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Table S1. Binding energies of decoy ligands against M

Sr.No Decoy ligands in smiles format Binding energy
(kcal/mol)

1. Celee(ne(n])NS(=0)(=0)c2ccc(cc2)NC(=0)CCCCC(=0)Ne3cee(ce3)S(=0)(=0)[N]c4nc(ce(n4)C)C)C -8.42

2. Cele(c2ee(cee2[nH]1)OC)CC(=0)0c3cee(ce3)C(=0)OCCNACC[NH+](CC4)CCNSCCOCCS -8.21

3. COC(=0)[COH]ICCCN1C(=0)C2=C[COH]([COH]([COOH](C2)OC(=0)NCCCl)OC(=0)NCCCI)NC(=0)Nc3cecce3Br -8.12

4. CCOC(=0)Oclc(ce(cel OC)C(=0)O[COOH]2C[COOH]3C[NH+4CCcSc6ecc(ce6[nH]cS[COOH]4C[COOH]3[COOH] -7.97
([COOH]20C)C(=0)0C)0C)0C

5. clee-2¢(celS(=0)(=0)NCCCCCC(=0)0)C(=0)c3c2cce(c3)S(=0)(=0)NCCCCC C(=0)[0-] -7.91

6.  CCOC(=0)N1CCe2c(sc(c2C(=0)N)NC(=0)c3cee(ce3)S(=0)(=0)N(CCOC)CCOC)C1 -7.90

7. cleee(cel)OCCINH+]2CCN(CC2)C[COOH](COC3cee(ce3)OC[COOH](CN4CCN(CC4)CCOCScceces)0)0 -7.87

8. clec(encl)[COH](C[NH2+]CCe2cce(ce2)[N-]S(=0)(=0)c3cce(ce3)nde(=0)n(nn 4)CCCC5SCCCCS)0 -7.85

9. clenc(ncl)NS(=0)(=0)c2cce(cc2)NC(=0)CCSCCC(=0)Ne3cee(ce3)S(=0)(=0)[N-]c4nccens -7.72

10.  clec(c(cel C/C(=N/0)/C(=0)NCCSSCCNC(=0)/C(=N\0)/Cc2cce(c(c2)Br)[0-]) Br)O -7.68

1. CCOC(=0)COclcce(celOC)C = NNC(=0)C(=0)N/N=C/c2cce(c(c2)OC)OCC(=0)0CC -7.63

12.  clee(ceel C(=0)NNC(=0)CCCN2C(=0)/C(=C\3/C(=0)N(C(=S)S3)CCCC(=0)NNC(=0)c4cce(ced)[N+](=0)[O-])/ SC2 = -7.60
S)[IN+](=0)[O-]

13.  cleen2e(cl)ne(c(c2 = 0)/C = C\3/C(=0)N(C(=S)S3)CCCCCCCCCCC(=0)[0-])NC COCCO -7.58

14.  CC(=0)0[COOH]1CC[COO]2([COH](C1)CC[COOH]3[COOH]2[COOH](C[COO]4([COOH]3CC[COOH]4/C(=N\NC(=0)N)/CO -7.55

[COOH]5[COH]([COOH]([COH]([COOH](05)C(=0)OC)OC(=0)C)OC(=0)C)OC(=0)C)C)0)C
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15.

16.

17.

18.

19.

20.

21.

22.

23.

24.

25.

26.

27.

28.

29.

30.

