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Figure S1. UPLC-Q-TOF-MSE total ion flow diagram of Dendrobium officinale stem: (a) positive ion mode; (b) negative ion mode
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Figure S2. UPLC-Q-TOF-MSE total ion flow diagram of Dendrobium officinale leaf: (a) positive ion mode; (b) negative ion mode
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Figure S3. UPLC-Q-TOF- MSE total ion flow diagram of Dendrobium nobile stem: (a) positive ion mode; (b) negative ion mode
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Figure S4. UPLC-Q-TOF- MSE total ion flow diagram of Dendrobium nobile leaf: (a) positive ion mode; (b) negative ion mode
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Figure S9. UPLC-Q-TOF- MSE total ion flow diagram of Dendrobium crepidatum stem: (a) positive ion mode; (b) negative ion mode
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Figure S10. UPLC-Q-TOF- MSE total ion flow diagram of Dendrobium crepidatum leaf: (a) positive ion mode; (b) negative ion mode
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Figure S11. Scatter plot of PCA in different parts of five Dendrobium species.


Table S12. The metabolic pairs resulted in significant correlation.
	[bookmark: OLE_LINK1]Metabolite1
	Metabolite2
	r
	P value
	Correlation

	name
	superclass
	name
	superclass
	
	
	

	6-Hydroxynobiline
	Alkaloids
	Denobilone B
	Terpenoids
	0.6703
	2.23E-06
	pos

	Dihydroconiferyl dihydro-p-cumarate
	Ester
	Denobilone B
	Terpenoids
	0.6703
	2.23E-06
	pos

	Dendronobilin F
	Terpenoids
	Denobilone B
	Terpenoids
	0.67842
	1.50E-06
	pos

	Dendroside G
	Terpenoids
	Denobilone B
	Terpenoids
	0.67299
	1.96E-06
	pos

	Dendroxine
	Alkaloids
	Denobilone B
	Terpenoids
	0.67499
	1.78E-06
	pos

	N-trans-feruloyl tyramine
	Alkaloids
	Denobilone B
	Terpenoids
	0.67838
	1.51E-06
	pos

	Dendronobilin C
	Terpenoids
	Denobilone B
	Terpenoids
	0.68065
	1.35E-06
	pos

	Dendronobilin L
	Terpenoids
	Denobilone B
	Terpenoids
	0.68062
	1.35E-06
	pos

	Succinylcarnitine
	Alkaloids
	Denobilone B
	Terpenoids
	0.68188
	1.27E-06
	pos

	N-isopentenyl-6-hydroxydendroxinium
	Alkaloids
	Denobilone B
	Terpenoids
	0.68037
	1.37E-06
	pos

	Gigantol
	Bibenzyl
	Denobilone B
	Terpenoids
	-0.53699
	0.00035358
	neg

	N-isopentenyl-dendroxinium
	Alkaloids
	Denobilone B
	Terpenoids
	0.52754
	0.00046884
	pos

	Denobilone B
	Phenanthrene
	6-Hydroxynobiline
	Alkaloids
	0.6703
	2.23E-06
	pos

	Dihydroconiferyl dihydro-p-cumarate
	Ester
	6-Hydroxynobiline
	Alkaloids
	1
	0
	pos

	Dendronobilin F
	Terpenoids
	6-Hydroxynobiline
	Alkaloids
	0.99823
	0
	pos

	Dendroside G
	Terpenoids
	6-Hydroxynobiline
	Alkaloids
	0.9984
	0
	pos

	Dendroxine
	Alkaloids
	6-Hydroxynobiline
	Alkaloids
	0.99963
	0
	pos

	N-trans-feruloyl tyramine
	Alkaloids
	6-Hydroxynobiline
	Alkaloids
	0.99486
	0
	pos

	Dendronobilin C
	Terpenoids
	6-Hydroxynobiline
	Alkaloids
	0.9972
	0
	pos

	Dendronobilin L
	Terpenoids
	6-Hydroxynobiline
	Alkaloids
	0.99739
	0
	pos

	Succinylcarnitine
	Alkaloids
	6-Hydroxynobiline
	Alkaloids
	0.9977
	0
	pos

	N-isopentenyl-6-hydroxydendroxinium
	Alkaloids
	6-Hydroxynobiline
	Alkaloids
	0.99585
	0
	pos

	Denobilone B
	Phenanthrene
	Dihydroconiferyl dihydro-p-cumarate
	Terpenoids
	0.6703
	2.23E-06
	pos

	6-Hydroxynobiline
	Alkaloids
	Dihydroconiferyl dihydro-p-cumarate
	Terpenoids
	1
	0
	pos

	Dendronobilin F
	Terpenoids
	Dihydroconiferyl dihydro-p-cumarate
	Terpenoids
	0.99823
	0
	pos

	Dendroside G
	Terpenoids
	Dihydroconiferyl dihydro-p-cumarate
	Terpenoids
	0.9984
	0
	pos

	Dendroxine
	Alkaloids
	Dihydroconiferyl dihydro-p-cumarate
	Terpenoids
	0.99963
	0
	pos

	N-trans-feruloyl tyramine
	Alkaloids
	Dihydroconiferyl dihydro-p-cumarate
	Terpenoids
	0.99486
	0
	pos

	Dendronobilin C
	Terpenoids
	Dihydroconiferyl dihydro-p-cumarate
	Terpenoids
	0.9972
	0
	pos

	Dendronobilin L
	Terpenoids
	Dihydroconiferyl dihydro-p-cumarate
	Terpenoids
	0.99739
	0
	pos

	Succinylcarnitine
	Alkaloids
	Dihydroconiferyl dihydro-p-cumarate
	Terpenoids
	0.9977
	0
	pos

	N-isopentenyl-6-hydroxydendroxinium
	Alkaloids
	Dihydroconiferyl dihydro-p-cumarate
	Terpenoids
	0.99585
	0
	pos

	Denobilone B
	Phenanthrene
	Dendronobilin F
	Terpenoids
	0.67842
	1.50E-06
	pos

	6-Hydroxynobiline
	Alkaloids
	Dendronobilin F
	Terpenoids
	0.99823
	0
	pos

	Dihydroconiferyl dihydro-p-cumarate
	Ester
	Dendronobilin F
	Terpenoids
	0.99823
	0
	pos

	Dendroside G
	Terpenoids
	Dendronobilin F
	Terpenoids
	0.99563
	0
	pos

	Dendroxine
	Alkaloids
	Dendronobilin F
	Terpenoids
	0.99915
	0
	pos

	N-trans-feruloyl tyramine
	Alkaloids
	Dendronobilin F
	Terpenoids
	0.99315
	0
	pos

	Dendronobilin C
	Terpenoids
	Dendronobilin F
	Terpenoids
	0.99725
	0
	pos

	Dendronobilin L
	Terpenoids
	Dendronobilin F
	Terpenoids
	0.99697
	0
	pos

	Succinylcarnitine
	Alkaloids
	Dendronobilin F
	Terpenoids
	0.99769
	0
	pos

	N-isopentenyl-6-hydroxydendroxinium
	Alkaloids
	Dendronobilin F
	Terpenoids
	0.99768
	0
	pos

	Denobilone B
	Phenanthrene
	Dendroside G
	Terpenoids
	0.67299
	1.96E-06
	pos

	6-Hydroxynobiline
	Alkaloids
	Dendroside G
	Terpenoids
	0.9984
	0
	pos

	Dihydroconiferyl dihydro-p-cumarate
	Ester
	Dendroside G
	Terpenoids
	0.9984
	0
	pos

	Dendronobilin F
	Terpenoids
	Dendroside G
	Terpenoids
	0.99563
	0
	pos

	Dendroxine
	Alkaloids
	Dendroside G
	Terpenoids
	0.9971
	0
	pos

	N-trans-feruloyl tyramine
	Alkaloids
	Dendroside G
	Terpenoids
	0.98985
	0
	pos

	Dendronobilin C
	Terpenoids
	Dendroside G
	Terpenoids
	0.99878
	0
	pos

	Dendronobilin L
	Terpenoids
	Dendroside G
	Terpenoids
	0.99908
	0
	pos

	Succinylcarnitine
	Alkaloids
	Dendroside G
	Terpenoids
	0.9979
	0
	pos

	N-isopentenyl-6-hydroxydendroxinium
	Alkaloids
	Dendroside G
	Terpenoids
	0.99278
	0
	pos

	Denobilone B
	Phenanthrene
	Dendroxine
	Terpenoids
	0.67499
	1.78E-06
	pos

	6-Hydroxynobiline
	Alkaloids
	Dendroxine
	Terpenoids
	0.99963
	0
	pos

	Dihydroconiferyl dihydro-p-cumarate
	Ester
	Dendroxine
	Terpenoids
	0.99963
	0
	pos

	Dendronobilin F
	Terpenoids
	Dendroxine
	Terpenoids
	0.99915
	0
	pos

	Dendroside G
	Terpenoids
	Dendroxine
	Terpenoids
	0.9971
	0
	pos

	N-trans-feruloyl tyramine
	Alkaloids
	Dendroxine
	Terpenoids
	0.99619
	0
	pos

	Dendronobilin C
	Terpenoids
	Dendroxine
	Terpenoids
	0.99678
	0
	pos

	Dendronobilin L
	Terpenoids
	Dendroxine
	Terpenoids
	0.9969
	0
	pos

	Succinylcarnitine
	Alkaloids
	Dendroxine
	Terpenoids
	0.99803
	0
	pos

	N-isopentenyl-6-hydroxydendroxinium
	Alkaloids
	Dendroxine
	Terpenoids
	0.99763
	0
	pos

	Denobilone B
	Phenanthrene
	N-trans-feruloyl tyramine
	Terpenoids
	0.67838
	1.51E-06
	pos

	6-Hydroxynobiline
	Alkaloids
	N-trans-feruloyl tyramine
	Terpenoids
	0.99486
	0
	pos

	Dihydroconiferyl dihydro-p-cumarate
	Ester
	N-trans-feruloyl tyramine
	Terpenoids
	0.99486
	0
	pos

	Dendronobilin F
	Terpenoids
	N-trans-feruloyl tyramine
	Terpenoids
	0.99315
	0
	pos

	Dendroside G
	Terpenoids
	N-trans-feruloyl tyramine
	Terpenoids
	0.98985
	0
	pos

	Dendroxine
	Alkaloids
	N-trans-feruloyl tyramine
	Terpenoids
	0.99619
	0
	pos

	Dendronobilin C
	Terpenoids
	N-trans-feruloyl tyramine
	Terpenoids
	0.98779
	0
	pos

	Dendronobilin L
	Terpenoids
	N-trans-feruloyl tyramine
	Terpenoids
	0.98861
	0
	pos

	Succinylcarnitine
	Alkaloids
	N-trans-feruloyl tyramine
	Terpenoids
	0.99289
	0
	pos

	N-isopentenyl-6-hydroxydendroxinium
	Alkaloids
	N-trans-feruloyl tyramine
	Terpenoids
	0.99572
	0
	pos

	Denobilone B
	Phenanthrene
	Dendronobilin C
	Phenolic acids
	0.68065
	1.35E-06
	pos

	6-Hydroxynobiline
	Alkaloids
	Dendronobilin C
	Phenolic acids
	0.9972
	0
	pos

	Dihydroconiferyl dihydro-p-cumarate
	Ester
	Dendronobilin C
	Phenolic acids
	0.9972
	0
	pos

