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Figure S1: *tHNMR (500 MHz, DMSO) of compound 3.
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Figure S2

: 'THNMR (500 MHz, DMSO) of compound 5a.
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Figure S3: 3 CNMR (126 MHz, DMSO) of compound 5a.
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Figure S4: *HNMR (500 MHz, DMSO) of compound 5b.
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Figure S5: 3 CNMR (126 MHz, DMSO) of compound 5b.
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Figure S6: tHNMR (500 MHz, DMSO) of compound 5c.
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Figure S8: 3 CNMR (126 MHz, DMSO) of compound 5d.

S6



I

=
E
S
=
b=
A
=
=
E]
il -
bz = —_— B
b5z —
o
=
FEE— —
| m
[=]
=+
2 R i
£Lg - @ Bl
EL9
R 3
~
= n
9E £, ) A
2E 2L — o |«
memﬁun ||U o = =1
ka# D h
WSS Loe -
zrG L - I,
ELD 28 Y. e i
3= == —_——— OE =
era’ mm%\m —_— 0| e =]
9E 4 06 44 /J. @
LEL 06 44 R
By oo 264 o Iz, |
= S
85 L & = yUE
= gy Le
694 &
B9 L "
LEs o
184 9
A/ o
68 & ol
06 i =
06 & 2 o
16
A =
L3
@ =]
E]
LEaL— ] <40 |,
" E]
E
o
o =
3
3 g
LEoL— — O [ o
r o
N Ju 2 5
RE
& 3 m L
o

Figure S9: tHNMR (500 MHz, DMSO) of compound 5e.
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Figure S16: tHNMR (500 MHz, DMSO) of compound 5i.

S10




Figure S17: Molecular docking and interaction pattern of compound 3.

Figure S18: Molecular docking and interaction pattern of compound 5a.
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Figure S19: Molecular docking and interaction pattern of compound 5b.

Figure S20: Molecular docking and interaction pattern of compound 5c.
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Figure S21: Molecular docking and interaction pattern of compound 5d

Figure S22: Molecular docking and interaction pattern of compound 5e.
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Figure S24: Molecular docking and interaction pattern of compound 5g.
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Figure S25: Molecular docking and interaction pattern of compound 5h.

Figure S26: Molecular docking and interaction pattern of compound 5i.
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Figure S27: The selected conformation of each Ligand (3, 5a-5i) demonstrate binding in the pocket
A of NDM-1 protein.
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Figure S28: Ligand binding to the NDM-1 protein displaying three major binding cavities (Pocket
A, Pocket B and Pocket C). It has been clearly observed that for each ligand maximum
conformations are occupied in the pocket A of NDM-1 protein. (A)(C) (1) compound 3, 5b and 5h
occupies pocket A, B and C. (C)(H) compound 5b and 5g conformations only occupies pocket A.
(D) (E)(F) (G)(J) Compound 5c, 5d, 5e, 5f and 5i occupies pocket A and C .

S17



RMSD

Protein after 1sq fit to Backbone
I I | I |
025 —
02 —
g | i
2 015 ]
% I
0.1 ]
Q05— ]
0 | L | l |
L] 10 26 30 S8
Time {11s)
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Figure S30: RMSD graph of compound 5c.
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Figure S32: RMSD graph of compound 5h.
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Figure S34. Antibacterial activity of (3) against XDR pathogens.
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Figure S35. MIC (mg/ml) and MBC of compound (3) against XDR pathogens.
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Figure S36. MIC of 3 compound against XDR pathogens
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