Table S7. Training set for building a consensus ensemble multitarget neural network model of anxiolytic activity of chemical compounds relevant to chemotypes of nitrogen-containing condensed heterocycles.

Mol_ID Code Levels LevH LevHM LevA ADRA1A ADRA1B ADRA2A ADRA2B AGTR1 GABA-A-GABA GABA-A-Benz HTR1A HTR2A-Spec HTR2A-Allo HTR4 HTR7 MTNR1A MTNR1B NMDA-Glut NMDA-Ca SLC18A2 Sample1 Sample2 Sample3 Sample4 Sample5 Sample6 Sample7
1 CHEMBL323519  high h hm a -6.4 7.7 -7.6 -5.6 -8.8 -6.6 -8.3 -7.8 -75 -8.9 -8.1  -741 -7.6 -6.9 -7.2 -7.0 -4.3 train val test train train train train
2  CHEMBL204240 high h hm a -75 =71 -7.6 -5.1 -7.8 -6.4 -8.5 -7.8 -6.8 -8.2 -82 -7.6 -8.6 -7.8 -6.7 -6.4 -4.1 train train val test train train train
3 CHEMBL314608 high h hm a -6.4 -7.3 -7.8 -5.6 -7.9 -6.3 -8.3 -7.9 -7.0 -8.4 -8.1 -7.7 -8.0 -8.5 -7.0 -6.2 -5.0 train train train val test train train
4  CHEMBL319178  high h hm a -8.1 -8.7 -10.4 -6.5 -9.7 -75 -10.1 -10.4 -8.5 -11.41 97 97 -9.6 -8.5 -8.6 -8.7 -5.8 train train train train val test train
5 CHEMBL153823 high h hm a 7.7 -7.0 -8.2 -9.2 -8.1 -6.5 -8.8 -7.7 -6.9 -8.6 -78 -8.6 -84 -8.9 -7.3 74 -5.9 train train train train train val test
6 CHEMBL3246317 high h hm a -8.3 -8.2 -8.5 -8.1 -8.9 7.7 -10.1 -9.1 -7.9 -9.7 92 -94 -8.2 -9.6 -7.0 -7.2 -54 test train train train train train val
7 CHEMBL98258 high h hm a -8.5 -8.6 -10.6 -6.6 -9.6 7.7 -10.4 -10.7 -8.7 -11.4 -10.2 -9.8 -8.7 -74 -8.4 -8.9 -5.9 val test train train train train train
8 CHEMBL155270 high h hm a -7.9 7.2 -84 -8.9 7.7 -6.2 -8.7 -7.7 -6.8 -8.4 -76 -84 -8.2 -8.5 =71 74 -4.6 train val test train train train train
9 CHEMBL86611 high h hm a -7.3 =71 7.2 -6.5 -7.3 -6.2 -7.7 -7.7 -6.5 -8.2 78 -713 -7.9 -8.0 -6.7 -6.1 -4.6 train train val test train train train
10 CHEMBL87790 high h hm a -71 -6.9 -6.8 -6.7 -7.2 -6.1 -7.6 -71 -6.1 -8.0 74 72 -8.3 -8.0 -6.3 5.7 -4.4 train train train val test train train
11 CHEMBL319966  high h hm a -9.0 -8.5 94 -71 -9.0 -7.9 9.3 9.2 -7.6 -10.5 -87 93 -9.9 9.4 -7.5 -7.8 -5.1 train train train train val test train
12 CHEMBL88106 high h hm a -7.3 -71 -7.0 -6.0 -7.5 -6.4 -8.1 -7.7 -6.5 -8.2 -7.8 -75 -8.1 -8.1 -6.4 -6.1 -4.6 train train train train train val test
13  CHEMBL86557 high h hm a -7.6 -71 -7.5 -5.9 -7.8 -6.7 -8.0 -8.1 -6.8 -8.4 -80 -7.7 -8.7 -8.3 -6.6 -6.6 -4.7 test train train train train train val
14 CHEMBL2263293 high h hm a -8.3 -7.9 -8.6 -6.3 -8.6 -8.0 -9.6 9.1 -8.0 -9.9 -86 -7.6 -7.5 -8.3 -7.4 -71 -4.5 val test train train train train train