	Dendronobilin F
	Terpenoids
	Dendronobilin C
	Phenolic acids
	0.99725
	0
	pos

	Dendroside G
	Terpenoids
	Dendronobilin C
	Phenolic acids
	0.99878
	0
	pos

	Dendroxine
	Alkaloids
	Dendronobilin C
	Phenolic acids
	0.99678
	0
	pos

	N-trans-feruloyl tyramine
	Alkaloids
	Dendronobilin C
	Phenolic acids
	0.98779
	0
	pos

	Dendronobilin L
	Terpenoids
	Dendronobilin C
	Phenolic acids
	0.99993
	0
	pos

	Succinylcarnitine
	Alkaloids
	Dendronobilin C
	Phenolic acids
	0.99874
	0
	pos

	N-isopentenyl-6-hydroxydendroxinium
	Alkaloids
	Dendronobilin C
	Phenolic acids
	0.9944
	0
	pos

	Denobilone B
	Phenanthrene
	Dendronobilin L
	Terpenoids
	0.68062
	1.35E-06
	pos

	6-Hydroxynobiline
	Alkaloids
	Dendronobilin L
	Terpenoids
	0.99739
	0
	pos

	Dihydroconiferyl dihydro-p-cumarate
	Ester
	Dendronobilin L
	Terpenoids
	0.99739
	0
	pos

	Dendronobilin F
	Terpenoids
	Dendronobilin L
	Terpenoids
	0.99697
	0
	pos

	Dendroside G
	Terpenoids
	Dendronobilin L
	Terpenoids
	0.99908
	0
	pos

	Dendroxine
	Alkaloids
	Dendronobilin L
	Terpenoids
	0.9969
	0
	pos

	N-trans-feruloyl tyramine
	Alkaloids
	Dendronobilin L
	Terpenoids
	0.98861
	0
	pos

	Dendronobilin C
	Terpenoids
	Dendronobilin L
	Terpenoids
	0.99993
	0
	pos

	Succinylcarnitine
	Alkaloids
	Dendronobilin L
	Terpenoids
	0.99905
	0
	pos

	N-isopentenyl-6-hydroxydendroxinium
	Alkaloids
	Dendronobilin L
	Terpenoids
	0.99468
	0
	pos

	Denobilone B
	Phenanthrene
	Succinylcarnitine
	Terpenoids
	0.68188
	1.27E-06
	pos

	6-Hydroxynobiline
	Alkaloids
	Succinylcarnitine
	Terpenoids
	0.9977
	0
	pos

	Dihydroconiferyl dihydro-p-cumarate
	Ester
	Succinylcarnitine
	Terpenoids
	0.9977
	0
	pos

	Dendronobilin F
	Terpenoids
	Succinylcarnitine
	Terpenoids
	0.99769
	0
	pos

	Dendroside G
	Terpenoids
	Succinylcarnitine
	Terpenoids
	0.9979
	0
	pos

	Dendroxine
	Alkaloids
	Succinylcarnitine
	Terpenoids
	0.99803
	0
	pos

	N-trans-feruloyl tyramine
	Alkaloids
	Succinylcarnitine
	Terpenoids
	0.99289
	0
	pos

	Dendronobilin C
	Terpenoids
	Succinylcarnitine
	Terpenoids
	0.99874
	0
	pos

	Dendronobilin L
	Terpenoids
	Succinylcarnitine
	Terpenoids
	0.99905
	0
	pos

	N-isopentenyl-6-hydroxydendroxinium
	Alkaloids
	Succinylcarnitine
	Terpenoids
	0.99795
	0
	pos

	Denobilone B
	Phenanthrene
	N-isopentenyl-6-hydroxydendroxinium
	Terpenoids
	0.68037
	1.37E-06
	pos

	6-Hydroxynobiline
	Alkaloids
	N-isopentenyl-6-hydroxydendroxinium
	Terpenoids
	0.99585
	0
	pos

	Dihydroconiferyl dihydro-p-cumarate
	Ester
	N-isopentenyl-6-hydroxydendroxinium
	Terpenoids
	0.99585
	0
	pos

	Dendronobilin F
	Terpenoids
	N-isopentenyl-6-hydroxydendroxinium
	Terpenoids
	0.99768
	0
	pos

	Dendroside G
	Terpenoids
	N-isopentenyl-6-hydroxydendroxinium
	Terpenoids
	0.99278
	0
	pos

	Dendroxine
	Alkaloids
	N-isopentenyl-6-hydroxydendroxinium
	Terpenoids
	0.99763
	0
	pos

	N-trans-feruloyl tyramine
	Alkaloids
	N-isopentenyl-6-hydroxydendroxinium
	Terpenoids
	0.99572
	0
	pos

	Dendronobilin C
	Terpenoids
	N-isopentenyl-6-hydroxydendroxinium
	Terpenoids
	0.9944
	0
	pos

	Dendronobilin L
	Terpenoids
	N-isopentenyl-6-hydroxydendroxinium
	Terpenoids
	0.99468
	0
	pos

	Succinylcarnitine
	Alkaloids
	N-isopentenyl-6-hydroxydendroxinium
	Terpenoids
	0.99795
	0
	pos

	Dendronobilin H
	Terpenoids
	Dendroamine
	Phenanthrene
	0.86035
	1.12E-12
	pos

	8-Hydroxy-dendroxinene
	Alkaloids
	Dendroamine
	Phenanthrene
	0.85817
	1.47E-12
	pos

	Isoliquiritin
	Flavonoid
	Dendroamine
	Phenanthrene
	0.86099
	1.03E-12
	pos

	Dendronobilin B
	Terpenoids
	Dendroamine
	Phenanthrene
	0.85916
	1.30E-12
	pos

	Pinoresinol
	Bibenzyl
	Dendroamine
	Phenanthrene
	0.86534
	5.86E-13
	pos

	Denobilone C
	Phenanthrene
	Dendroamine
	Phenanthrene
	0.85964
	1.22E-12
	pos

	Dendroterpenoids C
	Terpenoids
	Dendroamine
	Phenanthrene
	0.85614
	1.89E-12
	pos

	Dendronobiline A
	Alkaloids
	Dendroamine
	Phenanthrene
	0.86187
	9.21E-13
	pos

	N-trans-p-coumaroyltyramine
	Alkaloids
	Dendroamine
	Phenanthrene
	0.8644
	6.64E-13
	pos

	Apigenin
	Flavonoid
	Dendroamine
	Phenanthrene
	0.86493
	6.19E-13
	pos

	Erianthridin
	Phenanthrene
	Dendroamine
	Phenanthrene
	0.63832
	9.36E-06
	pos

	Adenosine
	Alkaloids
	Dendroamine
	Phenanthrene
	0.54142
	0.00030894
	pos

	Gigantol
	Bibenzyl
	Dendroamine
	Phenanthrene
	-0.53604
	0.00036392
	neg

	Dendrobine
	Alkaloids
	Dendroamine
	Phenanthrene
	-0.72348
	1.33E-07
	neg

	Moscatilin
	Bibenzyl
	Dendroamine
	Phenanthrene
	-0.53646
	0.00035928
	neg

	Chrysotoxine
	Bibenzyl
	Dendroamine
	Phenanthrene
	-0.51059
	0.00076183
	neg

	Confusarin
	Phenanthrene
	Dendroamine
	Phenanthrene
	-0.6131
	2.60E-05
	neg

	Crepidatin
	Bibenzyl
	Dendroamine
	Phenanthrene
	0.59442
	5.25E-05
	pos

	Crepidine
	Alkaloids
	Dendroamine
	Phenanthrene
	0.85764
	1.57E-12
	pos

	N-methyldendrobinium isomer
	Alkaloids
	Dendroamine
	Phenanthrene
	0.87428
	1.72E-13
	pos

	Mubironine B
	Alkaloids
	Dendroamine
	Phenanthrene
	0.52919
	0.00044658
	pos

	Dendroamine
	Alkaloids
	Dendronobilin H
	Terpenoids
	0.86035
	1.12E-12
	pos

	8-Hydroxy-dendroxine
	Alkaloids
	Dendronobilin H
	Terpenoids
	0.99384
	0
	pos

	Isoliquiritin
	Flavonoid
	Dendronobilin H
	Terpenoids
	0.99872
	0
	pos

	Dendronobilin B
	Terpenoids
	Dendronobilin H
	Terpenoids
	0.99551
	0
	pos

	Pinoresinol
	Bibenzyl
	Dendronobilin H
	Terpenoids
	0.99038
	0
	pos

	Denobilone C
	Phenanthrene
	Dendronobilin H
	Terpenoids
	0.99544
	0
	pos

	Dendroterpenoids C
	Terpenoids
	Dendronobilin H
	Terpenoids
	0.99451
	0
	pos

	Dendronobiline A
	Alkaloids
	Dendronobilin H
	Terpenoids
	0.98994
	0
	pos

	N-trans-p-coumaroyltyramine
	Alkaloids
	Dendronobilin H
	Terpenoids
	0.99049
	0
	pos

	Apigenin
	Flavonoid
	Dendronobilin H
	Terpenoids
	0.987
	0
	pos

	Erianthridin
	Phenanthrene
	Dendronobilin H
	Terpenoids
	0.72853
	9.87E-08
	pos

	Adenosine
	Alkaloids
	Dendronobilin H
	Terpenoids
	0.68128
	1.31E-06
	pos

	Gigantol
	Bibenzyl
	Dendronobilin H
	Terpenoids
	-0.52109
	0.00056566
	neg

	Confusarin
	Phenanthrene
	Dendronobilin H
	Terpenoids
	-0.61646
	2.28E-05
	neg

	Crepidine
	Alkaloids
	Dendronobilin H
	Terpenoids
	0.50083
	0.00099644
	pos

	N-methyldendrobinium isomer
	Alkaloids
	Dendronobilin H
	Terpenoids
	0.62274
	1.78E-05
	pos

	Glucosylvitexin
	Flavonoid
	Dendronobilin H
	Terpenoids
	-0.50818
	0.00081461
	neg

	Dihydropinosylvin methyl ether 
	Flavonoid
	Dendronobilin H
	Terpenoids
	-0.50242
	0.00095445
	neg

	Dendroamine
	Alkaloids
	8-Hydroxy-dendroxinene
	Alkaloids
	0.85817
	1.47E-12
	pos

	Dendronobilin H
	Terpenoids
	8-Hydroxy-dendroxinene
	Alkaloids
	0.99384
	0
	pos

	Isoliquiritin
	Flavonoid
	8-Hydroxy-dendroxinene
	Alkaloids
	0.9961
	0
	pos

	Dendronobilin B
	Terpenoids
	8-Hydroxy-dendroxinene
	Alkaloids
	0.99082
	0
	pos

	Pinoresinol
	Bibenzyl
	8-Hydroxy-dendroxinene
	Alkaloids
	0.99552
	0
	pos

	Denobilone C
	Phenanthrene
	8-Hydroxy-dendroxinene
	Alkaloids
	0.98994
	0
	pos

	Dendroterpenoids C
	Terpenoids
	8-Hydroxy-dendroxinene
	Alkaloids
	0.99163
	0
	pos

	Dendronobiline A
	Alkaloids
	8-Hydroxy-dendroxinene
	Alkaloids
	0.99199
	0
	pos

	N-trans-p-coumaroyltyramine
	Alkaloids
	8-Hydroxy-dendroxinene
	Alkaloids
	0.97972
	0
	pos

