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Gaussian Processes Decision Tree Random Forests

'---------------------------------l I'''''''''""""""""""""I
] I )
! ANEI Hansen ! I ANEI Hansen ! i ANEI Hansen
| observed observed ! | ohserv ohserv ! ! observed observed
: 1/A  0/C /A 0/C | : %?}5 1852? 17}3;\ qu‘Iic— l ! 1/A  o/c 1A o/c

T y ] 3 3 PLi Y AU &
! o 85 | 288 sl 2713 | 736 1 ! ‘d' = Z73 : ! o 3711 | 2232 <« 2822 | 606
e g3 | - = I L ES ke
| | \ | 1 | ! |
5 - : ===t I T T 7557 = 771 2174 [ - =
| B 23 | sore T J 790 | 2273 1 | B B ! I B 28 | 903 T o 681 | 2403

i | -
| &9 & 5 | | & 5 &5 : L Ed &5
! 1 ] 1 ! | 1
| ! i o !
! Sensitivity : 0.585 Sensitivity : 0.774 | : Sensitivity : 0.571 Sensitivity :0.780 | ! Sensitivity : 0.931 Sensitivity ; 0.806
| Specificity : 0.806 Specificity :0.755 ! : Specificity :0.673 Specificity :0.722 } i Specificity : 0.802 Specificity :0.799

] |

| \ | | |
I I 1

*®2

QSAR Models :‘:E;—s Positive | Negative| Total Sensitivity (%) | Specificity (%) mnc?;t;ance Appl;;:;: L
positive 17 2 19
perfum R egative 8 304 312 68.0 99.3 97.0 100.0
total 25 306 331
positive 16| 7 23
Derek NX negative 9 299 308 64.0 97.7 95.2 100.0
total 25 306 331
positive 14 (5 20
ca(:al:il;ri'::{,la‘s':;a negative 9 274 283 60.9 97.9 95.0 91.5
total 23 280 303
positive 13 5 18
O oxatitical bargy | negative 1 29 301 54.2 98.3 95.0 96.4
total 24 295, 319
Chemical Space D[R 5E
D FE: <200mw
-53t%:H,C,N, 0, S, Cl
o) ' QO ANEI(11922) Bt +Bat
; @ Perfume+ANEI+a/A(170) : B3 1%
Perfume+a/C (308) : Bxtt
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*x4

Model 1 Model 2

Before Revision After Revision Before Revision After Revision
P 20 TP 18 P 23 TP 22
N 312 TN 318 TN 308 TN 314
FP 4 FP 4 FP 8 FP 8
FN 13 FN 8 FN 10 FN 4
Sensitivity 60.6% Sensitivity 69.2% Sensitivity 69.7% Sensitivity 84.6%
Specificity 98.7% | |Specificity 98.8% Specificity 97.5% | |Specificity 97.5%
Concordance Concordance Concordance Concordance

95.1% 96.6% 94.8% 96.6%

(Accuracy) (Accuracy) (Accuracy) (Accuracy)
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