15  CHEMBL20042 high h hm a -8.7 -8.4 94 -6.1 94 -7.0 -9.6 9.1 -7.4 -10.0 -86 -7.9 -8.1 93 -8.0 -7.6 -5.4 train val test train train train train
16 CHEMBL101304  high h hm a -74 -8.6 -1.7 -5.4 -8.3 -6.5 -8.4 -8.0 -7.5 9.8 -83 -7.7 9.5 9.8 -6.9 -6.9 -4.4 train train val test train train train
17 CHEMBL2263296 high h hm a -8.3 -8.0 9.5 -6.7 9.5 -8.7 -9.9 9.8 -8.3 -9.9 -85 -83 -8.2 -8.4 -7.7 -8.1 -5.3 train train train val test train train
18 CHEMBL260994  high h hm a -8.2 -8.6 -9.1 -6.3 9.7 -7.5 -9.9 -9.5 -7.9 9.8 -87 -88 -8.2 -8.8 -8.2 -8.2 -5.4 train train train train val test train
19 CHEMBL347801  high h hm a -8.0 -7.3 -8.6 -8.7 -8.2 -6.6 -9.0 -8.0 -71 -8.8 -8.0 -9.0 -8.7 -9.1 -7.5 -7.7 -4.8 train train train train train val test
20 CHEMBL4093093 high h hm a -8.3 -8.2 -8.9 -6.0 -9.6 =71 -9.5 -9.3 -8.2 -9.7 -86 -8.3 -8.7 9.0 -7.7 -7.3 5.2 test train train train train train val
21 CHEMBL661 high h hm a -8.7 -8.4 -8.6 -8.1 9.3 -7.3 -10.6 9.3 -8.2 9.3 95 -101 9.2 -9.9 -71 -7.6 -5.5 val test train train train train train
22 CHEMBL562219  high h hm a -8.0 -74 -8.1 -5.1 -8.8 -6.4 -8.0 -8.1 -71 -8.9 -84 -85 -9.1 9.5 -6.6 6.7 -4.6 train val test train train train train
23 CHEMBL2263292 high h hm a -8.3 -7.9 -8.7 -6.4 -8.9 -7.3 9.7 9.1 -8.0 9.8 -85 -7.9 -7.6 -8.2 -7.6 -7.5 -4.5 train train val test train train train
24 CHEMBL470786  high h hm a -7.5 -7.3 -8.2 -6.1 -8.3 -6.5 -8.8 -7.7 -71 -8.2 -81 -75 -7.7 -8.0 -7.3 6.7 -4.4 train train train val test train train
25 CHEMBL469737  high h hm a -8.3 -7.3 -9.0 -6.1 -9.1 -71 9.7 -8.1 -7.4 -11.1 -87 6.8 9.5 -7.0 -7.8 -7.6 -2.9 train train train train val test train
26 CHEMBL378298  high h hm a -8.0 -8.8 94 -6.2 -9.0 -74 9.4 9.3 -8.6 -10.6 -89 -87 -8.8 -7.6 -7.8 -8.7 -2.9 train train train train train val test
27 CHEMBL646 high h hm a -8.9 -8.7 -8.6 -8.2 -9.1 -7.5 -10.2 -8.5 -8.6 -9.5 92 95 -9.0 9.8 -7.2 -7.7 -5.8 test train train train train train val
28 Diazepam high h hm a -7.0 -8.2 -8.4 -8.2 -8.8 -6.8 -9.4 -8.3 -75 -8.8 -85 -9.3 9.2 9.0 -74 -71 -4.9 val test train train train train train
29 Phenazepam high h hm a -7.8 -8.0 -9.1 -8.3 -8.8 -6.9 -10.4 -8.1 -7.7 -8.7 -8.3 -9.3 -8.9 9.7 -6.7 -71 -5.1 train val test train train train train
30 Tofisopam high h hm a -6.4 -8.1 -7.5 -5.8 -8.4 -6.7 -8.4 -8.4 -74 -8.7 92 -71 -8.1 -10.3 -6.9 -6.7 -3.3 train train val test train train train
31 CHEMBL470788 moderate nh hm a -8.1 -7.3 -7.5 -5.9 -8.4 -71 -8.9 -7.7 -7.2 -8.8 -88 -7.2 -6.7 -8.4 -71 -71 -4.6 train train train val test train train
