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Figure S1. 'H NMR spectrum of 2-Amino-4-thiazolinone (L1)
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Figure S2. *C NMR spectrum of 2-Amino-4-thiazolinone (L)

S2



06

05

04

03

02

01

“gan.a4,

NH,
N)\S
/‘ L,
0

0.3

1363.63.0.

54013, 0.2 7p5 03 01

1
1000

1419.78,0.2
120759,02 0
N
1130.42.01
1 1 1 1 1 ! ! 1 ' 1 1 1 1 1 1

| 1 I
1500 2000 2500

2304 84.0. 21

29881? 01

3000 3500

Figure S3. IR spectrum of 2-Amino-4-thiazolinone (L1)
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Figure S4. 'TH NMR spectrum of 2-Imino-4-thiazolidinone (Lz2)
1-OH © o
DMSO N BI2SEB]Y
13C =~ cocagdaln
v i

NH

HN

I T T T T T T T

T T T T T T T T T T T T T T T
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 O ppm

Figure S5. '*C NMR spectrum of 2-Imino-4-thiazolidinone (Lz2)



1H NMR spectrum of (in DMSO-d6) Complex [Co(L1)2CI2]
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Figure S6. 'H NMR spectrum of Complex [Co(L1)2Cl2]
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Figure S7. IR spectrum of Complex [Co(L1)2Cl:]
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1H NMR spectrum of (in DMSO-d6) Complex [Ag(L1)3NO3]
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Figure S8. '"H NMR spectrum of Complex [Ag(L1)3NO3]
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Figure S9. IR spectrum of Complex [Ag(L1)3NO3]



Figure S10. The crystal packing of Complex [Ag(L1)3NOs]
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Figures S11. 2D and 3D visualizations of key active-site amino acid interactions between ligands
(L1, metal complexes, and reference drugs) and target proteins (PDB IDs: 6RKS, 2XCT, 2EXB,

1VQQ, and 4WMZ)
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3D-visualizitaion of “ligand — amino acids”

2-Amino-4-thiazolinone (L1) - 2XCT
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3D-visualizitaion of “ligand — amino acids”

2-Amino-4-thiazolinone (L1) - 4WMZ
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TableSl1

Intermolecular interactions formed by ligand Li, complexes [Co(L1)2Cl2] and [Ag(L1)3NO3],
and reference drugs with target proteins (PDB IDs: 6RKS, 2XCT, 2EXB, 1VQQ, and 4WMZ)

Liga | Rec Conventional Pi- | Pi- | Pi- | Pi- Pi-Alkyl Pi- Alkyl Attrac | Carbon | Unfa | Unfa Halogen
nd ept Hydrogen Bond Pi sig | An | Ca Sul tive Hydrog | vora | vora
or Sta | ma | ion | tio fur Charg en ble ble
ck n e Bond Acce | Don
ed ptor- or-
Acce | Don
ptor or
6R - - - - - - - - - - - - -
Li | ks
Com | 6R - - - - - - - - - - - - -
plex | KS
[Co(
L.C
L1
Com | 6R | TYRI149,GLU153 - - - - - - LYS64 ASP15 | LYS76 | LYS - -
plex | KS | ,ASNI48,LYS64, 0 76
[Ag( TYR63
Li);N
0O;]
Cipro | 6R - - - - - VAL328,PH - - - TYR26 - - -
floxa | KS E330 6,SER3
cin 29
Ampi | 6R | ARG738,TYRI149 - - - - LYS76 - - - LYS65 - LYS -
cillin | KS ,LLYS65,TYR63 64
Fluco | 6R ASN333 - - - - - - - SER32 - - - ALA179,G
nazol | KS 9 LY331
e
L 2X THR1181 - - - - - - - - - - - -
' |cr
Com | 2X | SERI330,ASN11 - - - - - - - - - - - -
plex | CT 82
[Co(
L |)2C
L2
Com | 2X THE1329 - - - - - - - - - - - -
plex | CT
[Ag(
Li)sN
Os]
Cipro | 2X - - - - - - - - - - - -
floxa | CT
cin
Ampi 2X GLY1332 - - - - PHE1331,V - - - PHE13 - - PHE1266,
cillin CT AL1268,PR 31,SER GLN1267
01326 1330
Fluco | 2X SER1173 - - - - - - - - - - - -
nazol | CT
e
Ly 2E - PH | LE - - ALAG61,LE - - - SER30 - - GLY358,A
XB El1 | U3 U421 6 RG361,LE
60 59 U359
Com | 2E SER420,SER62, - - - - - - - - SER42 - - -
plex | XB ASN308 0
[Co(
L).C
L]
Com | 2E | PHEI05,ILE141, - - - - HIS320 - - ARG - - - -
plex | XB | ASN281,HIS320 04,AS
[Ag( P138
Li)sN
0s]
Cipro | 2E | ARG361,SER357 | PH | PH - - - - - - - - - ASN308
floxa | XB | ,SER62,SER306, | El El
cin LYS305 60 60
Ampi | 2E ASN227 - SE - - LEU226 - ALA252,1 - SER25 - - -
cillin | XB R2 LE137 3
53
Fluco | 2E PH | LE - - LEU421,AL - - - SER30 - - LEU359,A
nazol XB El U3 A61 6 RG361,GL
e 60 59 Y358
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L, 1V | TRP616,SER400, - - - - - - - - - - - -
QQ | GLN521,GLU602
Com 1v LYS219,LYS215 - - - - - TY - - - - - -
plex | QQ R3
[Co( 73
L).C
L]
Com 1v GLN140 - - - - - - - ARG6 SER14 | GLN - -
plex | QQ 5, 1 140
[Ag( ASP13
LN 9,
(053] ASP30
4,
HIS12
9,
GLU6
1
Cipro 1V HIS143, SER141, - - AR - - - ILE69 - ASP30 - - -
floxa | QQ ASP304 G6 4,
cin 5 GLU61
Ampi | 1V LYS215 - - A2 - VAL217 - PRO370, - - - - -
cillin | QQ 21 LEU224
Fluco 1v GLY282,ASN393 LY - - - - - - LEU39 - GLY -
nazol | QQ , TYR366 S2 1,GLN3 282
e 81 96
L, 4W | HIS381,SER382, - - - - - PH - - - - - -
MZ SER508 E3
84
Com | 4W | SER508,PHES06, - - - - - - - - - - - -
plex MZ THR507,HIS381
[Co(
L1):C
1]
Com | 4W | ILE471,CYS470, - - TY - - - LEU383 - CYS47 - - -
plex | MZ | TYRI140,HIS468, R1 0
[Ag( ARG385 26
Li)sN
0O;]
Cipro | 4W | METS509,HIS381, | TY - - - - - PHE241,L - - - - PHES06
floxa | MZ PHES06 R7 EU95,PH
cin 2 E384
Ampi | 4W SER508 - ME - - - - PRO238, - HIS381 - - -
cillin | MZ T5 LEU380
09
Fluco | 4W - PH | LE - HI PRO238 - - - THRS50 - - -
nazol | MZ E2 | U9 S3 7
e 41 5 81




