Table S1: The prediction of ADME parameters, pharmacokinetic properties, druglike nature, and medicinal chemistry friendliness of top 10 lead compounds
predicted potent inhibitors against UGPase target.
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C1 MolPort-002- 3 0 95.4 6.74 139.5 low -7.48 No Yes -3.28 Yes; 1 violation: 0.55 0 alert 0 alert 4.17
619-190 5 0 Poorly soluble cm/s MLOGP>4.15
C2 MolPort-000- 6 1 75.8 4.47 132.7  High -5.87 No Yes -5.36 Yes; 0 violation 0.55 0 alert 1 alert: 4.29
451-699 8 Moderately cm/s mannich
soluble A
C3 MolPort-000- 4 1 88.1 5.3 129.2  High -6.24 No Yes -4.88 cm/s  Yes; 0 violation 0.55 0 alert 0 alert 4.33
730-162 7 6 Poorly soluble
C4 MolPort-000- 7 1 85.0 3.63 129.0 High -5.11 No Yes -6.23 cm/s  Yes; 0 violation 0.55 0 alert 1 alert: 4.33
451-697 3 5 Poorly soluble mannich
_A
C5 MolPort-000- 7 1 66.1 4.65 141.7  High -6.13 Yes Yes -5.46cm/s  Yes; 0 violation 0.55 0 alert 1 alert: 4.57
451-711 5 5 Poorly soluble mannich
_A
Cé MolPort-000- 7 1 89.2 286 1119  High -3.09 No Yes -7.69 cm/s  Yes; 0 violation 0.55 0 alert 0 alert 3.71
451-749 1 3 Poorly soluble
Cc7 MolPort-002- 5 0 68.4 3.22 99.43  High -4.33 No Yes -5.81 cm/s  Yes; 0 violation 0.55 0 alert 0 alert 3.65
611-137 6 Poorly soluble
C8 MolPort-002- 3 0 954 6.74 139.5 Low -7.48 No Yes -3.28 cm/s  Yes; 1 violation: 0.55 0 alert 0 alert 4.17
619-190 5 Poorly soluble MLOGP>4.15
9 MolPort-002- 3 0 95.4 6.47 134.6 Low -7.17 No Yes -353 cm/s  Yes; 1 violation: 0.55 0 alert 0 alert 4.04
608-446 5 9 Poorly soluble MLOGP>4.15
C10 MolPort-000- 6 1 758  4.47 132.7  High -5.87 No Yes -5.36 cm/s  Yes; 0 violation 0.55 0 alert 1 alert: 4.29
451-699 0 8 Moderately mannich
soluble A




Table S2: The prediction of ADME parameters, pharmacokinetic properties, druglike nature, and medicinal chemistry friendliness of top 10 lead compounds
predicted potent inhibitors against PCNA target.
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C1 10 3 -0.03 101.59 Low No No -9.07 cm/s Yes; 0 violation 0.55 0 alert . 5.38
001-741-093 05 soluble cumarine
-4.61
MolPort- 107. Mod
C2 000?705’_143 6 3 ) 06 88 High fe lyera No No -61lcm/s Yes;Oviolation 055 0 alert 0 alert 3.33
soluble
3 alerts:
0.81 aldehyde,
MolPort- 194. e Yes; 1 violation: nitro_group
C3 10 5 -1.75 78.81 L \Y N N -9.40 0.55 0 alert - 3.96
047-116-128 76 oW ey © © cm/s NorO>10 aer , oxygen-
soluble . .
nitrogen_si
ngle_bond
2 alerts:
cumarine,
MolPort- 129. -2.62 1 li
C4 oror 8 4 0.64 94.14 High No No -8.28 cm/s Yes; 0 violation 0.55 0 alert po ycyc‘ 1o 4.90
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