










MolPort-046-754-050

7

MolPort-010-720-952

70.0±3 65±4 >100 54±4

8

MolPort-007-247-852

>100

9

MolPort-021-769-369

>100

10

MolPort-020-225-228

>100

11

MolPort-021-747-521

>100

12

MolPort-004-973-679

>100

13
MolPort-029-897-916

>100

14

MolPort-046-536-743

>100

15

MolPort-023-276-442

>100

16

MolPort-047-485-514

>100

17

MolPort-046-900-588

>100

18
MolPort-046-467-283

>100

19 >100



MolPort-047-388-850

20

MolPort-027-901-656

>100

21

MolPort-003-873-222

>100

22

MolPort-040-820-532

>100

23
MolPort-008-721-604

>100

24

MolPort-021-769-041

>100

25

MolPort-005-607-857

>100

26

MolPort-002-576-690

>100

27

MolPort-046-913-712

>100

28

MolPort-002-853-158

>100





MolPort-027-901-656 5.4±0.3 <5.5
MolPort-029-897-916 4.0±0.2 <5.5
MolPort-040-820-532 3.7±0.3 <5.5
MolPort-046-467-283 0.76±0.12 <5.5
MolPort-046-536-743 4.2±0.3 <5.5
MolPort-046-900-588 2.3±0.2 <5.5
MolPort-046-913-712 2.1±0.3 <5.5
MolPort-047-388-850 5.1±0.6 <5.5
MolPort-047-485-514 6.7±0.4 <5.5

Fig SI2. The estimated binding modes of the verified plm V inhibitors identified using docking 
(teal) and metadynamics (salmon) studies. The ligand and catalytic dyad residue side chains 
are shown as sticks. Hydrogens are omitted for clarity.







No Compound plm V plm II plm IV hcatD

Hit 5

MolPort-000-124-439

16.1±1.4 >100 >100 >100

1

MolPort-019-894-150

13.0±0.8 >100 >100 >100

2

MolPort-028-598-146

49±2 >100 >100 >100

3

MolPort-030-003-057

100 >100 >100 >100

4

MolPort-046-557-088

>100

5

MolPort-046-922-478

>100

6

MolPort-046-075-586

>100

7
MolPort-027-585-343

>100

8

MolPort-023-254-453

>100

9

MolPort-019-799-967

>100

10

MolPort-023-253-194

>100

11

MolPort-046-575-849

>100

12

MolPort-028-580-527

>100



13

MolPort-020-186-233

>100

14

MolPort-047-388-850

>100

15

MolPort-046-571-298

>100

16

MolPort-028-739-203

>100

17

MolPort-027-861-426

>100

18

MolPort-027-863-316

>100

19
MolPort-019-806-219

>100

20

MolPort-046-555-894

>100

21

MolPort-007-703-633

>100

22

MolPort-007-703-630

>100

23

MolPort-046-921-939

>100

24

MolPort-000-124-433

>100





11

MolPort-047-626-662

11.5±0.6 23±3 20.2±1.4 16±2

12

MolPort-030-037-821

12.7±0.6 62±3 50±3 28±3

13

MolPort-046-440-107

17.0±0.7 101±4 86±4 31±5

14

MolPort-046-529-437

29.0±1.2 >100 >100 120±5

15

MolPort-047-554-734

>100 >100 142±5 97±4
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