Supplementary Table 1. Overview of published in-silico and in vitro studies targeting PTP1B and/or DPP-4, and how these approaches support the present study.
	Literature references
	Methods used
	Key findings
	In vitro assessment
	Support for the research 

	[1]
	High-throughput virtual screening + docking
	Identified baicalin as a selective mixed inhibitor (IC50 reported), and docking supported stable binding
	Yes: enzyme inhibition + cell (IRS-1 phosphorylation) + animal model effects
	Matches workflow conceptually: virtual screening - docking prioritization -mechanistic biological relevance

	[2]
	Molecular docking + enzyme kinetics discussion
	Links the phenolic-rich fraction to enzyme inhibition and docking-based interaction plausibility
	Yes: enzyme kinetics for PTP1B inhibition reported
	Supports key binding argument: polyphenolic / hydroxyl-rich scaffolds often stabilize enzyme pockets through multi-point polar interactions

	[3]
	Docking + MD + binding free-energy calculations
	Highlights allosteric-site preference/selectivity for PTP1B supported by simulation energetics
	Yes: verified by enzymatic assays (two assays reported)
	Useful to position your study: you targeted the active site (grid from co-crystal) with Vina and then validated stability via MD + MM-GBSA (while literature shows an alternate route: allosteric selectivity)

	[4]
	Docking + MD + binding free-energy calculations
	Combined in-silico triage to propose novel DPP-4 inhibitors
	Yes (explicit “in vitro DPP-IV assays.”)
	Mirrors to the pipeline structure (screening → docking → free-energy style analysis).

	[5]
	Molecular docking
	Reports celery bioactives binding affinity in docking + highlights DPP-4 inhibitory potential
	Yes: DPP-4 inhibition (IC50 reported in highlights)
	Supports the logic that natural-product–like small molecules can show DPP-4 inhibition and docking can rationalize it

	[6]
	Molecular docking + SAR
	Docking used to support design; multiple compounds show strong DPP-4 inhibition
	Yes: in vitro DPP-4 inhibition; also in vivo evaluation mentioned
	Strong precedent for docking activity linkage (though not proof). Helps frame your computational results as hypothesis-generating prior to enzyme assays

	[7]
	SBVS + docking + MD + MM-PBSA + ADMET + DFT
	Demonstrates a “full-stack” computational pipeline for DPP-4 lead proposal
	No in vitro mentioned in the accessible sections
	Very similar method stack to the work (200 ns MD + MM-GBSA + DFT)
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