633987
N=C(NS(=0)(=0)c1ccc(N)cc INS(=0)(=0)c1ccc(Nject | 0542857 0268085 | 0.447368 0.464078
NC(=0)NS(=0)(=0)c1cee(N)ect 0.542857 |0.467742 |0.607143 0.494692
Cetecc(N+](=0)[0-1)cc INC(=0)NNc1c(IN+|(=0)[O-.. |0.540984 |0.530000 |0.750000 0.673469
Cetece(N+](=0)[0-1)cc INC(=0)NNC1c([N+|(=0)[O-.. |0.540984 |0.580000 |0.750000 0.673469
Celeco(S(=0)(=0)N2CCCCC2=0)cc N4|(=0)[0-]  |0533333|0.521739 | 0555556 0.666239
N=C(N)NS(=0)(=0)c1cce(N)ccT 0.527778|0.453125 |0.607143 0.500000
NC(=S)NS(=0)(=0)c1ccc(N)ect 0.527778|0.476190 |0.607143 0.493644
E’Z‘S)C;Céféﬁifgg@cccms(zo) 0527778 0277372 |0.319149 0.641350
?:ggéfé(:I&’;?éﬂ?zcccmﬁzm 0.527778 0277372 |0.319149 0.641350
CC(=0)NS(=0)(=0)ctccc(N)ect 0.527778|0.456693 |0607143 0.590604
CC(=N)NS(=0)(=0)c1cce(N)ect 0513514|0449612 |0607143 0.605856
CSC(=N)NS(=0)(=0)c1cce(N)ec 0.512821|0.437956 |0 566667 0.474206
Nccec(S(=0)(=0)NC2CCC(0)CC2)ce 0.500000 | 0.432927 |0.384615 0618661
Nc1cec(S(=0)(=0)NO)cc 0.500000 |0.417391 |0.482759 0.444700
Celeo(N+(=0)O-De(Nc2eee(C)e(Clc2)e(N+I(=..  |0.490909 |0.378453 | 0693878 0523636
Celec(N+(=0)O-De(Nc2eec(C)e(Clic2)c(N+I(=...  |0.490909 |0.378453 |0.693878 0.523636
COc1coc2c(c1)CCCN2S(=0)(=0)c T cec(N)ect 0.489362 |0.520408 |0.480000 0.349908
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Attivita (pVALUE) 6.15

desc fp
Attivita (pVALUE) 4.26 5.11
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J / Y4 Home Contacts

Menu Welcome to www.3D-QSAR.com
Home
Hi! Click the App Button you want to work on!
Contacts
Login
Leonardo

Our Apps

Remember Me

Login PL]'MOl[dlt Py-ConfSearch PL}'/\qun PLJ-COMFA

Not Registered? Sign Up

Forgot Password? Click
Here
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* Modello 3ADQSAR SB: non sufficientemente robusto

(9 <0.3)
« Modello 3BDQSAR LB: molto buono (g? >0.5)
« Docking non abbastanza accurato

+ 1,2-D QSAR:
v Evidenziata correlazione dei singoli
descrittori

v Arricchimento del training set con i
risultati dello screening
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