
Table S1 Key Bioactive compounds in the genus Paeonia.
	Number
	Compound type
	Compound name
	Plant Taxon
	Substituent
	Parent nucleus

	1
	Monoterpenoid glycosides
	Paeoniflorin[26]
	Paeonia suffruticosa
	R＝H，R1＝Ph，R2＝H，R3=H
	A

	2
	
	Oxypaeoniflora[26]
	Paeonia suffruticosa
	R＝H，R1＝Bz，R2＝H，R3=H
	A

	3
	
	Benzoylpaeoniflorin[26]
	Paeonia suffruticosa
	R＝H，R1＝Ph，R2＝Ph，R3=H
	A

	4
	
	Benzoyloxypaeoniflorin[26]
	Paeonia suffruticosa
	R＝H，R1＝Bz，R2＝Ph，R3=H
	A

	5
	
	Galloylpaeoniflorin[27]
	Paeonia suffruticosa
	R＝H，R1＝Ph，R2＝glu，R3=H
	A

	6
	
	Galloyloxypaeoniflorin[28]
	Paeonia suffruticosa
	R＝H，R1＝Bz，R2＝glu，R3=H
	A

	7
	
	Moutan Cortexoside A[26]
	Paeonia suffruticosa
	R＝H，R1＝Ph，R2＝MB，R3=H
	A

	8
	
	Moutan Cortexoside B[26]
	Paeonia suffruticosa
	R＝H，R1＝Bz，R2＝MB，R3=H
	A

	9
	
	Moutan Cortexoside C[26]
	Paeonia suffruticosa
	R＝H，R1＝Ph，R2＝Bz，R3=H
	A

	10
	
	Moutan Cortexoside D[26]
	Paeonia suffruticosa
	R＝H，R1＝MB，R2＝H，R3=H
	A

	11
	
	Moutan Cortexoside E[26]
	Paeonia suffruticosa
	R＝H，R1＝Va，R2＝H，R3=H
	A

	12
	
	Moutan Cortexoside J[27]
	Paeonia suffruticosa
	R＝H，R1＝Ph，R2＝Va，R3=H
	A

	13
	
	4-O-butylpaeoniflorin[29]
	Paeonia suffruticosa
	R＝n-Bu，R1＝Ph，R2＝Bz，R3=H
	A

	14
	
	6 ′-O-vanillyloxypaeoniflorin[29]
	Paeonia suffruticosa
	R＝H，R1＝Bz，R2＝Va，R3=H
	A

	15
	
	Oxypaeoniflorin sulfonate[28]
	Paeonia suffruticosa
	R＝SO2，R1＝Bz，R2＝H，R3=H
	A

	16
	
	Paeoniflorin B[30]
	Paeonia lactiflora
	R＝H，R1＝Ph，R2＝Ph，R3=glu
	A

	17
	
	4-O-butyloxypaeoniflorin[29]
	Paeonia suffruticosa
	R＝Bu，R1＝Bz，R2＝H，R3=H
	A

	18
	
	4-O-methyloxypaeoniflorin[31]
	Paeonia lactiflora
	R＝OCH3，R1＝Bz，R2＝H，R3z＝H
	A

	19
	
	4-O-methylgalloyloxypaeoniflorin[31]
	Paeonia lactiflora
	R＝OCH3，R1＝Bz，R2＝glu，R3=H
	A

	20
	
	4-O-methylpaeoniflorin[32]
	Paeonia lactiflora
	R＝OCH3，R1＝Ph，R2＝H，R3＝H
	A

	21
	
	4-O-methyl-moudanpioside-C[33]
	Paeonia suffruticosa
	R＝OCH3，R1＝Ph，R2＝Bz，R3＝H
	A

	22
	
	4-O-methylbenzoyloxypaeoniflorin[33]
	Paeonia suffruticosa
	R＝OCH3，R1＝Bz，R2=Ph，R3=H
	A

	23
	
	Paeoniside A[34]
	Paeonia suffruticosa
	R＝H，R1＝Ph，R2=Ph，R3=H
	A

	24
	
	paeoniside B[34]
	Paeonia suffruticosa
	R＝H，R1＝Ph，R2=glu，R3=H
	A

	25
	
	6′-O-benzoyl-4″-hydroxy-3″-methoxy-paeoniflorin[35]
	Paeonia delavayi
	R＝H，R1＝Va，R2=Ph，R3=H
	A

	26
	
	β-gentiobiosyl-paeoniflorin[36]
	Paeonia suffruticosa
	R＝H，R1=Ph，R2=glu，R3=H
	A

	27
	
	Suffrupaeoniflorin A[36]
	Paeonia suffruticosa
	R＝H，R1=Bz，R2=Ph，R3=glu
	A

	28
	
	Suffrupaeoniflorin B[36]
	Paeonia suffruticosa
	R＝H，R1=MB，R2=Ph，R3=H
	A

	29
	
	4-O-methylsuffrupaeoniflorin B[36]
	Paeonia suffruticosa
	R＝H，R1=MB，R2=MB，R3=H
	A

