Supplementary Table 6. Interaction between target protein and candidate small molecules according to

the molecular docking analysis.

2Q8R:ZINC150338726(navitoclax)

Ligand Receptor Interaction  Distance  E(kcal/mol)

S 86 OE1 GLN 20 (H) H-donor 3.87 -0.5

o] 100 o] HOH 112 (G) H-acceptor 2.93 -0.6

o] 101 o] HOH 117 (H) H-acceptor 291 -1.3

6-ring CB GLN 20 (H) pi-H 4.26 -0.5

4BD9:ZINC150338726(navitoclax)

Ligand Receptor Interaction  Distance  E(kcal/mol)

o] 52 CA GLU 136 (B) H-acceptor 3.46 -0.6

5WN9:ZINC150338726(navitoclax)

Ligand Receptor Interaction  Distance  E(kcal/mol)

6-ring CA LEU 184 (H) pi-H 4.01 -0.5

7BQV:ZINC000066099927(AZD1480)

Ligand Receptor Interaction  Distance  E(kcal/mol)

N 37 5-ring TRP 380 (A) H-pi 3.71 -0.7

6-ring o] HOH 602 (B) pi-H 3.3 -0.9

7X4N:ZINC13476439(MG-132)

Ligand Receptor Interaction  Distance  E(kcal/mol)

N 38 OE2 GLU 411 (A) H-donor 3.28 -1

0] 18 NE ARG 105 (A) H-acceptor 3.16 -2
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