	Apigenin
	Flavonoid
	8-Hydroxy-dendroxinene
	Alkaloids
	0.97627
	0
	pos

	Erianthridin
	Phenanthrene
	8-Hydroxy-dendroxinene
	Alkaloids
	0.73413
	7.01E-08
	pos

	Adenosine
	Alkaloids
	8-Hydroxy-dendroxinene
	Alkaloids
	0.68062
	1.35E-06
	pos

	Gigantol
	Bibenzyl
	8-Hydroxy-dendroxinene
	Alkaloids
	-0.51706
	0.0006349
	neg

	Confusarin
	Phenanthrene
	8-Hydroxy-dendroxinene
	Alkaloids
	-0.6123
	2.68E-05
	pos

	N-methyldendrobinium isomer
	Alkaloids
	8-Hydroxy-dendroxinene
	Alkaloids
	0.62268
	1.78E-05
	pos

	Glucosylvitexin
	Flavonoid
	8-Hydroxy-dendroxinene
	Alkaloids
	-0.50505
	0.0008881
	neg

	Dendroamine
	Alkaloids
	Isoliquiritin
	Terpenoids
	0.86099
	1.03E-12
	pos

	Dendronobilin H
	Terpenoids
	Isoliquiritin
	Terpenoids
	0.99872
	0
	pos

	8-Hydroxy-dendroxinene
	Alkaloids
	Isoliquiritin
	Terpenoids
	0.9961
	0
	pos

	Dendronobilin B
	Terpenoids
	Isoliquiritin
	Terpenoids
	0.99709
	0
	pos

	Pinoresinol
	Bibenzyl
	Isoliquiritin
	Terpenoids
	0.99394
	0
	pos

	Denobilone C
	Phenanthrene
	Isoliquiritin
	Terpenoids
	0.99692
	0
	pos

	Dendroterpenoids C
	Terpenoids
	Isoliquiritin
	Terpenoids
	0.99736
	0
	pos

	Dendronobiline A
	Alkaloids
	Isoliquiritin
	Terpenoids
	0.9938
	0
	pos

	N-trans-p-coumaroyltyramine
	Alkaloids
	Isoliquiritin
	Terpenoids
	0.99188
	0
	pos

	Apigenin
	Flavonoid
	Isoliquiritin
	Terpenoids
	0.98875
	0
	pos

	Erianthridin
	Phenanthrene
	Isoliquiritin
	Terpenoids
	0.74341
	3.90E-08
	pos

	Adenosine
	Alkaloids
	Isoliquiritin
	Terpenoids
	0.68361
	1.16E-06
	pos

	Gigantol
	Bibenzyl
	Isoliquiritin
	Terpenoids
	-0.51745
	0.00062791
	neg

	Confusarin
	Phenanthrene
	Isoliquiritin
	Terpenoids
	-0.61446
	2.47E-05
	neg

	N-methyldendrobinium isomer
	Alkaloids
	Isoliquiritin
	Terpenoids
	0.62279
	1.77E-05
	pos

	Glucosylvitexin
	Flavonoid
	Isoliquiritin
	Terpenoids
	-0.50775
	0.00082444
	neg

	Dihydropinosylvin methyl ether 
	Flavonoid
	Isoliquiritin
	Terpenoids
	-0.50194
	0.00096696
	neg

	Dendroamine
	Alkaloids
	Dendronobilin B
	Phenolic acids
	0.85916
	1.30E-12
	pos

	Dendronobilin H
	Terpenoids
	Dendronobilin B
	Phenolic acids
	0.99551
	0
	pos

	8-Hydroxy-dendroxine
	Alkaloids
	Dendronobilin B
	Phenolic acids
	0.99082
	0
	pos

	Isoliquiritin
	Flavonoid
	Dendronobilin B
	Phenolic acids
	0.99709
	0
	pos

	Pinoresinol
	Bibenzyl
	Dendronobilin B
	Phenolic acids
	0.99528
	0
	pos

	Denobilone C
	Phenanthrene
	Dendronobilin B
	Phenolic acids
	0.99561
	0
	pos

	Dendroterpenoids C
	Terpenoids
	Dendronobilin B
	Phenolic acids
	0.99793
	0
	pos

	Dendronobiline A
	Alkaloids
	Dendronobilin B
	Phenolic acids
	0.99253
	0
	pos

	N-trans-p-coumaroyltyramine
	Alkaloids
	Dendronobilin B
	Phenolic acids
	0.9939
	0
	pos

	Apigenin
	Flavonoid
	Dendronobilin B
	Phenolic acids
	0.9919
	0
	pos

	Erianthridin
	Phenanthrene
	Dendronobilin B
	Phenolic acids
	0.74761
	2.97E-08
	pos

	Adenosine
	Alkaloids
	Dendronobilin B
	Phenolic acids
	0.68366
	1.16E-06
	pos

	Gigantol
	Bibenzyl
	Dendronobilin B
	Phenolic acids
	-0.51477
	0.00067741
	neg

	Confusarin
	Phenanthrene
	Dendronobilin B
	Phenolic acids
	-0.613
	2.61E-05
	neg

	N-methyldendrobinium isomer
	Alkaloids
	Dendronobilin B
	Phenolic acids
	0.61901
	2.06E-05
	pos

	Glucosylvitexin
	Flavonoid
	Dendronobilin B
	Phenolic acids
	-0.50746
	0.00083119
	neg

	Dihydropinosylvin methyl ether 
	Flavonoid
	Dendronobilin B
	Phenolic acids
	-0.50161
	0.00097574
	neg

	Dendroamine
	Alkaloids
	Pinoresinol
	Terpenoids
	0.86534
	5.86E-13
	pos

	Dendronobilin H
	Terpenoids
	Pinoresinol
	Terpenoids
	0.99038
	0
	pos

	8-Hydroxy-dendroxine
	Alkaloids
	Pinoresinol
	Terpenoids
	0.99552
	0
	pos

	Isoliquiritin
	Flavonoid
	Pinoresinol
	Terpenoids
	0.99394
	0
	pos

	Dendronobilin B
	Terpenoids
	Pinoresinol
	Terpenoids
	0.99528
	0
	pos

	Denobilone C
	Phenanthrene
	Pinoresinol
	Terpenoids
	0.99136
	0
	pos

	Dendroterpenoids C
	Terpenoids
	Pinoresinol
	Terpenoids
	0.9948
	0
	pos

	Dendronobiline A
	Alkaloids
	Pinoresinol
	Terpenoids
	0.99497
	0
	pos

	N-trans-p-coumaroyltyramine
	Alkaloids
	Pinoresinol
	Terpenoids
	0.98396
	0
	pos

	Apigenin
	Flavonoid
	Pinoresinol
	Terpenoids
	0.98246
	0
	pos

	Erianthridin
	Phenanthrene
	Pinoresinol
	Terpenoids
	0.75799
	1.48E-08
	pos

	Adenosine
	Alkaloids
	Pinoresinol
	Terpenoids
	0.68504
	1.08E-06
	pos

	Gigantol
	Bibenzyl
	Pinoresinol
	Terpenoids
	-0.51623
	0.0006501
	neg

	Confusarin
	Phenanthrene
	Pinoresinol
	Terpenoids
	-0.60513
	3.53E-05
	neg

	Crepidine
	Alkaloids
	Pinoresinol
	Terpenoids
	0.50902
	0.00079597
	pos

	N-methyldendrobinium isomer
	Alkaloids
	Pinoresinol
	Terpenoids
	0.63191
	1.22E-05
	pos

	Dendroamine
	Alkaloids
	Denobilone C
	Terpenoids
	0.85964
	1.22E-12
	pos

	Dendronobilin H
	Terpenoids
	Denobilone C
	Terpenoids
	0.99544
	0
	pos

	8-Hydroxy-dendroxine
	Alkaloids
	Denobilone C
	Terpenoids
	0.98994
	0
	pos

	Isoliquiritin
	Flavonoid
	Denobilone C
	Terpenoids
	0.99692
	0
	pos

	Dendronobilin B
	Terpenoids
	Denobilone C
	Terpenoids
	0.99561
	0
	pos

	Pinoresinol
	Bibenzyl
	Denobilone C
	Terpenoids
	0.99136
	0
	pos

	Dendroterpenoids C
	Terpenoids
	Denobilone C
	Terpenoids
	0.99883
	0
	pos

	Dendronobiline A
	Alkaloids
	Denobilone C
	Terpenoids
	0.99704
	0
	pos

	N-trans-p-coumaroyltyramine
	Alkaloids
	Denobilone C
	Terpenoids
	0.995
	0
	pos

	Apigenin
	Flavonoid
	Denobilone C
	Terpenoids
	0.99242
	0
	pos

	Erianthridin
	Phenanthrene
	Denobilone C
	Terpenoids
	0.78608
	1.85E-09
	pos

	Adenosine
	Alkaloids
	Denobilone C
	Terpenoids
	0.68603
	1.03E-06
	pos

	Gigantol
	Bibenzyl
	Denobilone C
	Terpenoids
	-0.50434
	0.00090571
	neg

	Confusarin
	Phenanthrene
	Denobilone C
	Terpenoids
	-0.60299
	3.82E-05
	neg

	Crepidine
	Alkaloids
	Denobilone C
	Terpenoids
	0.50359
	0.00092431
	pos

	N-methyldendrobinium isomer
	Alkaloids
	Denobilone C
	Terpenoids
	0.62341
	1.73E-05
	pos

	Dendroamine
	Alkaloids
	Dendroterpenoids C
	Terpenoids
	0.85614
	1.89E-12
	pos

	Dendronobilin H
	Terpenoids
	Dendroterpenoids C
	Terpenoids
	0.99451
	0
	pos

	8-Hydroxy-dendroxine
	Alkaloids
	Dendroterpenoids C
	Terpenoids
	0.99163
	0
	pos

	Isoliquiritin
	Flavonoid
	Dendroterpenoids C
	Terpenoids
	0.99736
	0
	pos

	Dendronobilin B
	Terpenoids
	Dendroterpenoids C
	Terpenoids
	0.99793
	0
	pos

	Pinoresinol
	Bibenzyl
	Dendroterpenoids C
	Terpenoids
	0.9948
	0
	pos

	Denobilone C
	Phenanthrene
	Dendroterpenoids C
	Terpenoids
	0.99883
	0
	pos

	Dendronobiline A
	Alkaloids
	Dendroterpenoids C
	Terpenoids
	0.99747
	0
	pos

	N-trans-p-coumaroyltyramine
	Alkaloids
	Dendroterpenoids C
	Terpenoids
	0.99502
	0
	pos

	Apigenin
	Flavonoid
	Dendroterpenoids C
	Terpenoids
	0.99243
	0
	pos

	Erianthridin
	Phenanthrene
	Dendroterpenoids C
	Terpenoids
	0.77996
	2.99E-09
	pos

	Adenosine
	Alkaloids
	Dendroterpenoids C
	Terpenoids
	0.68565
	1.05E-06
	pos

	Gigantol
	Bibenzyl
	Dendroterpenoids C
	Terpenoids
	-0.50311
	0.00093652
	neg

	Confusarin
	Phenanthrene
	Dendroterpenoids C
	Terpenoids
	-0.60637
	3.37E-05
	neg