	30
	
	Moutan Cortexoside H[37]
	Paeonia suffruticosa
	R＝H，R1=Bz，R2=Bz，R3=H
	A

	31
	
	Moutan Cortexoside I[37]
	Paeonia suffruticosa
	R＝H，R1=H，R2=Ph，R3=H
	A

	32
	
	Paeonidanin A[29]
	Paeonia suffruticosa
	R＝Ph，R1=H，R2=OCH3，R3=Ph
	B

	33
	
	9-epi-oxypaeonidanin[38]
	Paeonia suffruticosa
	R＝Bz，R1=OCH3，R2=H，R3=H
	B

	34
	
	9-O-butyloxypaeonidanin[38]
	Paeonia suffruticosa
	R＝Bz，R1=H，R2=Bu，R3=H
	B

	35
	
	9-O-butylpaeonidanin[38]
	Paeonia suffruticosa
	R＝Ph，R1=H，R2=Bu，R3=H
	B

	36
	
	oxypaeonidanin[38]
	Paeonia suffruticosa
	R＝Bz，R1=H，R2=OCH3，R3=H
	B

	37
	
	Paeonidanin[38]
	Paeonia suffruticosa
	R＝Ph，R1=H，R2=OCH3，R3=H
	B

	
	
	
	
	
	

	38
	
	Paeonidanin C[38]
	Paeonia suffruticosa
	R＝Bz，R1=H，R2=OCH3，R3=Ph
	B

	39
	
	P-hydroxylbenzoyl-paeonidanin[38]
	Paeonia suffruticosa
	R=Ph，R1=H，R2=OCH3，R3=Bz
	B

	40
	
	Suffrupaeonidanin D[36]
	Paeonia suffruticosa
	R=Ph，R1=OCH3，R2=H，R3=Ph
	B

	41
	
	Suffrupaeonidanin E[36]
	Paeonia suffruticosa
	R=MB，R1=H，R2=OCH3，R3=Ph
	B

	42
	
	Suffrupaeonidanin F[36]
	Paeonia suffruticosa
	R=Ph，R1=H，R2=OCH3，R3=MB
	B

	43
	
	4″-hydroxy-4″′-O-methyl-benzoylpaeonidanin[39]
	Paeonia delavayi
	R=Bz，R1=H，R2=OCH3，R3=MB
	B

	44
	
	4″-hydroxy-4″′-hydroxy-
benzoylpaeonidanin[39]
	Paeonia delavayi
	R=Bz，R1=H，R2=OCH3，R3=Bz
	B

	45
	
	6′-O-benzoylalbiflorin[35]
	Paeonia delavayi
	R=H，R1=Bz，R2=Ph
	C

	46
	
	Paeonivayin[39]
	Paeonia delavayi
	R=H，R1=Ph，R2=Ph
	C

	62
	Acetophenone
	Paeonol[41]
	Paeonia suffruticosa
	R1＝H，R2＝OCH3，R3＝OH
	D

	63
	
	2,5-dihydroxy-4-methoxylacetophenone[41]
	Paeonia suffruticosa
	R1＝OH，R2＝OCH3，R3＝OH
	D

	64
	
	2,5-dihydroxy-4-methylacetophenone[41]
	Paeonia suffruticosa
	R1＝OH，R2＝CH3，R3＝OH
	D

	65
	
	Paeonoside[42]
	Paeonia ostii
	R1＝H，R2＝OCH3，R3=β-D-glu
	D

	66
	
	Mudanoside C[42]
	Paeonia ostii
	R1＝O-glu，R2＝OCH3，R3＝OH
	D

	67
	
	P-Hydroxyacetophenone[43]
	Paeonia suffruticosa
	R1＝R3＝H，R2＝OH
	D

	68
	
	Isoacetovanillone[44]
	Paeonia suffruticosa
	R1＝OH，R2＝OCH3，R3=H
	D

	69
	
	Suffruticoside A[43]
	Paeonia suffruticosa
	R1＝H，R2＝galloyl
	E

	70
	
	Suffruticoside B[43]
	Paeonia suffruticosa
	R1＝galloyl，R2=H
	E

	71
	
	Apiopaeonoside[45]
	Paeonia suffruticosa
	R1＝H，R2＝H
	E

	72
	
	Paeonolide[43]
	Paeonia suffruticosa
	R1＝R2＝R3＝H
	F

	73
	
	Suffruticoside C[43]
	Paeonia suffruticosa
	R1＝R2＝H，R3＝galloyl
	F

	74
	
	Suffruticoside D[43]
	Paeonia suffruticosa
	R1＝R3＝H，R2＝galloyl
	F

	75
	
	Suffruticoside E[43]
	Paeonia suffruticosa
	R1=β-D-glu，R2＝R3＝H
	F
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