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Figure S1: '"H NMR (400 MHz, CDCls) of compound 3.
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Figure S2: 3C NMR (100 MHz, CDCl3) of compound 3.
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Figure S3: '"H NMR (600 MHz, DMSO-ds) of compound 5.
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Figure S4: 3C NMR (151 MHz, DMSO-ds) of compound 5.
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Figure S5: '"H NMR (600 MHz, DMSO-ds) of compound 6a.
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Figure S6: 3*C NMR (151 MHz, DMSO-ds) of compound 6a.
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Figure S7: '"H NMR (600 MHz, DMSO-ds) of compound 6b.
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Figure S8: 3C NMR (151 MHz, DMSO-ds) of compound 6b.
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Figure S9: '"H NMR (600 MHz, DMSO-ds) of compound 6c.
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Figure S10: 3*C NMR (151 MHz, DMSO-ds) of compound 6c.
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Figure S12: 3C NMR (151 MHz, DMSO-ds) of compound 6d.
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Figure S13: "H NMR (600 MHz, DMSO-ds) of compound 6e.
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Figure S14: 3*C NMR (151 MHz, DMSO-ds) of compound 6e.
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Figure S15: "H NMR (600 MHz, DMSO-ds) of compound 6f.
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Figure S16: 3*C NMR (151 MHz, DMSO-ds) of compound 6f.
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Figure S17: '"H NMR (600 MHz, DMSO-ds) of compound 6g.
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Figure S18: 3*C NMR (151 MHz, DMSO-ds) of compound 6g.
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Figure S19: '"H NMR (600 MHz, DMSO-ds) of compound 6h.
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Figure S20: 3*C NMR (151 MHz, DMSO-ds) of compound 6h.
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Figure S21: Antibacterial activity of compounds (1=6a, 2=6b, 3=6c¢, 4=6d, 6=6f, 7=6g and 8=6h)
at different concentration against A. baumannii
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Figure S22: Graphical representation of MIC and MBC values of compounds (6a-6h) against A.

baumannii.
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Figure S23: MBC of different compounds (1=6a, 2=6b, 3=6c¢, 4=6d, 5=6e, 6=6f, 7=6g and 8=6h)
against A. baumannii.
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Figure S24: Antibacterial activity of compounds (1=6a, 2=6b, 3=6c, 4=6d, 6=6f and 7=6g) at
different concentration against K. pneumoniae.
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Figure S25: Graphical representation of inhibition zone of each fraction of compounds (6a-6h)
against K. pneumoniae.
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Figure S26: Two-dimensional (2D, left side) and three-dimensional (3D, right side) diagram of
the 6d compound with NDM1 protein.
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Figure S27: Two-dimensional (2D, left side) and three-dimensional (3D, right side) diagram of
the 6e compound with NDM1 protein.
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Figure S28: Three-dimensional (3D) diagram of the 6e compound (from above surface) with
NDM1 protein.

Table S1: Docking data of experimentally synthesized compounds (6a-6h)

S1

7

mol rseq mseq S rmsd_refine E_conf E_place E_score1 E_refine E_score2
1 \‘ 1 -8.3146 2.5386 8.3353 -73.935@ -9.8894 -70.1938 -8.3146
2 '\: 1 -6.8485 2.2179 -3.6971| -11@8.2271 -18.3168 -51.8652 -6.8485
3 "\1 1 -6.8148 1.8764 -3.3391 -82.6581 -9.7868 -50.7884 -6.8148
4 “1 i -6.4344 1.4821 -2.4584 | -79.9837| -18.7985| -44.4694 -6.4344
5 ﬁ'\ 1 -6.3881 8.9582 -1.8509 | -118.8710 -9.7474 -44.,9361 -6.3881
6 "\ -5.8115 1.2854 -2.1723| -117.8862 -9.879%@ -23.3753 -5.0115
7 \ 1 -4.8699 1.08643 -7.8777 -77.8386 -9.6368 -11.7284 -4.8699
8 ‘\ 2 -8.2875 2.3382 -4.2828 -73.8056 -1@.1897 -71.1200 -8.2875
9 1 2 -7.1453 8.9713 -4.2849 | -138.9264 -1@.2157 -54.6752 -7.1453
10 "\p 2 -6.3854 1.3943 -6.7751 -76.7086 -9.1716 -45.1681 -6.3854
11 \3) 2 -6.2861 1.3535 -5.8823 -187.8672 -9.1628 -41.2484 -6.2861
12 ‘b"\ 2 -6.1744 1.2742 -6.1734 -77.7197 -18.5685 -43.7992 -6.1744
13 “\ﬁ ) -6.8731 2.1878 -6.4365| -91.8935 -9.4351| -39.8530 -6.8731
14 \ 2 -5.6283 1.5936 -7.2845 -78.6436 -9.4512 -33.6642 -5.6283
156 \-\ 2 -4.9222 B8.86e24 -5.8483 -84.1248 -9.2796 -19.3735 -4,9222
16 \‘v 3 -8.3324 4 .5879 7-3722 -77.5584 -9.7758 -71.9231 -8.3324
17 "& 3 -6.3253 1.9798 5.8179| -118.3713 -9.4524 -43.19@3 -6.3253
18 \\g 3 -6.1897 1.6861 5.0842 -74.8789 -9.8765 -39.9813 -6.1897
19 ‘\ 5] -5.6135 1.3783 4.3597 -84.5985 -9.5225 -33.4436 -5.6135
20 \ 3 -4. 8657 8.5388 -8.8244 -76.1894 -9.5815 -9.8568 -4.8657
21 X 3 -4.6466 1.4525 2.1793 -77.1723 -9.5808 -9.1189 -4,6466
22 =4 4 -8.4231 5.5388 -4.3297| -78.2275 -9.6635| -73.29@5 -8.4231
23 "Ht 4 -8.2856 A4.4290 -3.8575 -73.7636 -9.7831 -70.5829 -8.2856
24 \'L 4 -6.4193 1.6674 -4.3911| -182.2714 -9.6711 -41.8419 -6.4193
25 ‘\ 4 -6.3223 8.7849 -6.7651| -123.6475 -9.9000 -43.6144 -6.3223