CCOclcc(cec10C(=0)c2ccee(c2)OC)/C = N/NC(=0)c3c(n(nn3)cdc(nond)N)COc5cee(ccS)F
CCN(CO)S(=0)(=0)clccc(ccl)C(=O)NCc2nnc(n2c3ccccc30C)SCC(=0O)Nednne(s4)SCC
clee(cec1C(=0)Nc2nne(s2)CCOCCOCCce3nnc(s3)NC(=0)cdcec(ccd)Cl)C

CC(=0)0C[COH]([CO]1(CC[COOH]2[CO0]1(C[COOH]([COOH]3[COOH]2CC[COOH]4[COO]3(CC[COH](C4)O[COH]5[CO
OH]([COH]([COOH]([COH](05)C(=0)0C)OC(=0)C)OC(=0)C)OC(=0)C)C)0)C)0)OC(=0)C

COcl cee(ce1OC)CNe2ne(n(n2)C(=0)COc3ece(ce3)CHNCedece(c(c4)0C)OC
clee(enel)[COH](CNCCe2eee(ce2)[N-]1S(=0)(=0)c3cee( ce3)nde(=0)n(nn4)CC CC5CCCCS)0
Celece(ce])S(=0)(=0)N(CCN(CCO)S(=0)(=0)c2cce(cc2)C)CCN(CCO)S(=0)(=0)c3cec(ce3)C

COC(=0)cce(c(ne] C/C(=N\NC(=8)N)/C(=N/c2cce(c(c2)Cl)C1)/[0])C/C(=N/NC(=S)N)/C(=N/c3cee(c(c3)Cl)Cl)/[0-])C(=0)OC
CCN(CC)C(=0)CSclnc2eesc2e(=0)n1 CCCC(=0)NCCe3cee(ce3)S(=0)(=0)N

CCCCOcl cee(ec1)C(=0)NCe2nne(n2c3cee(ce3)Br)SCC(=0)Nednne(s4)SCC
cleee(ce1)OCCN2CCINH+](CC2)C[COH](COc3cec(ce3)OC[COH](CN4CCN(CC4)CCOCScececs)0)O
clece(e(c1)C(=0)NNC(=0)CCCCCN2C(=0)/C(=C\3/C(=0)N(C(=S)S3)CCCCCC(=0)NNC(=0)cdccecc4[0-])/SC2 = S)O
Cele(c(se1C(=0)OC)NC(=0)CCCS(=0)(=0)c2nc(ce(n2) C(F)(F)F)c3cee(c(c3)0C)OC)C(=0)N

C/C(=C\CC[CO](C)(C=C)O[COH]1[COOH]([COH]([COOH]([COH](O1)COC(=0)/C(=C/CC[CO](C)(C=C)0)/C)0)OC(=0)/C(=
C/CC[COO0] (C)(C=C)0)/C)0)/C(=0)O

CCOC(=0)[COO](C(F)(F)F)(NC(=0)Nccec(ec] )S(=0)(=0)[N-]e2nne(s2)SCC YOCC(F)(F)F

Cclee(nol)C(=0)N[COOH](C)C(=0)N[COH](C(C)C)C(=0)N[COH](CC(C)C)C(=0)N[COOH](C[COH]2CCNC2 = 0)/C =
C/C(=0)0C
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COclce(cc(c10C)0C)/C=C/C(=0)O[COH]2[COOH]([COH](O[CO0]2(CO)O[COOH]3[COOH]([COH]([COOH]([COH](03)CO
C (=0)cdecc(ccd)0)0)0)0)CO)O

CC(=0)0C/C(=N\NC(=0)N)/[CO]1(CC[COH]2[CO]1(CC(=0)[COOH]3[COOH]2CC[COOH]4[COO]3(CC[COH](C4)O[COH]5[
COOH]([COH](JCOOH]([COOH](05)C(=0)0C)0C(=0)C)OC(=0)C)OC(=0)C)C)C)O

CCN(CO)S(=0)(=0)clcce(ccl)C(=O)NCc2nnc(n2c3ccecc30C)SCC(=0O)Ncedecee(ccd)OC

COclc(c(ce(c1)/C = [NH+]/CCCN2CCN(CC2)CCC/[NH+]=C/c3cc(c(c(c3)OC)0C)0C)0C)0C
C/C(=C\CC[CO](C)(C=C)O[COH]1[COOH]([COH](JCOOH]([COH](O1)CO)OC(=0)/C(=C/CC[CO(C)(C=C)0)/C)OC(=0)/C(=
C/CC[COO](C) (C = C)0)/C)0)/C(=0)O
CC(=0)O[COOH]1[COH](JCOOH](O[COOH](JCOOH]10)O[COOH](C/N=C/c2c3cccec3cec20)[COOH](CO)O[COOH](C/ N =
C/c4c5cecec5ceec4[0-])0) CO)O