	N-methyldendrobinium isomer
	Alkaloids
	Dendroterpenoids C
	Terpenoids
	0.6165
	2.28E-05
	pos

	Glucosylvitexin
	Flavonoid
	Dendroterpenoids C
	Terpenoids
	-0.50581
	0.00086983
	neg

	Dendroamine
	Alkaloids
	Dendronobiline A
	Terpenoids
	0.86187
	9.21E-13
	pos

	Dendronobilin H
	Terpenoids
	Dendronobiline A
	Terpenoids
	0.98994
	0
	pos

	8-Hydroxy-dendroxine
	Alkaloids
	Dendronobiline A
	Terpenoids
	0.99199
	0
	pos

	Isoliquiritin
	Flavonoid
	Dendronobiline A
	Terpenoids
	0.9938
	0
	pos

	Dendronobilin B
	Terpenoids
	Dendronobiline A
	Terpenoids
	0.99253
	0
	pos

	Pinoresinol
	Bibenzyl
	Dendronobiline A
	Terpenoids
	0.99497
	0
	pos

	Denobilone C
	Phenanthrene
	Dendronobiline A
	Terpenoids
	0.99704
	0
	pos

	Dendroterpenoids C
	Terpenoids
	Dendronobiline A
	Terpenoids
	0.99747
	0
	pos

	N-trans-p-coumaroyltyramine
	Alkaloids
	Dendronobiline A
	Terpenoids
	0.98901
	0
	pos

	Apigenin
	Flavonoid
	Dendronobiline A
	Terpenoids
	0.98656
	0
	pos

	Erianthridin
	Phenanthrene
	Dendronobiline A
	Terpenoids
	0.80557
	3.63E-10
	pos

	Adenosine
	Alkaloids
	Dendronobiline A
	Terpenoids
	0.68773
	9.44E-07
	pos

	Confusarin
	Phenanthrene
	Dendronobiline A
	Terpenoids
	-0.59482
	5.17E-05
	neg

	Crepidine
	Alkaloids
	Dendronobiline A
	Terpenoids
	0.51036
	0.00076688
	pos

	N-methyldendrobinium isomer
	Alkaloids
	Dendronobiline A
	Terpenoids
	0.6294
	1.36E-05
	pos

	Dendroamine
	Alkaloids
	N-trans-p-coumaroyltyramine
	Terpenoids
	0.8644
	6.64E-13
	pos

	Dendronobilin H
	Terpenoids
	N-trans-p-coumaroyltyramine
	Terpenoids
	0.99049
	0
	pos

	8-Hydroxy-dendroxinene
	Alkaloids
	N-trans-p-coumaroyltyramine
	Terpenoids
	0.97972
	0
	pos

	Isoliquiritin
	Flavonoid
	N-trans-p-coumaroyltyramine
	Terpenoids
	0.99188
	0
	pos

	Dendronobilin B
	Terpenoids
	N-trans-p-coumaroyltyramine
	Terpenoids
	0.9939
	0
	pos

	Pinoresinol
	Bibenzyl
	N-trans-p-coumaroyltyramine
	Terpenoids
	0.98396
	0
	pos

	Denobilone C
	Phenanthrene
	N-trans-p-coumaroyltyramine
	Terpenoids
	0.995
	0
	pos

	Dendroterpenoids C
	Terpenoids
	N-trans-p-coumaroyltyramine
	Terpenoids
	0.99502
	0
	pos

	Dendronobiline A
	Alkaloids
	N-trans-p-coumaroyltyramine
	Terpenoids
	0.98901
	0
	pos

	Apigenin
	Flavonoid
	N-trans-p-coumaroyltyramine
	Terpenoids
	0.99859
	0
	pos

	Erianthridin
	Phenanthrene
	N-trans-p-coumaroyltyramine
	Terpenoids
	0.77621
	3.98E-09
	pos

	Adenosine
	Alkaloids
	N-trans-p-coumaroyltyramine
	Terpenoids
	0.68454
	1.11E-06
	pos

	Confusarin
	Phenanthrene
	N-trans-p-coumaroyltyramine
	Terpenoids
	-0.60071
	4.16E-05
	neg

	Crepidine
	Alkaloids
	N-trans-p-coumaroyltyramine
	Terpenoids
	0.51256
	0.00072104
	pos

	N-methyldendrobinium isomer
	Alkaloids
	N-trans-p-coumaroyltyramine
	Terpenoids
	0.63157
	1.24E-05
	pos

	Dendroamine
	Alkaloids
	Apigenin
	Alkaloids
	0.86493
	6.19E-13
	pos

	Dendronobilin H
	Terpenoids
	Apigenin
	Alkaloids
	0.987
	0
	pos

	8-Hydroxy-dendroxine
	Alkaloids
	Apigenin
	Alkaloids
	0.97627
	0
	pos

	Isoliquiritin
	Flavonoid
	Apigenin
	Alkaloids
	0.98875
	0
	pos

	Dendronobilin B
	Terpenoids
	Apigenin
	Alkaloids
	0.9919
	0
	pos

	Pinoresinol
	Bibenzyl
	Apigenin
	Alkaloids
	0.98246
	0
	pos

	Denobilone C
	Phenanthrene
	Apigenin
	Alkaloids
	0.99242
	0
	pos

	Dendroterpenoids C
	Terpenoids
	Apigenin
	Alkaloids
	0.99243
	0
	pos

	Dendronobiline A
	Alkaloids
	Apigenin
	Alkaloids
	0.98656
	0
	pos

	N-trans-p-coumaroyltyramine
	Alkaloids
	Apigenin
	Alkaloids
	0.99859
	0
	pos

	Erianthridin
	Phenanthrene
	Apigenin
	Alkaloids
	0.78276
	2.41E-09
	pos

	Adenosine
	Alkaloids
	Apigenin
	Alkaloids
	0.68329
	1.18E-06
	pos

	Gigantol
	Bibenzyl
	Apigenin
	Alkaloids
	-0.50977
	0.00077959
	neg

	Confusarin
	Phenanthrene
	Apigenin
	Alkaloids
	-0.59633
	4.89E-05
	neg

	Crepidine
	Alkaloids
	Apigenin
	Alkaloids
	0.51575
	0.00065896
	pos

	N-methyldendrobinium isomer
	Alkaloids
	Apigenin
	Alkaloids
	0.6349
	1.08E-05
	pos

	Dendroamine
	Alkaloids
	Erianthridin
	Terpenoids
	0.63832
	9.36E-06
	pos

	Dendronobilin H
	Terpenoids
	Erianthridin
	Terpenoids
	0.72853
	9.87E-08
	pos

	8-Hydroxy-dendroxine
	Alkaloids
	Erianthridin
	Terpenoids
	0.73413
	7.01E-08
	pos

	Isoliquiritin
	Flavonoid
	Erianthridin
	Terpenoids
	0.74341
	3.90E-08
	pos

	Dendronobilin B
	Terpenoids
	Erianthridin
	Terpenoids
	0.74761
	2.97E-08
	pos

	Pinoresinol
	Bibenzyl
	Erianthridin
	Terpenoids
	0.75799
	1.48E-08
	pos

	Denobilone C
	Phenanthrene
	Erianthridin
	Terpenoids
	0.78608
	1.85E-09
	pos

	Dendroterpenoids C
	Terpenoids
	Erianthridin
	Terpenoids
	0.77996
	2.99E-09
	pos

	Dendronobiline A
	Alkaloids
	Erianthridin
	Terpenoids
	0.80557
	3.63E-10
	pos

	N-trans-p-coumaroyltyramine
	Alkaloids
	Erianthridin
	Terpenoids
	0.77621
	3.98E-09
	pos

	Apigenin
	Flavonoid
	Erianthridin
	Terpenoids
	0.78276
	2.41E-09
	pos

	Adenosine
	Alkaloids
	Erianthridin
	Terpenoids
	0.54816
	0.00025065
	pos

	Dendroamine
	Alkaloids
	Adenosine
	Alkaloids
	0.54142
	0.00030894
	pos

	Dendronobilin H
	Terpenoids
	Adenosine
	Alkaloids
	0.68128
	1.31E-06
	pos

	8-Hydroxy-dendroxine
	Alkaloids
	Adenosine
	Alkaloids
	0.68062
	1.35E-06
	pos

	Isoliquiritin
	Flavonoid
	Adenosine
	Alkaloids
	0.68361
	1.16E-06
	pos

	Dendronobilin B
	Terpenoids
	Adenosine
	Alkaloids
	0.68366
	1.16E-06
	pos

	Pinoresinol
	Bibenzyl
	Adenosine
	Alkaloids
	0.68504
	1.08E-06
	pos

	Denobilone C
	Phenanthrene
	Adenosine
	Alkaloids
	0.68603
	1.03E-06
	pos

	Dendroterpenoids C
	Terpenoids
	Adenosine
	Alkaloids
	0.68565
	1.05E-06
	pos

	Dendronobiline A
	Alkaloids
	Adenosine
	Alkaloids
	0.68773
	9.44E-07
	pos

	N-trans-p-coumaroyltyramine
	Alkaloids
	Adenosine
	Alkaloids
	0.68454
	1.11E-06
	pos

	Apigenin
	Flavonoid
	Adenosine
	Alkaloids
	0.68329
	1.18E-06
	pos

	Erianthridin
	Phenanthrene
	Adenosine
	Alkaloids
	0.54816
	0.00025065
	pos

	Erigeside II
	Flavonoid
	Adenosine
	Alkaloids
	0.52255
	0.0005423
	pos

	Emodin
	Quinone
	Adenosine
	Alkaloids
	0.52389
	0.00052162
	pos

	Episyringaresinol
	Phenylpropanoid
	Adenosine
	Alkaloids
	0.5267
	0.00048048
	pos

	2, 7-Dihydroxy- 3, 4, 6- trimethoxy- phenanthrene
	Phenanthrene
	Adenosine
	Alkaloids
	0.52938
	0.00044405
	pos

	Dengibsin
	Fluorenones
	Adenosine
	Alkaloids
	0.52914
	0.00044714
	pos

	Chrysotoxine
	Bibenzyl
	Adenosine
	Alkaloids
	-0.5409
	0.0003139
	neg

	Violanthin
	Flavonoid
	Adenosine
	Alkaloids
	-0.53984
	0.0003242
	neg

	Glucosylvitexin
	Flavonoid
	Adenosine
	Alkaloids
	-0.5902
	6.11E-05
	neg

	Dihydropinosylvin methyl ether 
	#N/A
	Adenosine
	Alkaloids
	-0.58602
	7.09E-05
	neg