26 \ 4 -4.3689 1.7138| -11.3261| -81.6318 -9.6186 -6.2871 -4.3689
27 '\ 4 -4.3292 1.7618| -11.3689| -71.7682 -9.76833 -5.3382 -4.3292
28 \ 4 -4.1926 1.9898| -108.1392| -79.9761 -9.8338 -4.6878 -4.1926
29 \\ 5 -8.7300 4.7493 19.4164| -73.6489 -9.8683| -74.5561 -8.7360
30 \«‘ 5 -8.5699 4.,9349 25.1984| -89.9571| -18.7838| -72.6184 -8.5699
3 ‘\5 J -7.4681 1.7648 18.4842| -73.8413) -18.173@| -58.0132 -7.4681
32 “9. 5 -6.8519 2.7484|  21.9259| -79.3519 -9.9526| -47.3507 -6.8519
33 \ Y -5.2198 8.7615 13.5929| -74.7296| -18.2671| -13.6666 -5.2199
34 \ 5 -5.0154 l.0826| 17.1512| -73.8127| -18.3184| -15.8259 -5.8154
36 \ 5 -4.6744 1.08238 16.2820| -93.7541 -9.8364| -18.5122 -4.6744
36 \ 5 -4.6200 1.3163 11.2283| -83.4865| -18.3598 -5.4264 -4.6280
37 \ 5 -4.3178 1.5575 21.9536| -75.2271) -18.1599 -3.4608 -4.3179
38 \\ b -8.2313 3.6655 19.8998| -85.2839 -9.7811| -78.2826 -8.2313
39 \\ b -8.1812 2.0259 20.2981| -89.9538 -9.6784| -89.6141 -8.1812
40 ‘\ 6 -6.7103 1.4159 20.3023| -84.1198 -9.5025| -49.2639 -6.7103
41 ‘\ b -6.6345 2.09109 28.2172| -86.8693 -9.5489| -47.7233 -6.6345
42 \\ ] -5.3793 1.2422 16.5748| -103.1558 -9.2277| -30.6818 -5.3793
43 "--q 7 -8.2043 1.2172 4.9598| -100.8668 -9.6821| -69.5656 -8.2043
44 \ 7 -6.8678 1.8332 5.8038| -92.2635 -9.4439| -46.8649 -6.8678
45 E‘a 7 -6.8508 1.8186 3.9397| -79.5941 -9.2786| -51.8221 -b.8508
46 “a 1 -b.7786 1.4730 3.9518| -187.7256 -9.3733| -50.7954 -6.7786
47 “L 7 -6.08239 1.3175 1.8531| -82.9173 -9.3433| -39.4399 -6.0289
48 \, 1 -4.5635 1.9733 3.8116| -97.7682 -9.6193 -9.6968 -4.5635
49 "’\ﬁ 3 -8.3118 1.8892 -3.5642| -100.8533| -18.2074| -78.3263 -8.3118
50 \‘ 3 -3.3857 1.8993 -3.2842| -98.7659| -11.2048| -69.6480 -8.3857
51 ‘Q 8 -7.2486 2.1472 -4.2244|  -87.2566 -9.8492| -54.1136 -7.2486
52 \ 8 -5.3222 1.1146| -11.8806| -82.8279 -9.8160| -16.8344 -5.3222
53 \ 8 -5.2476 1.84%90 -7.8978| -83.1890 -9.8078| -18.8549 -5.2476
54 \ 8 -4.5561 1.9568 -4.5933| -79.5113 -9.7579| -18.5914 -4.5561
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