32 CHEMBL471822 moderate nh  hm a -7.8 -74 -8.5 -6.1 -8.3 -6.4 -8.6 -7.8 -6.9 9.1 -86 -7.5 -7.9 -7.8 -7.4 -7.0 -4.3 train train train train val test train
33 CHEMBL470787 moderate nh  hm a -8.3 -8.3 -8.3 -7.6 -8.5 -7.2 9.3 -8.6 -74 9.3 -87 -7.8 -7.9 -9.1 -7.6 -7.6 -5.0 train train train train train val test
34 CHEMBL204040 moderate nh hm a 7.2 -71 -7.7 -5.3 -7.8 -6.3 -8.5 -7.6 -7.0 -8.4 -80 -76 -8.4 -7.9 -6.6 -6.3 -4.1 test train train train train train val
35 CHEMBL154043 moderate nh hm a -74 -74 -8.3 -8.7 -7.7 -6.7 -8.6 -7.6 -6.9 -8.4 -7.8 -83 -8.1 -8.5 -7.2 -7.0 -5.8 val test train train train train train
36 CHEMBL283993 moderate nh  hm a -8.0 -7.8 -8.9 -6.0 94 -7.0 9.5 -8.3 -74 -10.9 90 -84 -8.8 -8.5 -7.5 -7.7 -5.2 train val test train train train train
37 CHEMBL314823 moderate nh hm a -6.8 -6.7 -6.9 -7.2 -7.0 -5.8 -8.0 -7.3 -6.2 -7.5 75 -7.0 -74 -7.5 -6.2 -5.6 -4.6 train train val test train train train
38 CHEMBL315419 moderate nh hm a -6.9 -7.0 -6.9 5.7 -7.0 -5.9 -7.7 -7.4 -6.3 -7.7 7.3 6.8 -7.3 -7.4 -6.2 -5.6 -4.3 train train train val test train train
39 CHEMBL3246236 moderate nh  hm a -7.0 -7.5 -7.7 -7.7 -8.2 -6.5 9.1 -8.0 -7.5 9.3 -83 -82 -9.0 -8.6 -7.3 -7.2 -4.5 train train train train val test train
40 CHEMBL328250 moderate nh  hm a -8.1 -8.5 -8.3 -6.0 -9.1 -7.0 -9.9 9.2 -7.6 -9.0 -80 -7.0 -8.0 -8.7 -6.9 -7.0 5.5 train train train train train val test
41 CHEMBL411663 moderate nh hm a -8.6 -8.3 9.2 -6.4 -9.6 -71 -10.0 -9.5 -8.2 -10.2 -86 -9.0 -8.4 93 -8.1 -8.2 -5.2 test train train train train train val
42 CHEMBL420977 moderate nh  hm a 7.2 -7.0 -6.9 -6.5 -71 -6.2 -7.8 -7.4 -6.3 -7.9 -76 -73 -7.9 -7.9 -6.3 -5.9 -4.6 val test train train train train train
43 CHEMBL431020 moderate nh hm a -71 -6.9 -7.3 -6.5 -74 -6.1 -7.9 -7.6 -6.5 -7.9 7.7 73 -7.7 -8.1 -6.4 -6.1 -4.6 train val test train train train train
44 CHEMBL523 moderate nh hm a -7.9 -8.3 -8.2 -8.0 -8.5 -6.8 -9.6 -8.3 -71 -8.7 -86 -94 -9.4 -9.1 -7.0 -7.3 -4.7 train train val test train train train
45 CHEMBL83085 moderate nh hm a -7.2 -6.9 -7.3 -6.3 -7.5 -6.1 -7.5 -7.7 -6.4 -8.1 79 -7.0 -8.1 -8.0 -6.4 -5.9 -4.4 train train train val test train train
46 CHEMBL83349 moderate nh hm a -7.0 -71 -7.0 -6.4 -71 -6.1 -7.7 -7.4 -6.3 -7.9 -76 6.9 -7.9 -7.6 -6.2 -5.8 -4.2 train train train train val test train
47 CHEMBL86463 moderate nh hm a -6.9 -7.0 -6.9 -6.4 -7.2 -5.8 -7.7 -7.2 -6.3 -7.8 7.3 6.7 -8.0 -7.8 -6.4 -5.6 -4.6 train train train train train val test
48 CHEMBL87700 moderate nh hm a -7.3 -7.0 -7.2 -6.4 -7.6 -6.4 -8.0 -7.8 -6.5 -8.2 7.7 75 -8.1 -8.0 -6.7 -6.1 -4.7 test train train train train train val