	Dendrocrepidine D
	Alkaloids
	Adenosine
	Alkaloids
	-0.50214
	0.00096167
	neg

	Dendrocrepine
	Alkaloids
	Adenosine
	Alkaloids
	-0.50222
	0.00095954
	neg

	Crepidatumines C
	Alkaloids
	Adenosine
	Alkaloids
	-0.50398
	0.0009146
	neg

	Drepidamine
	Alkaloids
	Adenosine
	Alkaloids
	-0.50317
	0.00093518
	neg

	Dendrocrepidine C
	Alkaloids
	Adenosine
	Alkaloids
	-0.50458
	0.0008996
	neg

	Homocrepidine B
	Alkaloids
	Adenosine
	Alkaloids
	-0.50557
	0.00087546
	neg

	Dendrocrepine isomer
	Alkaloids
	Adenosine
	Alkaloids
	-0.50318
	0.00093489
	neg

	Kaempferol
	Flavonoid
	Adenosine
	Alkaloids
	-0.50361
	0.00092388
	neg

	Dendronobiloside C
	Terpenoids
	Adenosine
	Alkaloids
	-0.55089
	0.00022999
	neg

	Denobilone B
	Phenanthrene
	Gigantol
	Terpenoids
	-0.53699
	0.00035358
	neg

	Dendroamine
	Alkaloids
	Gigantol
	Terpenoids
	-0.53604
	0.00036392
	neg

	Dendronobilin H
	Terpenoids
	Gigantol
	Terpenoids
	-0.52109
	0.00056566
	neg

	8-Hydroxy-dendroxine
	Alkaloids
	Gigantol
	Terpenoids
	-0.51706
	0.0006349
	neg

	Isoliquiritin
	Flavonoid
	Gigantol
	Terpenoids
	-0.51745
	0.00062791
	neg

	Dendronobilin B
	Terpenoids
	Gigantol
	Terpenoids
	-0.51477
	0.00067741
	neg

	Pinoresinol
	Bibenzyl
	Gigantol
	Terpenoids
	-0.51623
	0.0006501
	neg

	Denobilone C
	Phenanthrene
	Gigantol
	Terpenoids
	-0.50434
	0.00090571
	neg

	Dendroterpenoids C
	Terpenoids
	Gigantol
	Terpenoids
	-0.50311
	0.00093652
	neg

	Dendronobiline A
	Alkaloids
	Gigantol
	Terpenoids
	-0.50032
	0.0010102
	neg

	N-trans-p-coumaroyltyramine
	Alkaloids
	Gigantol
	Terpenoids
	-0.51135
	0.00074595
	neg

	Apigenin
	Flavonoid
	Gigantol
	Terpenoids
	-0.50977
	0.00077959
	neg

	Dendrobine
	Alkaloids
	Gigantol
	Terpenoids
	0.70161
	4.57E-07
	pos

	Moscatilin
	Bibenzyl
	Gigantol
	Terpenoids
	0.86373
	7.25E-13
	pos

	Chrysotoxine
	Bibenzyl
	Gigantol
	Terpenoids
	0.57229
	0.00011415
	pos

	N-methyldendrobinium isomer
	Alkaloids
	Gigantol
	Terpenoids
	-0.63166
	1.24E-05
	neg

	Moscatin
	Phenanthrene
	Gigantol
	Terpenoids
	0.69508
	6.46E-07
	pos

	Mubironine B
	Alkaloids
	Gigantol
	Terpenoids
	-0.89055
	1.42E-14
	neg

	Dendroside D
	Terpenoids
	Gigantol
	Terpenoids
	-0.61614
	2.31E-05
	neg

	Dendroamine
	Alkaloids
	Dendrobine
	Phenanthrene
	-0.72348
	1.33E-07
	neg

	Gigantol
	Bibenzyl
	Dendrobine
	Phenanthrene
	0.70161
	4.57E-07
	pos

	Moscatilin
	Bibenzyl
	Dendrobine
	Phenanthrene
	0.83736
	1.64E-11
	pos

	Crepidine
	Alkaloids
	Dendrobine
	Phenanthrene
	-0.76069
	1.23E-08
	neg

	N-methyldendrobinium isomer
	Alkaloids
	Dendrobine
	Phenanthrene
	-0.79951
	6.14E-10
	neg

	Dendronobiloside C
	Terpenoids
	Dendrobine
	Phenanthrene
	0.53499
	0.00037557
	pos

	Moscatin
	Phenanthrene
	Dendrobine
	Phenanthrene
	0.70424
	3.96E-07
	pos

	Mubironine B
	Alkaloids
	Dendrobine
	Phenanthrene
	-0.73402
	7.06E-08
	neg

	Dendroside D
	Terpenoids
	Dendrobine
	Phenanthrene
	-0.66247
	3.22E-06
	neg

	Dendroamine
	Alkaloids
	Moscatilin
	Terpenoids
	-0.53646
	0.00035928
	neg

	Gigantol
	Bibenzyl
	Moscatilin
	Terpenoids
	0.86373
	7.25E-13
	pos

	Dendrobine
	Alkaloids
	Moscatilin
	Terpenoids
	0.83736
	1.64E-11
	pos

	Crepidine
	Alkaloids
	Moscatilin
	Terpenoids
	-0.60157
	4.03E-05
	neg

	N-methyldendrobinium isomer
	Alkaloids
	Moscatilin
	Terpenoids
	-0.73241
	7.80E-08
	neg

	Glucosylvitexin
	Flavonoid
	Moscatilin
	Terpenoids
	-0.54834
	0.00024922
	neg

	Dihydropinosylvin methyl ether 
	Flavonoid
	Moscatilin
	Terpenoids
	-0.5485
	0.00024796
	neg

	Moscatin
	Phenanthrene
	Moscatilin
	Terpenoids
	0.83109
	3.18E-11
	pos

	Dendronobiloside E
	Terpenoids
	Moscatilin
	Terpenoids
	0.55815
	0.00018227
	pos

	Denneanoside A
	Phenolic glycosides
	Moscatilin
	Terpenoids
	0.56247
	0.00015837
	pos

	9,10-Dihydro-5,9-dihydroxy-4-methoxy-2-phenanthrenyl-beta-D-glucopyranoside
	Phenanthrene
	Moscatilin
	Terpenoids
	0.56089
	0.00016678
	pos

	Dihydrosyringin
	Phenolic glycosides
	Moscatilin
	Terpenoids
	0.56089
	0.00016678
	pos

	Mubironine B
	Alkaloids
	Moscatilin
	Terpenoids
	-0.8282
	4.27E-11
	neg

	Dendroside D
	Terpenoids
	Moscatilin
	Terpenoids
	-0.65188
	5.20E-06
	neg

	Dendroamine
	Alkaloids
	Chrysotoxine
	Phenanthrene
	-0.51059
	0.00076183
	neg

	Gigantol
	Bibenzyl
	Chrysotoxine
	Phenanthrene
	0.57229
	0.00011415
	pos

	Moscatilin
	Bibenzyl
	Chrysotoxine
	Phenanthrene
	0.66016
	3.58E-06
	pos

	Dendroflorin
	Phenolic acids
	Chrysotoxine
	Phenanthrene
	0.53272
	0.00040207
	pos

	p-Hydroxyphenylpropanoic acid
	Phenylpropanoid
	Chrysotoxine
	Phenanthrene
	0.53061
	0.0004281
	pos

	3-(4-hydroxy-3-methoxy-phenyl)-acrylic acid octacosyl ester
	Ester
	Chrysotoxine
	Phenanthrene
	0.53081
	0.00042557
	pos

	Erigeside II
	Flavonoid
	Chrysotoxine
	Phenanthrene
	0.59483
	5.17E-05
	pos

	Emodin
	Quinone
	Chrysotoxine
	Phenanthrene
	0.59432
	5.27E-05
	pos

	Episyringaresinol
	Phenylpropanoid
	Chrysotoxine
	Phenanthrene
	0.5878
	6.66E-05
	pos

	2, 7-Dihydroxy- 3, 4, 6- trimethoxy- phenanthrene
	Phenanthrene
	Chrysotoxine
	Phenanthrene
	0.58864
	6.46E-05
	pos

	Dengibsin
	Fluorenones
	Chrysotoxine
	Phenanthrene
	0.59051
	6.05E-05
	pos

	Defuscin
	Ester
	Chrysotoxine
	Phenanthrene
	0.77785
	3.51E-09
	pos

	Flakinins B
	Terpenoids
	Chrysotoxine
	Phenanthrene
	0.79485
	9.09E-10
	pos

	5-Hydroxy-6-methoxyphenylethanol
	Phenolic acids
	Chrysotoxine
	Phenanthrene
	0.7903
	1.32E-09
	pos

	2,7-Dihydroxy-3,4-dimethoxyphenanthrene
	Phenanthrene
	Chrysotoxine
	Phenanthrene
	0.79527
	8.78E-10
	pos

	3,4-Dimethoxybenzoic acid
	Phenolic acids
	Chrysotoxine
	Phenanthrene
	0.77723
	3.68E-09
	pos

	Chrysotoxene
	Phenanthrene
	Chrysotoxine
	Phenanthrene
	0.78401
	2.18E-09
	pos

	N-isopentenyl-dendrobinium
	Alkaloids
	Chrysotoxine
	Phenanthrene
	-0.50178
	0.00097104
	neg

	2-Hydroxydendrobine
	Alkaloids
	Chrysotoxine
	Phenanthrene
	-0.50269
	0.00094726
	neg

	Crepidine
	Alkaloids
	Chrysotoxine
	Phenanthrene
	-0.60238
	3.91E-05
	neg

	N-methyldendrobinium isomer
	Alkaloids
	Chrysotoxine
	Phenanthrene
	-0.68507
	1.08E-06
	neg

	Glucosylvitexin
	Flavonoid
	Chrysotoxine
	Phenanthrene
	-0.50848
	0.00080799
	neg

	Dihydropinosylvin methyl ether 
	Flavonoid
	Chrysotoxine
	Phenanthrene
	-0.50681
	0.00084608
	neg

	Dendronobiloside E
	Terpenoids
	Chrysotoxine
	Phenanthrene
	0.51884
	0.00060343
	pos

	Denneanoside A
	Phenolic glycosides
	Chrysotoxine
	Phenanthrene
	0.51949
	0.00059229
	pos

	9,10-Dihydro-5,9-dihydroxy-4-methoxy-2-phenanthrenyl-beta-D-glucopyranoside
	Phenanthrene
	Chrysotoxine
	Phenanthrene
	0.51921
	0.00059707
	pos

	Dihydrosyringin
	Phenolic glycosides
	Chrysotoxine
	Phenanthrene
	0.51921
	0.00059707
	pos

	Mubironine B
	Alkaloids
	Chrysotoxine
	Phenanthrene
	-0.77079
	5.95E-09
	neg

	Dendroside D
	Terpenoids
	Chrysotoxine
	Phenanthrene
	-0.60367
	3.73E-05
	neg

	Dendroamine
	Alkaloids
	Confusarin
	Phenanthrene
	-0.6131
	2.60E-05
	neg

	Dendronobilin H
	Terpenoids
	Confusarin
	Phenanthrene
	-0.61646
	2.28E-05
	neg

	8-Hydroxy-dendroxine
	Alkaloids
	Confusarin
	Phenanthrene
	-0.6123
	2.68E-05
	neg

	Isoliquiritin
	Flavonoid
	Confusarin
	Phenanthrene
	-0.61446
	2.47E-05
	neg

	Dendronobilin B
	Terpenoids
	Confusarin
	Phenanthrene
	-0.613
	2.61E-05
	neg

	Pinoresinol
	Bibenzyl
	Confusarin
	Phenanthrene
	-0.60513
	3.53E-05
	neg

	Denobilone C
	Phenanthrene
	Confusarin
	Phenanthrene
	-0.60299
	3.82E-05
	neg

	Dendroterpenoids C
	Terpenoids
	Confusarin
	Phenanthrene
	-0.60637
	3.37E-05
	neg