CCOC(=0)clcec(cc )NC(=0)CSc2nnc(n2c3cc(ccc30C)OC)CNC(=0)c4cec(ccd)S(=0)(=O)N(C)C
C/C(=N\O)/C(NCCC(CCNC(/C(=N/O)/C)(C)C)CCNC(=0)CCCC(=0)Oclc(c(c(c(c1F)F)F)F)F)(C)C
CCCCC/C=C\C/C=C\C=C/C=C\[COH]([COH](CCCC(=0)OC)O)SC[COJ(C(=O)NCC(=O)[O)(INH3+])N1[COOH](CCC1 =
0)C(=0)[O-]

C/C = C(\C[COOH](N(Cclc[NH+]c(ncIN)C)C = 0)0O)/SS/C(=C\C)/C[COOH](N(Cc2cnc(nc2N)C)C = 0)O
clc(esc1COc2c3c(nc(n2)N)n(ecn3)CCCCCCCCO[COOHJ4[COH](JCOOH]([COOH](JCOOH](04)CO)0O)0)0)Br
CCO[POO](=0)(CCCCCCCCCC(=O)NCCCCCNC(=0)CCCC[COOH][COOH]2[COOH](CS1)NC(=0O)N2)[O-]
cleee(e(cl)C(=0)[O])NC(=0)CCCCCN2C(=0)/C(=C\3/C(=O)N(C(=S)S3)CCCCCC(=0O)Nc4ccecccaC(=0)[O-])/SC2=S

C/C = C(\C[COH](N(Cclcne(ncIN)C)C = 0)0O)/SS/C(=C\C)/C[COOH](N(Cc2cnc(nc2N)C)C = 0)O

clee(e(cc C[COH](C(=0)[0])OC(=0)[COOH]2[COOH](JCOOH](JCOOH]2C(=0)O[COOH](Cc3cce(c(c3)0)O)C(=0) [O-
])c4cece(c(c4)O)O)cScee(c(c5)0) O)0)O
CCl1(c2ceecc2[N+](=C1/C=C/C=C/3\C(c4cccccAN3CCCCC(=O)NCCOCCOCC[NH2+]CCO[COOH]5[COH]([COH](JCOOH]([C
OOH](05)C0O)0) 0)O)(C)C)O)C
CC(C)(C)OC(=O)C[NH+](CC(=0)OC(C)(C)C)[COOH](Celeec(cc ) N)CN(CC(=0)OC(C)(C)C)CC(=0)OC(C)C)C
COclce(c(c(c10C)OC)S(=0)(=0O)NCCOc2ccecc2)S(=0)(=0)NCCOc3cccecec3
CC[COH](JCOJ(C)(/C=C(\C)/C(=0)[COH](C)C[COO](C)[COOH](JCOOH](C)[COOH](JCOOH](C)C(=0)[O])O[COH]1C[COO]
([COH](JCOOH](O1)C)O)(C)OC)O[COHJ2[COOH](JCOH](C[COH](02)C)[NH+](C)C)0)OC)0)O
CCCCCCCCCC(=0O)O[COOH]1[COH]([COOH](JCOOH](O[COOH]10[COO]2([COOH]([COOH]([COOH](02)CO)0)0)CO)CO
)OC(=0)C(C)C)OC (=0)C(C)C
CCCCCCCCCCCCCCCCO[COH]I[COOH]([COH](JCOOH]([COH](O1)CO)O[COOH2[COOH]([COH](JCOOH](JCOH](02)CO
)0)0)0)0)O
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