Virtual screening in search for a chemical probe for angiotensin-

converting enzyme 2 (ACE2)

Supporting Information

List S1. List if ligands from the ChEMBL database with experimentally measured activities
Ki or IC50 against ACE2

Smiles Molecule ChEMBL ID

CCIC@@H](C)[C@H](S)C(=0)N[C@ @H](Cclccc(0)ccl)C(=0)0  CHEMBL253224
CC[C@@H](C)[C@H](S)C(=0)N[C@ @H](Cclccec(Oc2cccee2)cl)C(=0)0  CHEMBL252003
CCCC[C@H](S)C(=0)N[C@ @H](Cclcce(-c2cceee2)ccl)C(=0)0  CHEMBL257270
CC[C@H](S)C(=0)N[C@ @H](Cclcce(-c2cceee2)ccl)C(=0)0 CHEMBL257726
O=C(CS)N[C@ @H](Cclccc(-c2cceec2)ccl)C(=0)OCHEMBL258333
O=C(0)[C@H](Cclccc(-c2cceec2)ccl)NC(=0)[C@H](S)Cclcccccl CHEMBL163454
CC[C@@H](C)[C@H](S)C(=0)N[C@ @H](Cclccccc10Cclcccccl)C(=0)0  CHEMBL254493
CC[C@@H](C)[C@H](S)C(=0)N[C@ @H](Cclcccc2eeccc12)C(=0)0 CHEMBL400527
CC[C@@H](C)[C@H](S)C(=0)N[C@ @H](Cclccc(OCc2ccc(F)cc2F)ccl)C(=0)0  CHEMBL398771
CC[C@@H](C)[C@H](S)C(=0)N[C@ @H](Cclccc(OCc2ccc(F)cc2)ccl)C(=0)0 CHEMBL254911
CC[C@@H](C)[C@H](S)C(=0)N[C@ @H](C)C(=0)O CHEMBL254900
CC[C@@H](C)[C@H](S)C(=0)N[C@@H](Cclcce(-c2cceee2)ccl)C(=0)0  CHEMBL252391

CC[C@@H](C)[C@H](S)C(=0)N[C@ @H](Cclccc(OCe2ce(C(F)(F)F)ec(C(F)(F)F)c2)ccl)C(=0)0
CHEMBL252009

CC[C@H](C)[C@H](S)C(=O)N[C@@H](Cclccc(-c2cceec2)ccl)C(=0)0 CHEMBL269996
CC[C@@H](C)[C@H](S)C(=O)N[C@@H](Cclccce(-c2cceec2)c1)C(=0)0 CHEMBL401397
CC[C@@H](C)[C@H](S)C(=0)N[C@ @H](Cclcceecl)C(=0)0 CHEMBL400526

CC[C@@H](C)[C@H](S)C(=0)N[C@ @H](Cclccec(OCc2cccec2)c1)C(=0)0 CHEMBL254495



CC(C)C[C@H](S)C(=O)N[C@@H](Cclccc(-c2cceec2)ccl)C(=0)0 CHEMBL271225

CC[C@@H](C)[C@H](S)C(=0)N[C@ @H](Cclcceecl-cleccecl)C(=0)0  CHEMBL398545
CC[C@@H](C)[C@H](S)C(=0)N[C@ @H](Cclcec(Oc2cccec2)ccl)C(=0)0  CHEMBL254282
0=C(0)[C@H](Cclcce(-c2cceec2)cc1)NC(=0)[C@ @H](S)C1CCCC1 CHEMBLA04117

O=C(N[C@@H](Cclccc(-c2cceec2)ccl)C(=0)0)[C@@H](S)Cclcceecl CHEMBL350414
O=C(N[C@@H](Cclccc(-c2cceec2)ccl)C(=0)0)[C@@H](S)CC1CCCCC1  CHEMBL271224
CC(C)(C)C[C@H](S)C(=O)N[C@@H](Cclccc(-c2cceec2)ccl)C(=0)0 CHEMBL271223
O=C(0)[C@H](Cclccc(-c2cceec2)ccl)NC(=0)[C@@H](S)C1CCCCCl CHEMBL257026

CC(=O)N[C@@H](Cc1c[nH]cn1)C(=0O)N[C@H](CC(C)C)P(=0)(0)CC(Cclcc(-c2cccec2)nol)C(=0)0

