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Synthesis of G-AgNPs
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Fig.S1 Synthesized black coloured G-AgNPs
XRD analysis
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             Fig.S2. XRD pattern analysis represents the accepted reference pattern.
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 Fig. S3. XRD pattern analysis using  X’Pert HighScore software
Antioxidant Activity
 The antioxidant activity of G-AgNPs is calculated using the following equations
DPPH radical scavenging activity (%) = [Abs(control) – Abs(standard) / Abs(control)] x 100
   Where, Abs(control): Absorbance of DPPH radical + methanol
              Abs(standard): Absorbance of DPPH radical + extract/test sample/standard
IC50 value calculated denotes the concentration of the sample required to scavenge 50% of DPPH radical
H2O2 scavenging activity is calculated by the formula.
Scavenging activity % = (Absorbance of control – Absorbance of sample) x 100/ Absorbance of control
Percent Inhibition was calculated by using following formula
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Cytotoxicity Assay
The image below depicts morphological changes consistent with cell death such as reduced cell density, after treatment with G-AgNPs at 200 μg/ml shows a more pronounced cytotoxic effect.
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Fig. S4. Cytotoxic assays on MCF-7 cell lines, comparing the effects of cis-platin and G-AgNPs

DFT studies output graph

 [image: ]Total energy =-2612.30221902 Ry

Fig.S5 DFT study on geometric optimization of G-AgNPs
 [image: ]Total energy(SCF) =-2612.31673039 Ry

Fig.S6 DFT study on SCF energy of G-AgNPs

 [image: ]Total energy Stress =-1699.42 Kbar

Fig.S7 DFT study on total energy stress of G-AgNPs
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Fig.S8 DFT study on geometric optimization(total energy/Ry)  of G-AgNPs


 Docking Report
Software: GeinDock Suite v2.5.7.0
Charge Type: gasteiger_kollman
Protonation pH: 7.4
Force Field: MMFF94




Supplementary tables
ST1: Docking parameters
	Docking Parameters

	Scoring Function
	Vina

	Exhaustiveness
	8

	Number of Modes
	9

	Energy Range (kcal/mol)
	3

	Box Padding (Ã…)
	10

	CPU Cores
	16



ST2: Binding Energy
	Sr. No.
	Ligand Name
	Receptor/Protein
	Binding Energy (kcal/mol)
	RMSD

	1
	Galangin
	4LMN
	-8.245
	2.361

	2
	Galangin
	8AI0
	-6.643
	3.578
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image5.tiff
Untreated cell lines (MCF-7) G-AgNPs 12.5 ug/ml

is-platin 80 ug/m! G-AgNPs 200 ug/ml
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Convergence of SCF.
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Geometric Optimization
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Total energy / Ry
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