	Dendronobiline A
	Alkaloids
	Confusarin
	Phenanthrene
	-0.59482
	5.17E-05
	neg

	N-trans-p-coumaroyltyramine
	Alkaloids
	Confusarin
	Phenanthrene
	-0.60071
	4.16E-05
	neg

	Apigenin
	Flavonoid
	Confusarin
	Phenanthrene
	-0.59633
	4.89E-05
	neg

	Defuscin
	Ester
	Confusarin
	Phenanthrene
	0.67221
	2.03E-06
	pos

	Flakinins B
	Terpenoids
	Confusarin
	Phenanthrene
	0.67586
	1.70E-06
	pos

	5-Hydroxy-6-methoxyphenylethanol
	Phenolic acids
	Confusarin
	Phenanthrene
	0.67617
	1.68E-06
	pos

	2,7-Dihydroxy-3,4-dimethoxyphenanthrene
	Phenanthrene
	Confusarin
	Phenanthrene
	0.67763
	1.56E-06
	pos

	3,4-Dimethoxybenzoic acid
	Phenolic acids
	Confusarin
	Phenanthrene
	0.66718
	2.58E-06
	pos

	Chrysotoxene
	Phenanthrene
	Confusarin
	Phenanthrene
	0.67277
	1.98E-06
	pos

	Crepidatin
	Bibenzyl
	Confusarin
	Phenanthrene
	-0.7577
	1.51E-08
	neg

	Crepidine
	Alkaloids
	Confusarin
	Phenanthrene
	-0.50649
	0.00085356
	neg

	Chrysotoxine
	Bibenzyl
	Dendroflorin
	Phenolic acids
	0.53272
	0.00040207
	pos

	p-Hydroxyphenylpropanoic acid
	Phenylpropanoid
	Dendroflorin
	Phenolic acids
	0.99902
	0
	pos

	3-(4-hydroxy-3-methoxy-phenyl)-acrylic acid octacosyl ester
	Ester
	Dendroflorin
	Phenolic acids
	0.99937
	0
	pos

	Defuscin
	Ester
	Dendroflorin
	Phenolic acids
	0.79481
	9.13E-10
	pos

	Flakinins B
	Terpenoids
	Dendroflorin
	Phenolic acids
	0.72751
	1.05E-07
	pos

	5-Hydroxy-6-methoxyphenylethanol
	Phenolic acids
	Dendroflorin
	Phenolic acids
	0.70983
	2.91E-07
	pos

	2,7-Dihydroxy-3,4-dimethoxyphenanthrene
	Phenanthrene
	Dendroflorin
	Phenolic acids
	0.71548
	2.12E-07
	pos

	3,4-Dimethoxybenzoic acid
	Phenolic acids
	Dendroflorin
	Phenolic acids
	0.65089
	5.43E-06
	pos

	Chrysotoxene
	Phenanthrene
	Dendroflorin
	Phenolic acids
	0.66565
	2.77E-06
	pos

	Chrysotoxine
	Bibenzyl
	p-Hydroxyphenylpropanoic acid
	Terpenoids
	0.53061
	0.0004281
	pos

	Dendroflorin
	Phenolic acids
	p-Hydroxyphenylpropanoic acid
	Terpenoids
	0.99902
	0
	pos

	3-(4-hydroxy-3-methoxy-phenyl)-acrylic acid octacosyl ester
	Ester
	p-Hydroxyphenylpropanoic acid
	Terpenoids
	0.99959
	0
	pos

	Defuscin
	Ester
	p-Hydroxyphenylpropanoic acid
	Terpenoids
	0.79521
	8.82E-10
	pos

	Flakinins B
	Terpenoids
	p-Hydroxyphenylpropanoic acid
	Terpenoids
	0.72697
	1.08E-07
	pos

	5-Hydroxy-6-methoxyphenylethanol
	Phenolic acids
	p-Hydroxyphenylpropanoic acid
	Terpenoids
	0.70983
	2.91E-07
	pos

	2,7-Dihydroxy-3,4-dimethoxyphenanthrene
	Phenanthrene
	p-Hydroxyphenylpropanoic acid
	Terpenoids
	0.71469
	2.22E-07
	pos

	3,4-Dimethoxybenzoic acid
	Phenolic acids
	p-Hydroxyphenylpropanoic acid
	Terpenoids
	0.6468
	6.50E-06
	pos

	Chrysotoxene
	Phenanthrene
	p-Hydroxyphenylpropanoic acid
	Terpenoids
	0.66582
	2.75E-06
	pos

	Chrysotoxine
	Bibenzyl
	3-(4-hydroxy-3-methoxy-phenyl)-acrylic acid octacosyl ester
	Alkaloids
	0.53081
	0.00042557
	pos

	Dendroflorin
	Phenolic acids
	3-(4-hydroxy-3-methoxy-phenyl)-acrylic acid octacosyl ester
	Alkaloids
	0.99937
	0
	pos

	p-Hydroxyphenylpropanoic acid
	Phenylpropanoid
	3-(4-hydroxy-3-methoxy-phenyl)-acrylic acid octacosyl ester
	Alkaloids
	0.99959
	0
	pos

	Defuscin
	Ester
	3-(4-hydroxy-3-methoxy-phenyl)-acrylic acid octacosyl ester
	Alkaloids
	0.79508
	8.92E-10
	pos

	Flakinins B
	Terpenoids
	3-(4-hydroxy-3-methoxy-phenyl)-acrylic acid octacosyl ester
	Alkaloids
	0.72744
	1.05E-07
	pos

	5-Hydroxy-6-methoxyphenylethanol
	Phenolic acids
	3-(4-hydroxy-3-methoxy-phenyl)-acrylic acid octacosyl ester
	Alkaloids
	0.71018
	2.86E-07
	pos

	2,7-Dihydroxy-3,4-dimethoxyphenanthrene
	Phenanthrene
	3-(4-hydroxy-3-methoxy-phenyl)-acrylic acid octacosyl ester
	Alkaloids
	0.71499
	2.18E-07
	pos

	3,4-Dimethoxybenzoic acid
	Phenolic acids
	3-(4-hydroxy-3-methoxy-phenyl)-acrylic acid octacosyl ester
	Alkaloids
	0.65138
	5.31E-06
	pos

	Chrysotoxene
	Phenanthrene
	3-(4-hydroxy-3-methoxy-phenyl)-acrylic acid octacosyl ester
	Alkaloids
	0.66605
	2.72E-06
	pos

	Adenosine
	Alkaloids
	Erigeside II
	Terpenoids
	0.52255
	0.0005423
	pos

	Chrysotoxine
	Bibenzyl
	Erigeside II
	Terpenoids
	0.59483
	5.17E-05
	pos

	Emodin
	Quinone
	Erigeside II
	Terpenoids
	0.9998
	0
	pos

	Episyringaresinol
	Phenylpropanoid
	Erigeside II
	Terpenoids
	0.99282
	0
	pos

	2, 7-Dihydroxy- 3, 4, 6- trimethoxy- phenanthrene
	Phenanthrene
	Erigeside II
	Terpenoids
	0.99862
	0
	pos

	Dengibsin
	Fluorenones
	Erigeside II
	Terpenoids
	0.99816
	0
	pos

	Defuscin
	Ester
	Erigeside II
	Terpenoids
	0.55431
	0.00020628
	pos

	Flakinins B
	Terpenoids
	Erigeside II
	Terpenoids
	0.64184
	8.06E-06
	pos

	5-Hydroxy-6-methoxyphenylethanol
	Phenolic acids
	Erigeside II
	Terpenoids
	0.65806
	3.94E-06
	pos

	2,7-Dihydroxy-3,4-dimethoxyphenanthrene
	Phenanthrene
	Erigeside II
	Terpenoids
	0.65542
	4.44E-06
	pos

	3,4-Dimethoxybenzoic acid
	Phenolic acids
	Erigeside II
	Terpenoids
	0.6939
	6.87E-07
	pos

	Chrysotoxene
	Phenanthrene
	Erigeside II
	Terpenoids
	0.69595
	6.17E-07
	pos

	Adenosine
	Alkaloids
	Emodin
	Terpenoids
	0.52389
	0.00052162
	pos

	Chrysotoxine
	Bibenzyl
	Emodin
	Terpenoids
	0.59432
	5.27E-05
	pos

	Erigeside II
	Flavonoid
	Emodin
	Terpenoids
	0.9998
	0
	pos

	Episyringaresinol
	Phenylpropanoid
	Emodin
	Terpenoids
	0.99493
	0
	pos

	2, 7-Dihydroxy- 3, 4, 6- trimethoxy- phenanthrene
	Phenanthrene
	Emodin
	Terpenoids
	0.99828
	0
	pos

	Dengibsin
	Fluorenones
	Emodin
	Terpenoids
	0.99886
	0
	pos

	Defuscin
	Ester
	Emodin
	Terpenoids
	0.55386
	0.00020929
	pos

	Flakinins B
	Terpenoids
	Emodin
	Terpenoids
	0.64123
	8.27E-06
	pos

	5-Hydroxy-6-methoxyphenylethanol
	Phenolic acids
	Emodin
	Terpenoids
	0.65761
	4.02E-06
	pos

	2,7-Dihydroxy-3,4-dimethoxyphenanthrene
	Phenanthrene
	Emodin
	Terpenoids
	0.65542
	4.44E-06
	pos

	3,4-Dimethoxybenzoic acid
	Phenolic acids
	Emodin
	Terpenoids
	0.69495
	6.51E-07
	pos

	Chrysotoxene
	Phenanthrene
	Emodin
	Terpenoids
	0.69576
	6.24E-07
	pos

	Adenosine
	Alkaloids
	Episyringaresinol
	Terpenoids
	0.5267
	0.00048048
	pos

	Chrysotoxine
	Bibenzyl
	Episyringaresinol
	Terpenoids
	0.5878
	6.66E-05
	pos

	Erigeside II
	Flavonoid
	Episyringaresinol
	Terpenoids
	0.99282
	0
	pos

	Emodin
	Quinone
	Episyringaresinol
	Terpenoids
	0.99493
	0
	pos

	2, 7-Dihydroxy- 3, 4, 6- trimethoxy- phenanthrene
	Phenanthrene
	Episyringaresinol
	Terpenoids
	0.98933
	0
	pos

	Dengibsin
	Fluorenones
	Episyringaresinol
	Terpenoids
	0.99483
	0
	pos

	Defuscin
	Ester
	Episyringaresinol
	Terpenoids
	0.54824
	0.00025001
	pos

	Flakinins B
	Terpenoids
	Episyringaresinol
	Terpenoids
	0.63351
	1.15E-05
	pos

	5-Hydroxy-6-methoxyphenylethanol
	Phenolic acids
	Episyringaresinol
	Terpenoids
	0.65027
	5.58E-06
	pos

	2,7-Dihydroxy-3,4-dimethoxyphenanthrene
	Phenanthrene
	Episyringaresinol
	Terpenoids
	0.65111
	5.38E-06
	pos

	3,4-Dimethoxybenzoic acid
	Phenolic acids
	Episyringaresinol
	Terpenoids
	0.69394
	6.86E-07
	pos

	Chrysotoxene
	Phenanthrene
	Episyringaresinol
	Terpenoids
	0.68901
	8.85E-07
	pos

	Adenosine
	Alkaloids
	2, 7-Dihydroxy- 3, 4, 6- trimethoxy- phenanthrene
	Phenanthrene
	0.52938
	0.00044405
	pos