CHEMBL408182
CC(C)C[C@H](NC(=0)[C@@H]1CCCN1C(=0)[C@H](CO)NC(=0)[C@H](CS)NC(=0)[C@H](Cclenc[nH]1)NC(
=0)[C@H](CO)NC(=0)[C@H](Cclcec(O)ccl)NC(=0)[C@@H](CC(=0)O)NC(=0)CN)C(=0)N[C@ @H](CCCNC(
=N)N)C(=0)N[C@ @H](Cclccc(0)ccl)C(=0)N[C@@H](Cclcce(0)ccl)C(=0)N1CCC[C@H]1C(=0)N[C@@H](
Cclc[nH]c2cceec12)C(=0)N[C@@H](Cclc[nH]c2ccececcl12)C(=0)N[C@ @H](CCCCN)C(=0O)N[C@ @H](CS)C(=
O)N[C@H](C(=0)N[C@ @H](Cclcce(0)ccl)C(=0)N1CCC[C@H]1C(=0)N[C@ @H](CC(=0)0)C(=0)N1CCC[C
@H]1C(=0)0)[C@@H](C)0O  CHEMBL1240682

CC(=0O)N[C@@H](CC(C)C)C(=0)N1CCC[C@@H]1P(=0)(0)CC(Cclcc(-c2cccec2)nol)C(=0)0
CHEMBL261121

CC(C)C[C@@H](N)P(=0)(0)C[C@@H](Cclcceecel)C(=0)O CHEMBLA05232
CC(C)(S)C(=O)N[C@@H](Cclccc(-c2cccec2)ccl)C(=0)0 CHEMBLA04044
C[C@H](S)C(=O)N[C@@H](Cclccc(-c2cceec2)ccl)C(=0)OCHEMBL257727
CC[C@@H](C)[C@H](S)C(=0O)N[C@@H](Cclccc(OCc2ccc(C(F)(F)F)cc2)ccl)C(=0)0 CHEMBL251809
CC[C@@H](C)[C@H](S)C(=O)N[C@@H](Cclcccecc1Ocleccecl)C(=0)0  CHEMBL251804
CC(C)C[C@@H](NC(=0)OCclcccecl)P(=0)(0)C[C@ @H](Cclcceecl)C(=0)0 CHEMBL264665
O=C(N[C@ @H](Cclccc(-c2ceceec2)ccl)C(=0)0)[C@@H](S)Cclccc2cccec2cel CHEMBL272925
O=C(0)[C@H](Cclccc(-c2cceec2)ccl)NC(=0)[C@@H](S)clcccccl CHEMBL437595

0=C(0)[C@H](Cclcccecl)CP(=0)(0)[C@H]1CCCN1 CHEMBL261033



CC(=0O)N[C@@H](Cclc[nH]cn1)C(=0)N1CCC[C@@H]1P(=0)(0)C[C@@H](Cclcccccl)C(=0)0
CHEMBL261423

CC(=0)N[C@@H](CCCCN)C(=0)N1CCC[C@@H]1P(=0)(0)C[C@@H](Cclcceeel)C(=0)0  CHEMBLA11942
C[C@@H](N)P(=0)(0)C[C@@H](Cclcceecl)C(=0)0  CHEMBLA05913
N[C@H](Cclcceeel)P(=0)(0)C[C@@H](Cclcceee)C(=0)0 CHEMBL412123
CC(=0)N[C@@H](CC(C)C)C(=0)N1CCC[C@@H]1P(=0)(0)C[C@@H](Cclcceecl)C(=0)0  CHEMBL260273
C[C@H](CP(=0)(0)[C@H]1CCCN1C(=0)0Cclcccecl)C(=0)0  CHEMBL409713

CC(=0)N[C@ @H](CCC(=0)0)C(=0)N1CCC[C@@H]1P(=0)(0)C[C@ @H](Cclcccecl)C(=0)0
CHEMBL263663

CC(=0)N[C@ @H](Cclc[nH]cn1)C(=0)N[C@H](CC(C)C)P(=0)(0)C[C@ @H](Cclcceecl)C(=0)0
CHEMBLA08448

CC(=0)N[C@H](C(=0)N1CCC[C@@H]1P(=0)(0)C[C@@H](Cclcccecl)C(=0)0)C(C)C CHEMBL411052

CC(=0)N[C@ @H](Cclccc(O)ccl)C(=0)N1CCC[C@@H]1P(=0)(0)C[C@ @H](Ccleccecl)C(=0)0
CHEMBL410509

