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Supplementary material 1: 1H NMR and 13C spectra of ligands (L1–L6)
1. 7-Phenyl-5-(pyridin-2-yl)pyrazolo[1,5-a]pyrimidine(L1) 
[image: E:\Ph.D\Paper\Paper\Paper- 2\NMR\series-2\series-2\Slide51.TIF]
[image: E:\Ph.D\Paper\Paper\Paper- 2\NMR\series-2\series-2\Slide50.TIF]
2. 7-(4-Bromophenyl)-5-(pyridin-2-yl)pyrazolo[1,5-a]pyrimidine (L2) 
[image: E:\Ph.D\Paper\Paper\Paper- 2\NMR\series-2\series-2\Slide53.TIF][image: E:\Ph.D\Paper\Paper\Paper- 2\NMR\series-2\series-2\Slide52.TIF]












3. 7-(4-Chlorophenyl)-5-(pyridin-2-yl)pyrazolo[1,5-a]pyrimidine (L3)
[image: E:\Ph.D\Paper\Paper\Paper- 2\NMR\series-2\series-2\Slide54.TIF]
[image: E:\Ph.D\Paper\Paper\Paper- 2\NMR\series-2\series-2\Slide55.TIF]
4. 7-(2-Chlorophenyl)-5-(pyridin-2-yl)pyrazolo[1,5-a]pyrimidine (L4)
[image: E:\Ph.D\Paper\Paper\Paper- 2\NMR\series-2\series-2\Slide56.TIF]
[image: E:\Ph.D\Paper\Paper\Paper- 2\NMR\series-2\series-2\Slide57.TIF]
5. 7-(4-Methoxyphenyl)-5-(pyridin-2-yl)pyrazolo[1,5-a]pyrimidine (L5)
[image: E:\Ph.D\Paper\Paper\Paper- 2\NMR\series-2\series-2\Slide58.TIF]
[image: E:\Ph.D\Paper\Paper\Paper- 2\NMR\series-2\series-2\Slide59.TIF]
6. 5-(Pyridin-2-yl)-7-(p-tolyl)pyrazolo[1,5-a]pyrimidine (L6)
[image: E:\Ph.D\Paper\Paper\Paper- 2\NMR\series-2\series-2\Slide60.TIF]
[image: E:\Ph.D\Paper\Paper\Paper- 2\NMR\series-2\series-2\Slide61.TIF]
Supplementary material: 2 1H NMR and 13C NMR spectra of complexes (I-VI)
1. Re(CO)3L1Cl (I)
[image: E:\Ph.D\Paper\Paper\Paper- 2\NMR\series-2\series-2\Slide63.TIF]
[image: E:\Ph.D\Paper\Paper\Paper- 2\NMR\series-2\series-2\Slide64.TIF]
2. Re(CO)3L2Cl (II)
[image: E:\Ph.D\Paper\Paper\Paper- 2\NMR\series-2\series-2\Slide65.TIF]
[image: E:\Ph.D\Paper\Paper\Paper- 2\NMR\series-2\series-2\Slide66.TIF]
3. Re(CO)3L3Cl (III)
[image: E:\Ph.D\Paper\Paper\Paper- 2\NMR\series-2\series-2\Slide67.TIF]
[image: E:\Ph.D\Paper\Paper\Paper- 2\NMR\series-2\series-2\Slide68.TIF]
4. Re(CO)3L4Cl (IV)
[image: E:\Ph.D\Paper\Paper\Paper- 2\NMR\series-2\series-2\Slide69.TIF]
[image: E:\Ph.D\Paper\Paper\Paper- 2\NMR\series-2\series-2\Slide70.TIF]
5. Re(CO)3L5Cl (V)
[image: E:\Ph.D\Paper\Paper\Paper- 2\NMR\series-2\series-2\Slide71.TIF]
[image: E:\Ph.D\Paper\Paper\Paper- 2\NMR\series-2\series-2\Slide72.TIF]
6. Re(CO)3L6Cl (III)
[image: E:\Ph.D\Paper\Paper\Paper- 2\NMR\series-2\series-2\Slide73.TIF]
[image: E:\Ph.D\Paper\Paper\Paper- 2\NMR\series-2\series-2\Slide74.TIF]
Supplementary material 3: Bacteriostatic concentration of ligands and synthesized complexes by broth dilution method in terms of MIC in μM
	Compounds
 