	Chrysotoxine
	Bibenzyl
	2, 7-Dihydroxy- 3, 4, 6- trimethoxy- phenanthrene
	Phenanthrene
	0.58864
	6.46E-05
	pos

	Erigeside II
	Flavonoid
	2, 7-Dihydroxy- 3, 4, 6- trimethoxy- phenanthrene
	Phenanthrene
	0.99862
	0
	pos

	Emodin
	Quinone
	2, 7-Dihydroxy- 3, 4, 6- trimethoxy- phenanthrene
	Phenanthrene
	0.99828
	0
	pos

	Episyringaresinol
	Phenylpropanoid
	2, 7-Dihydroxy- 3, 4, 6- trimethoxy- phenanthrene
	Phenanthrene
	0.98933
	0
	pos

	Dengibsin
	Fluorenones
	2, 7-Dihydroxy- 3, 4, 6- trimethoxy- phenanthrene
	Phenanthrene
	0.99847
	0
	pos

	Defuscin
	Ester
	2, 7-Dihydroxy- 3, 4, 6- trimethoxy- phenanthrene
	Phenanthrene
	0.55152
	0.00022542
	pos

	Flakinins B
	Terpenoids
	2, 7-Dihydroxy- 3, 4, 6- trimethoxy- phenanthrene
	Phenanthrene
	0.64008
	8.69E-06
	pos

	5-Hydroxy-6-methoxyphenylethanol
	Phenolic acids
	2, 7-Dihydroxy- 3, 4, 6- trimethoxy- phenanthrene
	Phenanthrene
	0.65797
	3.95E-06
	pos

	2,7-Dihydroxy-3,4-dimethoxyphenanthrene
	Phenanthrene
	2, 7-Dihydroxy- 3, 4, 6- trimethoxy- phenanthrene
	Phenanthrene
	0.65324
	4.89E-06
	pos

	3,4-Dimethoxybenzoic acid
	Phenolic acids
	2, 7-Dihydroxy- 3, 4, 6- trimethoxy- phenanthrene
	Phenanthrene
	0.69445
	6.68E-07
	pos

	Chrysotoxene
	Phenanthrene
	2, 7-Dihydroxy- 3, 4, 6- trimethoxy- phenanthrene
	Phenanthrene
	0.69821
	5.48E-07
	pos

	Adenosine
	Alkaloids
	Dengibsin
	Terpenoids
	0.52914
	0.00044714
	pos

	Chrysotoxine
	Bibenzyl
	Dengibsin
	Terpenoids
	0.59051
	6.05E-05
	pos

	Erigeside II
	Flavonoid
	Dengibsin
	Terpenoids
	0.99816
	0
	pos

	Emodin
	Quinone
	Dengibsin
	Terpenoids
	0.99886
	0
	pos

	Episyringaresinol
	Phenylpropanoid
	Dengibsin
	Terpenoids
	0.99483
	0
	pos

	2, 7-Dihydroxy- 3, 4, 6- trimethoxy- phenanthrene
	Phenanthrene
	Dengibsin
	Terpenoids
	0.99847
	0
	pos

	Defuscin
	Ester
	Dengibsin
	Terpenoids
	0.55142
	0.00022612
	pos

	Flakinins B
	Terpenoids
	Dengibsin
	Terpenoids
	0.63953
	8.89E-06
	pos

	5-Hydroxy-6-methoxyphenylethanol
	Phenolic acids
	Dengibsin
	Terpenoids
	0.65687
	4.15E-06
	pos

	2,7-Dihydroxy-3,4-dimethoxyphenanthrene
	Phenanthrene
	Dengibsin
	Terpenoids
	0.65391
	4.75E-06
	pos

	3,4-Dimethoxybenzoic acid
	Phenolic acids
	Dengibsin
	Terpenoids
	0.69687
	5.88E-07
	pos

	Chrysotoxene
	Phenanthrene
	Dengibsin
	Terpenoids
	0.69656
	5.98E-07
	pos

	Chrysotoxine
	Bibenzyl
	Defuscin
	Phenanthrene
	0.77785
	3.51E-09
	pos

	Confusarin
	Phenanthrene
	Defuscin
	Phenanthrene
	0.67221
	2.03E-06
	pos

	Dendroflorin
	Phenolic acids
	Defuscin
	Phenanthrene
	0.79481
	9.13E-10
	pos

	p-Hydroxyphenylpropanoic acid
	Phenylpropanoid
	Defuscin
	Phenanthrene
	0.79521
	8.82E-10
	pos

	3-(4-hydroxy-3-methoxy-phenyl)-acrylic acid octacosyl ester
	Ester
	Defuscin
	Phenanthrene
	0.79508
	8.92E-10
	pos

	Erigeside II
	Flavonoid
	Defuscin
	Phenanthrene
	0.55431
	0.00020628
	pos

	Emodin
	Quinone
	Defuscin
	Phenanthrene
	0.55386
	0.00020929
	pos

	Episyringaresinol
	Phenylpropanoid
	Defuscin
	Phenanthrene
	0.54824
	0.00025001
	pos

	2, 7-Dihydroxy- 3, 4, 6- trimethoxy- phenanthrene
	Phenanthrene
	Defuscin
	Phenanthrene
	0.55152
	0.00022542
	pos

	Dengibsin
	Fluorenones
	Defuscin
	Phenanthrene
	0.55142
	0.00022612
	pos

	Flakinins B
	Terpenoids
	Defuscin
	Phenanthrene
	0.99328
	0
	pos

	5-Hydroxy-6-methoxyphenylethanol
	Phenolic acids
	Defuscin
	Phenanthrene
	0.98833
	0
	pos

	2,7-Dihydroxy-3,4-dimethoxyphenanthrene
	Phenanthrene
	Defuscin
	Phenanthrene
	0.9906
	0
	pos

	3,4-Dimethoxybenzoic acid
	Phenolic acids
	Defuscin
	Phenanthrene
	0.96168
	0
	pos

	Chrysotoxene
	Phenanthrene
	Defuscin
	Phenanthrene
	0.97564
	0
	pos

	Crepidine
	Alkaloids
	Defuscin
	Phenanthrene
	-0.50606
	0.00086386
	neg

	N-methyldendrobinium isomer
	Alkaloids
	Defuscin
	Phenanthrene
	-0.56359
	0.00015262
	neg

	Dendronobiloside C
	Terpenoids
	Defuscin
	Phenanthrene
	-0.52826
	0.00045896
	neg

	Mubironine B
	Alkaloids
	Defuscin
	Phenanthrene
	-0.61467
	2.45E-05
	neg

	Chrysotoxine
	Bibenzyl
	Flakinins B
	Terpenoids
	0.79485
	9.09E-10
	pos

	Confusarin
	Phenanthrene
	Flakinins B
	Terpenoids
	0.67586
	1.70E-06
	pos

	Dendroflorin
	Phenolic acids
	Flakinins B
	Terpenoids
	0.72751
	1.05E-07
	pos

	p-Hydroxyphenylpropanoic acid
	Phenylpropanoid
	Flakinins B
	Terpenoids
	0.72697
	1.08E-07
	pos

	3-(4-hydroxy-3-methoxy-phenyl)-acrylic acid octacosyl ester
	Ester
	Flakinins B
	Terpenoids
	0.72744
	1.05E-07
	pos

	Erigeside II
	Flavonoid
	Flakinins B
	Terpenoids
	0.64184
	8.06E-06
	pos

	Emodin
	Quinone
	Flakinins B
	Terpenoids
	0.64123
	8.27E-06
	pos

	Episyringaresinol
	Phenylpropanoid
	Flakinins B
	Terpenoids
	0.63351
	1.15E-05
	pos

	2, 7-Dihydroxy- 3, 4, 6- trimethoxy- phenanthrene
	Phenanthrene
	Flakinins B
	Terpenoids
	0.64008
	8.69E-06
	pos

	Dengibsin
	Fluorenones
	Flakinins B
	Terpenoids
	0.63953
	8.89E-06
	pos

	Defuscin
	Ester
	Flakinins B
	Terpenoids
	0.99328
	0
	pos

	5-Hydroxy-6-methoxyphenylethanol
	Phenolic acids
	Flakinins B
	Terpenoids
	0.99793
	0
	pos

	2,7-Dihydroxy-3,4-dimethoxyphenanthrene
	Phenanthrene
	Flakinins B
	Terpenoids
	0.99877
	0
	pos

	3,4-Dimethoxybenzoic acid
	Phenolic acids
	Flakinins B
	Terpenoids
	0.98038
	0
	pos

	Chrysotoxene
	Phenanthrene
	Flakinins B
	Terpenoids
	0.99093
	0
	pos

	Crepidatin
	Bibenzyl
	Flakinins B
	Terpenoids
	-0.50244
	0.00095396
	neg

	Crepidine
	Alkaloids
	Flakinins B
	Terpenoids
	-0.52472
	0.00050915
	neg

	N-methyldendrobinium isomer
	Alkaloids
	Flakinins B
	Terpenoids
	-0.58222
	8.11E-05
	neg

	Dendronobiloside C
	Terpenoids
	Flakinins B
	Terpenoids
	-0.52623
	0.00048722
	neg

	Mubironine B
	Alkaloids
	Flakinins B
	Terpenoids
	-0.62823
	1.42E-05
	neg

	Chrysotoxine
	Bibenzyl
	5-Hydroxy-6-methoxyphenylethanol
	Alkaloids
	0.7903
	1.32E-09
	pos

	Confusarin
	Phenanthrene
	5-Hydroxy-6-methoxyphenylethanol
	Alkaloids
	0.67617
	1.68E-06
	pos

	Dendroflorin
	Phenolic acids
	5-Hydroxy-6-methoxyphenylethanol
	Alkaloids
	0.70983
	2.91E-07
	pos

	p-Hydroxyphenylpropanoic acid
	Phenylpropanoid
	5-Hydroxy-6-methoxyphenylethanol
	Alkaloids
	0.70983
	2.91E-07
	pos

	3-(4-hydroxy-3-methoxy-phenyl)-acrylic acid octacosyl ester
	Ester
	5-Hydroxy-6-methoxyphenylethanol
	Alkaloids
	0.71018
	2.86E-07
	pos

	Erigeside II
	Flavonoid
	5-Hydroxy-6-methoxyphenylethanol
	Alkaloids
	0.65806
	3.94E-06
	pos

	Emodin
	Quinone
	5-Hydroxy-6-methoxyphenylethanol
	Alkaloids
	0.65761
	4.02E-06
	pos

	Episyringaresinol
	Phenylpropanoid
	5-Hydroxy-6-methoxyphenylethanol
	Alkaloids
	0.65027
	5.58E-06
	pos

	2, 7-Dihydroxy- 3, 4, 6- trimethoxy- phenanthrene
	Phenanthrene
	5-Hydroxy-6-methoxyphenylethanol
	Alkaloids
	0.65797
	3.95E-06
	pos

	Dengibsin
	Fluorenones
	5-Hydroxy-6-methoxyphenylethanol
	Alkaloids
	0.65687
	4.15E-06
	pos

	Defuscin
	Ester
	5-Hydroxy-6-methoxyphenylethanol
	Alkaloids
	0.98833
	0
	pos

	Flakinins B
	Terpenoids
	5-Hydroxy-6-methoxyphenylethanol
	Alkaloids
	0.99793
	0
	pos

