Session: Gombar_Hall_Suppl_Vdss, Model: log(VDss) PLS

Mon May 13 2013, 10:54
Data set: Gombar_Hall_Suppl_Vdss
Modeled property: log(VDss)

Modeling technique: PLS

Model statistics:

Number Rsqr
TRN 399 0.4261
VAL 85 0.4198
TEST 85 0.5173

Parameters used:
Set split:
* Training set size: 70%
® Validation set size: 15%
® Clustering with tanimoto level: 0.7
Descriptor pre-selection:
e Threshold for minimum occurrence: 4%
® Threshold for minimum standard deviation: 0.0005
® Threshold for maximum correlation between descriptors: 0.95

Descriptors remaining after pre-selection: 173

Descriptors used in the model: 173

Model details:
Number of PLS components: 2

Cross-validation Qsqr: 0.3335

Descriptor Coefficient
logP 0.008467
Vx 7.368e-005
MW -5.917e-006
NegativeCharge -0.06881
PositiveCharge 0.003797
Flex -0.01834
AromaticRings 0.001955
OverallCharge 0.01004
ERTLNotPSA -0.0004118
HBA-lip -0.006436
HBA-prof -0.004607
HBD-lip -0.003123
HBD-prof -0.001732
ACamideO-nh-nh2 -0.01051
ACamideO-nh0 -0.0356
ASamideO-nh-nh2 -0.04013
AbasicNHO 0.08945
AbasicNH1 0.04472
CHOAa 0.002181
CH1Aa 0.007999
CH2Aa 0.003686
CH2hetero 0.01138
CH2link 0.004575
CH3Aa 0.004919
CH3hetero 0.00756
CamideNHO -0.0324
Ester 0.002188

RMSE
0.4746
0.4686
0.4337

Scaled Coefficient
0.02643
0.008295
-0.0009226
-0.05227
0.008515
-0.003694
0.003161
0.0243
-0.02836
-0.0259
-0.01549
-0.007903
-0.00316
-0.006906
-0.01402
-0.01501
0.04472
0.02934
0.001212
0.009861
0.0126
0.0301
0.02028
0.00941
0.0114
-0.02023
0.001632
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