	Gram positive
	Gram negative

	
	S. aureus
	B. subtilis
	S. marcescens
	P. aeruginosa
	E. coli

	Metal salt
	2500
	2500
	2500
	2500
	2500

	L1
	302
	310
	312
	285
	288

	L2
	304
	312
	299
	288
	286

	L3
	305
	302
	298
	284
	296

	L4
	290
	308
	282
	275
	295

	L5
	300
	280
	285
	295
	290

	L6
	310
	305
	300
	280
	285

	Complex I
	88
	90
	80
	68
	73

	Complex II
	70
	79
	74
	76
	78

	Complex III
	84
	82
	72
	65
	70

	Complex IV
	87
	83
	70
	62
	65

	Complex V
	68
	72
	66
	60
	74

	Complex VI
	80
	78
	75
	74
	72











Supplementary material 4: Effect of compounds on S. cerevisiae cells
	Conc.

	I
	II
	III
	IV
	V
	VI
	L1
	L2
	L3
	L4
	L5
	L6

	20 µg/mL
	Live
	376
	372
	383
	386
	391
	389
	382
	386
	394
	387
	395
	393

	
	Dead
	24
	28
	17
	14
	9
	11
	18
	14
	6
	13
	5
	7

	
	% viability
	94
	93
	95.8
	96.5
	97.8
	97.3
	95.5
	96.5
	98.5
	96.8
	98.8
	98.3

	40 µg/mL
	Live
	365
	364
	378
	381
	389
	385
	378
	381
	387
	383
	394
	390

	
	Dead
	35
	36
	22
	19
	11
	15
	22
	19
	13
	17
	6
	10

	
	% viability
	91.3
	91
	94.5
	95.3
	97.3
	96.3
	94.5
	95.3
	96.8
	95.8
	98.5
	97.5

	60 µg/mL
	Live
	351
	355
	373
	379
	387
	378
	374
	377
	381
	373
	393
	389

	
	Dead
	49
	45
	27
	21
	13
	22
	26
	23
	19
	27
	7
	11

	
	% viability
	87.8
	88.8
	93.3
	94.8
	96.8
	94.5
	93.5
	94.3
	95.3
	93.3
	98.3
	97.3

	80 µg/mL
	Live
	334
	348
	367
	362
	386
	368
	371
	368
	377
	371
	391
	382

	
	Dead
	66
	52
	33
	38
	14
	32
	29
	32
	23
	29
	9
	18

	
	% viability
	83.5
	87
	91.8
	90.5
	96.5
	92
	92.8
	92
	94.3
	92.8
	97.8
	95.5

	100 µg/mL
	Live
	324
	328
	352
	354
	383
	356
	355
	343
	373
	370
	388
	370

	
	Dead
	76
	72
	48
	46
	17
	44
	45
	57
	27
	30
	12
	30

	
	% viability
	81
	82
	88
	88.5
	95.8
	89
	88.8
	85.8
	93.3
	92.5
	97
	92.5












[bookmark: _GoBack]Supplementary material 5: Molecular docking of the Ligand (L1-L6) and complexes (I–VI) (ball and stick) with the DNA duplex (VDW spheres) of sequence d(ACCGACGTCGGT)2. The complex is docked in to the DNA showing groove binding between the DNA helix.
[image: E:\P.hD\Biological activity\Moleculer docking\Complex\series-2\L1.tif]
[image: E:\P.hD\Biological activity\Moleculer docking\Complex\series-2\L2.tif]
[image: E:\P.hD\Biological activity\Moleculer docking\Complex\series-2\L3.tif]
[image: E:\P.hD\Biological activity\Moleculer docking\Complex\series-2\L4.tif]
[image: E:\P.hD\Biological activity\Moleculer docking\Complex\series-2\L5.tif]
[image: E:\P.hD\Biological activity\Moleculer docking\Complex\series-2\L6.tif]
[image: E:\P.hD\Biological activity\Moleculer docking\Complex\series-2\C1.tif]
[image: E:\P.hD\Biological activity\Moleculer docking\Complex\series-2\C2.tif]
[image: E:\P.hD\Biological activity\Moleculer docking\Complex\series-2\C3.tif]
[image: E:\P.hD\Biological activity\Moleculer docking\Complex\series-2\C4n.tif]
[image: E:\P.hD\Biological activity\Moleculer docking\Complex\series-2\C5.tif]
[image: E:\P.hD\Biological activity\Moleculer docking\Complex\series-2\C6.tif]


Supplementary 6. % Proliferation of synthesized complexes (I-VI) with error bars ± 0.005.
[image: C:\Users\Bhatt\Desktop\2 AOC (MFC, Chem Select rejected)\FIgure 10.tif]
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