Table 3. Experimental and predicted MIC (ug/mL) values of training set and test set
molecules based on atom based 3D-QSAR model (Antibacterial activity).

. Predicted Predicted
Compound | B-subtilis | Experimental
MIC -log(MIC) -log(MIC)
code -log(MIC) o
(Mg/mL) (Training set) (Test set)
Al 32 -1.505 -1.74
A2 256 -2.408 -2.11
A3 16 -1.204 -1.19
A4 64 -1.806 -1.31
A5 32 -1.505 -1.50
A6 16 -1.204 -1.29
A7 256 -2.408 -2.44
A8 128 -2.107 -2.17
A9 64 -1.806 -1.71
Al10 256 -2.408 -2.34
All 128 -2.107 -2.07
Al2 128 -2.107 -2.10
Al3 256 -2.408 -2.47
Al4 128 -2.107 -2.35
Al5 64 -1.806 -1.83
Al6 64 -1.806 -1.93
Al7 64 -1.806 -1.71
Al8 128 -2.107 -2.05
Al9 128 -2.107 -2.06
A20 64 -1.806 -2.04
A21 256 -2.408 -2.50
A22 128 -2.107 -2.03
A23 256 -2.408 -2.43
A24 264 -2.422 -2.48
A25 64 -1.806 -1.95




Table 4. Experimental and predicted MIC (ug/mL) values of training set and test set
molecules based on atom based 3D-QSAR model (Antibacterial activity).

Predicted Predicted
Compound | S-aureus | Experimental
MIC -log(MIC) -log(MIC)
code -log(MIC) .
(Mg/mL) (Training set) (Test set)
Al 32 -1.50515 -1.55
A2 128 -2.10721 -1.94
A3 16 -1.20412 -1.26
A4 64 -1.80618 -1.78
A5 32 -1.50515 -1.71
A6 16 -1.20412 -1.26
A7 128 -2.10721 -2.2
A8 128 -2.10721 -1.91
A9 64 -1.80618 -1.95
A10 256 -2.40824 -2.27
All 64 -1.80618 -1.71
A12 128 -2.10721 -2.02
A13 128 -2.10721 -2.28
Al4 128 -2.10721 -2.08
Al5 128 -2.10721 -2.18
Al6 128 -2.10721 -1.95
Al7 128 -2.10721 -2.04
Al8 256 -2.40824 -2.5
Al9 256 -2.40824 -2.48
A20 128 -2.10721 -2.05
A2l 256 -2.40824 -2.43
A22 256 -2.40824 -2.33
A23 128 -2.10721 -2.25
A24 128 -2.10721 -2.3
A25 64 -1.80618 -1.55




Table 5. Experimental and predicted MIC (ug/mL) values of training set and test set
molecules based on atom based 3D-QSAR model (Antibacterial activity).

Compound E. coli Experimental Predicted Predicted
code Mic ogviey | P9MIO) | log(MIC)
(g/ml) (Training set) (Test set)
Al 64 -1.806 182
A2 128 -2.107 237
A3 16 -1.204 WY,
Ad 128 -2.107 -1.99
AS 64 -1.806 176
A6 16 -1.204 -1.50
A7 256 -2.408 X7
A8 128 -2.107 5%
A9 64 -1.806 175
A10 128 -2.107 -2.34
All 64 -1.806 178
Al2 256 -2.408 -2.26
Al3 256 -2.408 -2.35
Al4 128 -2.107 -2.31
Al5 64 -1.806 71
Al6 128 -2.107 -2.12
Al7 128 -2.107 -1.86
Al8 128 -2.107 216
A19 256 -2.408 .08
A20 64 -1.806 175
A21 64 -1.806 179
A22 128 -2.107 537
A23 128 -2.107 229
A24 64 -1.806 192
A25 32 -1.505 -1.43




Table 6. Experimental and predicted MIC (ug/mL) values of training set and test set
molecules based on atom based 3D-QSAR model (Antibacterial activity).

Compound | P-vulgaris | Experimental Predicted Predicted
code Mic ogviey | P9MIO) | log(MIC)
(g/ml) (Training set) (Test set)
Al o4 -1.806 11.826
A2 128 -2.107 535
A3 16 -1.204 -1.48
Ad 128 -2.107 195
AS 64 -1.806 178
AB 16 -1.204 -1.52
A7 256 -2.408 227
A8 128 -2.107 551
A9 64 -1.806 175
Al10 256 -2.408 -2.48
All 128 -2.107 -2.31
AL2 128 -2.107 531
AL3 128 -2.107 539
Al4 256 -2.408 -2.38
Al15 128 -2.107 -2.21
Al6 64 -1.806 175
Al7 64 -1.806 ~1.89
Al8 256 -2.408 -2.46
Al9 256 -2.408 2.26
A20 128 -2.107 215
A21 64 -1.806 186
A22 128 -2.107 218
A23 256 -2.408 528
A24 64 -1.806 169
A25 32 -1.505 -1.68




molecules based on atom based 3D-QSAR model (Antifungal activity).

Table 7. Experimental and predicted MIC (ug/mL) values of training set and test set

Compound | A niger | Experimental Predicted Predicted
code Mic ogviey | P9MIO) | log(MIC)
(g/ml) (Training set) (Test set)
Al 32 -1.505 151
A2 256 -2.408 242
A3 16 -1.204 121
A4 64 -1.806 14
AS 16 -1.204 121
A6 16 -1.204 -1.19
AT 128 -2.107 2.08
A8 64 -1.806 162
A9 128 -2.107 2.02
Al10 128 -2.107 -2.16
All 64 -1.806 181
Al2 32 -1.505 -1.50
AL3 64 -1.806 135
Al4 32 -1.505 155
Al5 32 -1.505 147
Al6 64 -1.806 1El
Al7 32 -1.505 156
A18 64 -1.806 WY
Al9 32 -1.505 149
A20 64 -1.806 1Ea
A21 64 -1.806 518
A22 32 -1.505 151
A23 128 -2.107 -2.14
A24 64 -1.806 178
A25 64 -1.806 156




molecules based on atom based 3D-QSAR model (Antifungal activity).

Table 8. Experimental and predicted MIC (ug/mL) values of training set and test set

Compound | C.tropicalis | Experimental Predicted Predicted
code Mic ogviey | P9MIO) | log(MIC)
(g/ml) (Training set) |  (Test set)
Al 64 -1.806 -1.959
A2 256 -2.408 -2.52
A3 16 -1.204 131
Ad 64 -1.806 199
AS 32 -1.505 1.47
AB 16 -1.204 1.31
AT 64 -1.806 ~1.99
A8 128 -2.107 532
A9 128 -2.107 235
A10 64 -1.806 168
All 64 -1.806 201
Al12 16 -1.204 1.6
Al3 128 -2.107 22.36
Al4 32 -1.505 145
Al15 64 -1.806 -2.04
Al6 128 -2.107 2.5
Al7 16 -1.204 142
Al8 32 -1.505 159
A19 64 -1.806 193
A20 32 -1.505 -1.64
A21 128 -2.107 532
A22 32 -1.505 145
A23 64 -1.806 198
A24 32 -1.505 145
A25 32 -1.505 177




