The extraction method determines the chemical differences between the stem and leaf of Melissa officinalis L.
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Abstract: In this contribution, we investigate the impact of different extraction methods on the chemical profile of stems and leaves of Melissa officinalis L. Extemporaneous preparations (infusions) were performed and revealed a significant disparity in the chemical profiles of the leaves and stems, with key constituents like rosmarinic acid being notably absent in stem infusions. Subsequent analyses employing sequential maceration with ultrasound and solvents such as hexane, ethyl acetate, and ethanol, however, demonstrated an equivalency of chemical profiles across both plant parts, including the presence of rosmarinic acid. These findings underscore the critical role of extraction methodology in determining the chemical profile of plant-based medicinal preparations.
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Table 1: Parameters used for data pre-treatment in MzMine®
	Mass detection

	Retention time
	0.0 - 43 min

	Polarity
	+

	Spectrum type
	Any

	MS level filter
	MS1, level=1

	Mass detector
	Centroid

	Noise level
	2.0E3

	Chromatogram builder

	MS level filter
	MS1, level=1

	Polarity
	+

	Spectrum type
	Any

	Minimum consecutive scans
	2

	Minimum intensity for consecutive scans
	1.0E3

	m/z tolerance (scan-to-scan)
	0,0 m/z or 500 ppm

	Local minimum resolver

	Dimension
	Retention time

	Chromatographic threshold
	85%

	Minimum search range RT/Mobility(absolute)
	0.050

	Minimum relative height
	0%

	Minimum  absolute height
	5.0E3

	Min ratio of peak top/edge
	1.70

	13C isotope filter

	m/z tolerance (intra-sample)
	0.0 mz or 500 ppm

	Retention time tolerance
	0.050 / absolute (min)

	Monotonic charge
	Check

	Maximum charge
	5

	Representative isotope
	Most intense

	Join aligner

	
	

	m/z tolerance (sample-to-sample) 
	0 m/z or 500 ppm

	Weight for m/z
	1

	Retention time
	0.500 absolute (min)

	Weight for RT
	3

	Mobility weight
	1.000

	Feature list blank subtraction

	
	

	Minimum # of detection in blanks
	1

	Quantification
	Area

	Ratio type 
	MAXIMUM

	Gap filing (Peak finder)

	
	

	Intensity tolerance
	20.0 %

	m/z tolerance (sample-to-sample) 
	0 m/z or 500 ppm

	Retention time
	0.500 absolute (min)

	Minimum scans (data points)
	3
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Figure 1: Based peak chromatograms of infusions in both positive and negative modes, and chromatogram at 270 nm. The green color represents the chromatograms of the leaves and red for the stems.
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