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Haold war. | Release resp. ‘ Set zpliting |

Feleaze war. | Marmalize war, ‘ Wiew resp. d. |

Ma. |Variable Statuz #| |MHo. | Mare Statuz s
1 Log Koo Exp =N Q00050-00-0 =
2 Splitting 2 n000s0-23-3 Training
3 L 2 000050-32-8 Prediction
4 TopoPSa 4 000051 -66-1 Prediction
] Wiy dibd at ] 000052-68-6 Frediction
B nH B 000053-70-3 Prediction
7 nC 7 000054-11-5 Training
a nh g 000055-21-0 Prediction
9 nQd 9 Q00056-33-9 Training
10 nS 10 000056-23-5 Prediction
1 nP 11 Q0005E-38-2 Prediction
12 nF 12 000056-49-5 Prediction
13 nCl 13 Q00056-53-1 Prediction
14 nBr 14 00005E-55-3 Prediction
15 nl 15 000057-13-6 Prediction
16 T, 16 000057-55-6 Prediction
17 héromB ond 17 000057-37-6 Frediction
18 WEATH 14 00005e-23-9 Frediction
19 WPOL 19 Q0005e-a0-2 Prediction
20 #LogP 20 0000&0-09-3 Prediction
21 Zaagreb 21 noooso-11-7 Frediction
22 MaxDMN2 22 0000E0-12-8 Prediction h
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0 -

0.7431 0.0076

int. 95% |p-value

0.0150 0.0000

VP-0 0.2595

nAromBond |0.0755 0,334  0.0045  0.0088 0.0000

IMA}(DP 0.1854  |-0.2777  |0.0156  0.0307 0.0000 v

(Fitting criteria) ~

R2: 0.7942 R2adj: 0.7929 R2-RZadj: 0.0013 LOF: =

kooc: 0.3831 Delta K: 0.1057 RMSE tr: 0,5428 MAE tr: 0,4287 =

RSS tr: 189.4573 CCC tr: 0.8853 51 0.5449 F: 615.5260

(Internal validation criteria)

02loo: 0.7307 R2-02loc: 0.0035 RMSE cv: 0.5474 MAE cv: 0.4323 4

Std. res. thresh. [2.5 =

D [Name |status  |Exp. endpoint_|Pred. by model eq. |Pred.Mod.Eq.Res. |Pred. LOO [Pred. LOO Res. |HATiji (h*=0.0233) |Std.Pred.Mod.Eq. Res.|Std.Pred.LOO Res. |
426 002008-41-5 Training  2.9000 2.3284 -0.5716 23242 -0.5758 0.0074 -1.0527 -1.0606

427 |002008-58-4 | Training  0.5300 19465 1.4165 19513 | 1.4213 0.0034

428 002032657 | Training  2.3200 2.7576 0.4376 27587 |0.4387 0.0025 08041 0.3061

429 002050-68-2 | Training | 4.3000 4.1187 -0.1813 41174  |-0.1826 0.0070 0.3340 -0.3363

430 002051-60-7 | Training 3.5200 3.8475 0.3275 3.8497  0.3297 0.0068 0.6030 0.6072

431 00205161-8 | Training  4.4200 3.3359 -0.5841 3.8320  -0.5880 0.0067 -1.0755 -1.0827

432 002077998 | Training 3.5100 2.3200 -0.7900 28155  -0.7945 0.0057 -1.4538 -1.4621

433 002104645 | Training 3.1200 4.2119 1.0919 42137 |1.0987 0.0062 2,0099 2.0224

434 002122-70-5 | Training | 2.4800 2.3219 0.3419 28235  0.3435 0.0047 0.6288 0.6318

435 002136790 Training | 3.5100 2.2798 -1.2302 22754 -1.2346 0.0036 22616 -2.2697

436 002150938 | Training | 2.3400 2.2223 -0.1177 22220 |-0.1180 0.0023 -0.2163 -0.2168

437 00216368-0 | Training | 2.9500 1.7934 -1.1566 17833 -1.1667 0.0085 -2.1317 -2.1502

438 002164-17-2 Training | 2.0000 2.1054 0.1054 21057 |0.1057 0.0023 0.1938 0.1943

439 002212-67-1 | Training | 1.9400 1.7733 -0.1667 17723 0.1677 0.0058 -0.3068 -0.3085

440 |002234-13-1 | Training 5.8900 5.3179 -0.5721 53002 -0.5308 0.0150 -1.0578 -1.0739

441 002303-16-4 | Training 3.2800 25263 -0.7537 2,5195  |-0.7605 0.0089 -1.3893 -1.4017 2
442 |002303-17-5 | Training 3.3500 2.7775 -0.5725 27714 -0.5736 0.0108 -1.0562 -1.0675

443 002307-68-8 | Training | 2.7600 2.7642 0.0042 27642 |0.0042 0.0041 0.0077 0.0077

444 002310-17-0 | Training | 2.9800 3.3075 0.3275 33098 0.3298 0.0069 0.6031 0.6073

445 002312-35-8 | Training | 3.6000 3.6252 0.0252 3.6253  0.0253 0.0075 0.0463 0.0467

446 002327028 Training | 2.5300 1.9204 -0.6096 19186 -0.6114 0.0030 -1.1203 -1.1237

447 |002385-85-5 | Training 6.0000 5.6873 -0.3127 56717  0.3283 L PR -0.6172

443 002425-10-7 | Training | 1.7100 2.2361 0.5261 22374  |0.5274 0.0024 0.9666 0.9589 =
Fr S =
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