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	Chemical
	Formula
	Calculatedmass[M]
	Precursor ion[M+H]A
	FragmentorEnergyB
	Collison energyC
	Product ionD
	Retention time(min)E

	Prim-O-glucosyl-cimifugin
	C22H28O11
	468.45
	469.20
	202
	29     57
	307.0 259.0
	4.051

	5-O-methlyvisa-mmioside
	C22H28O10
	452.45
	453.20
	154
	25     25
	291.1 273.1
	5.025

	Psoralen
	C11H6O3
	186.03
	187.04
	154
	25     21
	131.1 115.1
	7.752

	Isopsoralen
	C11H6O3
	186.03
	187.04
	154
	25     45
	131.1 77.0
	7.756

	Atractylenolide III
	C15H20O3
	248.14
	249.15
	58
	5      65
	231.1 77.0
	8.947

	Atractylenolide II
	C15H20O2
	232.15
	233.16
	106
	29     41
	105.0 91.0
	11.186

	Atractylenolide I
	C15H18O2
	230.13
	231.14
	200
	5      57
	128.0 115.1
	10.992

	Esculin 
	C15H16O9  IS
	340.29
	341.10
	106
	13     49
	179.0 123.0
	2.883

	Crytotanshinone
	C19H20O3   IS
	296.36
	297.20
	106
	21     21
	254.0 251.1
	12.673


 Table S2 
Mass spectra properties of chemical markers in YPFS in positive mode.
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