49  CHEMBL98848 moderate nh  hm a -9.2 -8.7 -9.6 -7.4 -9.2 -7.6 -10.4 9.4 -8.3 -10.8 91 -9.0 -9.6 -8.8 -7.9 -8.3 -5.3 val test train train train train train
50 CHEMBL969 moderate nh  hm a -8.6 -7.8 -8.2 -8.1 -8.8 -6.8 -10.0 -9.5 -75 -9.1 -8.1 -82 9.7 -10.3 -6.6 -75 -5.3 train val test train train train train
51 CHEMBL431105 moderate nh  hm a -7.5 -7.6 -8.7 -5.7 -8.4 -7.3 -9.1 -8.0 -8.0 9.2 -8.0 -8.0 -8.0 -7.5 -6.8 -7.0 -4.1 train train val test train train train
52 CHEMBL204755 moderate nh  hm a -1.7 -71 -7.9 -5.3 -7.5 -6.5 -8.5 -7.5 -6.6 -8.4 7.7 75 -8.5 -7.9 -6.8 -6.5 -4.2 train train train val test train train
53 CHEMBL383127 moderate nh hm a -7.9 -7.3 -8.5 -6.7 -7.5 -6.7 -9.4 -8.0 -6.8 -8.4 79 82 -8.8 -8.3 -7.2 -7.0 -4.2 train train train train val test train
54  CHEMBL87271 moderate nh  hm a -6.7 -6.8 -6.9 -6.4 -71 -5.9 -7.7 -7.0 -6.3 -7.7 72 6.8 -8.0 -7.9 -6.3 -5.9 -5.1 train train train train train val test
55 CHEMBL410628 moderate nh  hm a -8.3 -7.9 -8.4 -6.1 9.3 =71 9.7 -9.2 -7.8 -9.9 -83 -8.0 -8.1 -8.8 -8.1 -8.5 -4.8 test train train train train train val
56 CHEMBL83570 moderate nh hm a -6.5 -6.7 -7.0 -6.0 -74 -6.1 -7.8 -7.2 -6.7 -7.9 -75 6.8 -7.6 -7.7 -6.5 -5.9 -4.1 val test train train train train train
57 CHEMBL87662 moderate nh hm a -6.9 -71 -71 -6.3 -7.3 -5.9 -7.7 -7.5 -6.1 -7.6 -74 6.8 -7.7 -7.8 -6.2 -5.8 -4.6 train val test train train train train
58 CHEMBL346817 moderate nh  hm a -8.0 -7.2 -8.7 -9.0 -8.2 -6.7 -9.3 -8.0 -6.8 -8.6 -8.1 -9.0 -8.6 -9.0 -75 -75 -5.9 train train val test train train train
59 CHEMBL153953 moderate nh  hm a -8.0 -6.9 -8.1 -7.8 -75 -6.1 -8.3 -7.5 -6.7 -8.2 -75 -85 -8.2 -8.5 -7.0 -7.2 -4.6 train train train val test train train
60 CHEMBL347113 moderate nh  hm a -8.1 -7.0 -8.4 -8.1 -7.9 -6.5 -8.7 -8.0 -6.7 -8.7 -80 -9.0 -8.6 -9.1 -7.4 -75 -4.9 train train train train val test train
61 CHEMBL84698 moderate nh  hm a -6.3 -6.7 -6.9 -6.0 -74 -6.0 -7.8 -7.2 -6.4 -7.8 -76 -6.8 -75 -7.6 -6.1 -5.9 -4.3 train train train train train val test
62 CHEMBL315080 moderate nh  hm a -6.9 -7.3 =71 -6.5 -7.3 -6.1 -7.9 -7.7 -6.5 -8.2 74 -7.0 -8.4 -8.2 -6.5 -6.1 -4.7 test train train train train train val
63 CHEMBL471821 moderate nh  hm a -7.8 -8.2 -8.4 -7.0 -8.6 -7.3 -8.9 -9.0 -7.3 -9.2 -8.7 -81 -8.1 -9.1 -7.6 -75 -4.7 val test train train train train train
64 CHEMBL276971 moderate nh  hm a -7.9 -7.7 -9.3 -6.2 -8.9 -6.9 -8.4 -8.5 -76 -9.3 -87 -7.8 -8.2 -8.0 -7.7 -7.7 -4.8 train val test train train train train
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