CC(C)C[C@H](CP(=0)(0)[C@H]1CCCN1C(=0)0Cc1cccecl)C(=0)0 CHEMBLA11298

CC(=O)N[C@@H](Cc1c[nH]cn1)C(=0)N1CCC[C@@H]1P(=0)(0)CC(Cclcc(-c2cccec2)nol)C(=0)0
CHEMBL409105

CC[C@@H](C)[C@H](S)C(=0)N[C@@H](Cclcec(OCc2cccec2)cc1)C(=0)0 CHEMBL254703
CC[C@@H](C)[C@H](S)C(=0)N[C@ @H](Cclccc2cecec2¢1)C(=0)0 CHEMBL253428
CC[C@@H](C)[C@H](S)C(=0)N[C@@H](Cclccc(OCc2ccc(F)c(F)c2)cc1)C(=0)0  CHEMBL251808
CC[C@@H](C)[C@H](S)C(=0)NCC(=0)0 CHEMBL401086
CC(=0)N[C@@H](CC(C)C)C(=0)N[C@H](Cclcccecl)P(=0)(0)C[C@ @H](Cclcceecl)C(=0)OCHEMBLA08705

CC(=0)N[C@ @H](Cclcccecl)C(=0)N1CCC[C@ @H]1P(=0)(0)C[C@ @H](Cclcccecl)C(=0)0
CHEMBL258698

O=C(N[C@H](Cclcccecl)P(=0)(0)C[C@@H](Cclcceecl)C(=0)0)OCclcccccl CHEMBL258464
CC(=0)N[C@ @H](C)C(=0)N1CCC[C@@H]1P(=0)(0)C[C@ @H](Cclcceecl)C(=0)0 CHEMBLA09721

0=C(0)[C@H](Cclccccel)CP(=0)(0)[C@H]1CCCN1C(=0)0Cclcccecl  CHEMBL260677



C[C@@H](NC(=0)OCclcceecl)P(=0)(0)C[C@@H](Celcccecl)C(=0)0  CHEMBL258683

O=C(N[C@ @H](Cclccc(-c2cceec2)ccl)C(=0)0)[C@@H](S)CCclcccccl CHEMBL402987
0=C(0)[C@H](Cclccc(-c2cceee2)ccl)NC(=0)[C@ @H](S)C1CCC1 CHEMBL257229
CC(C)[C@H](S)C(=0O)N[C@@H](Cclccc(-c2cccec2)ccl)C(=0)0 CHEMBL269997
CC(=0)CNC(=0)[C@H](CC(=0)0)NC(=0)[C@H](Cclcce(0)cc1)NC(=0)[C@H](CO)NC(=0)[C@H](Cclc[nH]c
n1)NC(=0)[C@ @H]1CSSC[C@H](NC(=0)[C@ @H](NC(=0)[C@H](Cc2ccc(0)cc2)NC(=0)[C@ @H]2CCCN2C(
=0)[C@H](CC(=0)0)NC(=0)[C@ @H]2CCCN2C(=0)[C@H](CCC(=0)0)NC(=0)CNC(=0)CNC(=0)CN)[C@ @H]
(C)O)C(=O)N[C@ @H](CCCCN)C(=0)N[C@ @H](Cc2c[nH]c3cccec23)C(=0)N[C@@H](Cc2c[nH]c3ccecec23)C(
=0)N2CCC[C@H]2C(=0)N[C@ @H](Cc2cce(0)cc2)C(=0)N[C@ @H](Cc2cec(0)cc2)C(=0)N[C@ @H](CCCNC(
=N)N)C(=0)N[C@ @H](CC(C)C)C(=0)N2CCC[C@H]2C(=0)N[C@ @H](CO)C(=0)N1 CHEMBLA436639
Cclnnc(S/C(=C/c2cce(-c3cc(Cl)cce3C)02)C(=0)0)[nH]1  CHEMBL252417
CC(C)C[C@H](N[C@@H](Cclenen1Celee(Cl)ec(Cl)cl)C(=0)0)C(=0)0  CHEMBL429844
CNC(=0)[C@H](Cclc[nH]en1)NC(=0)CN(CCCelcccecl)CC(=0)0 CHEMBL3235416

NCCNCCN1CC1 CHEMBL398940

Table S1. Top 20 compound from Enamine SSC, showcasing visualizations of poses in ACE2
binding pocket.

# ID Score = 2d diagram of interaction 3d visualization of interaction
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Table S2. Top 20 compounds from Enamine RDB, showcasing visualizations of poses in

ACE2 binding pocket.

# ID Score 2d diagram of interaction 3d visualization of interaction
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