	2,7-Dihydroxy-3,4-dimethoxyphenanthrene
	Phenanthrene
	5-Hydroxy-6-methoxyphenylethanol
	Alkaloids
	0.99859
	0
	pos

	3,4-Dimethoxybenzoic acid
	Phenolic acids
	5-Hydroxy-6-methoxyphenylethanol
	Alkaloids
	0.98351
	0
	pos

	Chrysotoxene
	Phenanthrene
	5-Hydroxy-6-methoxyphenylethanol
	Alkaloids
	0.99648
	0
	pos

	Crepidatin
	Bibenzyl
	5-Hydroxy-6-methoxyphenylethanol
	Alkaloids
	-0.50125
	0.00098526
	neg

	Crepidine
	Alkaloids
	5-Hydroxy-6-methoxyphenylethanol
	Alkaloids
	-0.52089
	0.00056896
	neg

	N-methyldendrobinium isomer
	Alkaloids
	5-Hydroxy-6-methoxyphenylethanol
	Alkaloids
	-0.5781
	9.36E-05
	neg

	Dendronobiloside C
	Terpenoids
	5-Hydroxy-6-methoxyphenylethanol
	Alkaloids
	-0.53253
	0.00040438
	neg

	Mubironine B
	Alkaloids
	5-Hydroxy-6-methoxyphenylethanol
	Alkaloids
	-0.62754
	1.46E-05
	neg

	Chrysotoxine
	Bibenzyl
	2,7-Dihydroxy-3,4-dimethoxyphenanthrene
	Phenanthrene
	0.79527
	8.78E-10
	pos

	Confusarin
	Phenanthrene
	2,7-Dihydroxy-3,4-dimethoxyphenanthrene
	Phenanthrene
	0.67763
	1.56E-06
	pos

	Dendroflorin
	Phenolic acids
	2,7-Dihydroxy-3,4-dimethoxyphenanthrene
	Phenanthrene
	0.71548
	2.12E-07
	pos

	p-Hydroxyphenylpropanoic acid
	Phenylpropanoid
	2,7-Dihydroxy-3,4-dimethoxyphenanthrene
	Phenanthrene
	0.71469
	2.22E-07
	pos

	3-(4-hydroxy-3-methoxy-phenyl)-acrylic acid octacosyl ester
	Ester
	2,7-Dihydroxy-3,4-dimethoxyphenanthrene
	Phenanthrene
	0.71499
	2.18E-07
	pos

	Erigeside II
	Flavonoid
	2,7-Dihydroxy-3,4-dimethoxyphenanthrene
	Phenanthrene
	0.65542
	4.44E-06
	pos

	Emodin
	Quinone
	2,7-Dihydroxy-3,4-dimethoxyphenanthrene
	Phenanthrene
	0.65542
	4.44E-06
	pos

	Episyringaresinol
	Phenylpropanoid
	2,7-Dihydroxy-3,4-dimethoxyphenanthrene
	Phenanthrene
	0.65111
	5.38E-06
	pos

	2, 7-Dihydroxy- 3, 4, 6- trimethoxy- phenanthrene
	Phenanthrene
	2,7-Dihydroxy-3,4-dimethoxyphenanthrene
	Phenanthrene
	0.65324
	4.89E-06
	pos

	Dengibsin
	Fluorenones
	2,7-Dihydroxy-3,4-dimethoxyphenanthrene
	Phenanthrene
	0.65391
	4.75E-06
	pos

	Defuscin
	Ester
	2,7-Dihydroxy-3,4-dimethoxyphenanthrene
	Phenanthrene
	0.9906
	0
	pos

	Flakinins B
	Terpenoids
	2,7-Dihydroxy-3,4-dimethoxyphenanthrene
	Phenanthrene
	0.99877
	0
	pos

	5-Hydroxy-6-methoxyphenylethanol
	Phenolic acids
	2,7-Dihydroxy-3,4-dimethoxyphenanthrene
	Phenanthrene
	0.99859
	0
	pos

	3,4-Dimethoxybenzoic acid
	Phenolic acids
	2,7-Dihydroxy-3,4-dimethoxyphenanthrene
	Phenanthrene
	0.98292
	0
	pos

	Chrysotoxene
	Phenanthrene
	2,7-Dihydroxy-3,4-dimethoxyphenanthrene
	Phenanthrene
	0.99346
	0
	pos

	Crepidatin
	Bibenzyl
	2,7-Dihydroxy-3,4-dimethoxyphenanthrene
	Phenanthrene
	-0.50341
	0.00092898
	neg

	Crepidine
	Alkaloids
	2,7-Dihydroxy-3,4-dimethoxyphenanthrene
	Phenanthrene
	-0.52598
	0.00049078
	neg

	N-methyldendrobinium isomer
	Alkaloids
	2,7-Dihydroxy-3,4-dimethoxyphenanthrene
	Phenanthrene
	-0.58334
	7.80E-05
	neg

	Dendronobiloside C
	Terpenoids
	2,7-Dihydroxy-3,4-dimethoxyphenanthrene
	Phenanthrene
	-0.52722
	0.00047322
	neg

	Mubironine B
	Alkaloids
	2,7-Dihydroxy-3,4-dimethoxyphenanthrene
	Phenanthrene
	-0.62951
	1.35E-05
	neg

	Chrysotoxine
	Bibenzyl
	3,4-Dimethoxybenzoic acid
	Alkaloids
	0.77723
	3.68E-09
	pos

	Confusarin
	Phenanthrene
	3,4-Dimethoxybenzoic acid
	Alkaloids
	0.66718
	2.58E-06
	pos

	Dendroflorin
	Phenolic acids
	3,4-Dimethoxybenzoic acid
	Alkaloids
	0.65089
	5.43E-06
	pos

	p-Hydroxyphenylpropanoic acid
	Phenylpropanoid
	3,4-Dimethoxybenzoic acid
	Alkaloids
	0.6468
	6.50E-06
	pos

	3-(4-hydroxy-3-methoxy-phenyl)-acrylic acid octacosyl ester
	Ester
	3,4-Dimethoxybenzoic acid
	Alkaloids
	0.65138
	5.31E-06
	pos

	Erigeside II
	Flavonoid
	3,4-Dimethoxybenzoic acid
	Alkaloids
	0.6939
	6.87E-07
	pos

	Emodin
	Quinone
	3,4-Dimethoxybenzoic acid
	Alkaloids
	0.69495
	6.51E-07
	pos

	Episyringaresinol
	Phenylpropanoid
	3,4-Dimethoxybenzoic acid
	Alkaloids
	0.69394
	6.86E-07
	pos

	2, 7-Dihydroxy- 3, 4, 6- trimethoxy- phenanthrene
	Phenanthrene
	3,4-Dimethoxybenzoic acid
	Alkaloids
	0.69445
	6.68E-07
	pos

	Dengibsin
	Fluorenones
	3,4-Dimethoxybenzoic acid
	Alkaloids
	0.69687
	5.88E-07
	pos

	Defuscin
	Ester
	3,4-Dimethoxybenzoic acid
	Alkaloids
	0.96168
	0
	pos

	Flakinins B
	Terpenoids
	3,4-Dimethoxybenzoic acid
	Alkaloids
	0.98038
	0
	pos

	5-Hydroxy-6-methoxyphenylethanol
	Phenolic acids
	3,4-Dimethoxybenzoic acid
	Alkaloids
	0.98351
	0
	pos

	2,7-Dihydroxy-3,4-dimethoxyphenanthrene
	Phenanthrene
	3,4-Dimethoxybenzoic acid
	Alkaloids
	0.98292
	0
	pos

	Chrysotoxene
	Phenanthrene
	3,4-Dimethoxybenzoic acid
	Alkaloids
	0.98509
	0
	pos

	Crepidine
	Alkaloids
	3,4-Dimethoxybenzoic acid
	Alkaloids
	-0.50696
	0.00084268
	neg

	N-methyldendrobinium isomer
	Alkaloids
	3,4-Dimethoxybenzoic acid
	Alkaloids
	-0.56275
	0.00015693
	neg

	Dendronobiloside C
	Terpenoids
	3,4-Dimethoxybenzoic acid
	Alkaloids
	-0.5379
	0.00034393
	neg

	Mubironine B
	Alkaloids
	3,4-Dimethoxybenzoic acid
	Alkaloids
	-0.61825
	2.13E-05
	neg

	Chrysotoxine
	Bibenzyl
	Chrysotoxene
	Phenanthrene
	0.78401
	2.18E-09
	pos

	Confusarin
	Phenanthrene
	Chrysotoxene
	Phenanthrene
	0.67277
	1.98E-06
	pos

	Dendroflorin
	Phenolic acids
	Chrysotoxene
	Phenanthrene
	0.66565
	2.77E-06
	pos

	p-Hydroxyphenylpropanoic acid
	Phenylpropanoid
	Chrysotoxene
	Phenanthrene
	0.66582
	2.75E-06
	pos

	3-(4-hydroxy-3-methoxy-phenyl)-acrylic acid octacosyl ester
	Ester
	Chrysotoxene
	Phenanthrene
	0.66605
	2.72E-06
	pos

	Erigeside II
	Flavonoid
	Chrysotoxene
	Phenanthrene
	0.69595
	6.17E-07
	pos

	Emodin
	Quinone
	Chrysotoxene
	Phenanthrene
	0.69576
	6.24E-07
	pos

	Episyringaresinol
	Phenylpropanoid
	Chrysotoxene
	Phenanthrene
	0.68901
	8.85E-07
	pos

	2, 7-Dihydroxy- 3, 4, 6- trimethoxy- phenanthrene
	Phenanthrene
	Chrysotoxene
	Phenanthrene
	0.69821
	5.48E-07
	pos

	Dengibsin
	Fluorenones
	Chrysotoxene
	Phenanthrene
	0.69656
	5.98E-07
	pos

	Defuscin
	Ester
	Chrysotoxene
	Phenanthrene
	0.97564
	0
	pos

	Flakinins B
	Terpenoids
	Chrysotoxene
	Phenanthrene
	0.99093
	0
	pos

	5-Hydroxy-6-methoxyphenylethanol
	Phenolic acids
	Chrysotoxene
	Phenanthrene
	0.99648
	0
	pos

	2,7-Dihydroxy-3,4-dimethoxyphenanthrene
	Phenanthrene
	Chrysotoxene
	Phenanthrene
	0.99346
	0
	pos

	3,4-Dimethoxybenzoic acid
	Phenolic acids
	Chrysotoxene
	Phenanthrene
	0.98509
	0
	pos

	Crepidine
	Alkaloids
	Chrysotoxene
	Phenanthrene
	-0.51632
	0.00064831
	neg

	N-methyldendrobinium isomer
	Alkaloids
	Chrysotoxene
	Phenanthrene
	-0.57281
	0.00011215
	neg

	Dendronobiloside C
	Terpenoids
	Chrysotoxene
	Phenanthrene
	-0.53758
	0.00034732
	neg

	Mubironine B
	Alkaloids
	Chrysotoxene
	Phenanthrene
	-0.62563
	1.58E-05
	neg

	Denobilone B
	Phenanthrene
	N-isopentenyl-dendroxinium
	Terpenoids
	0.52754
	0.00046884
	pos

	N-isopentenyl-dendrobinium
	Alkaloids
	N-isopentenyl-dendroxinium
	Terpenoids
	0.99309
	0
	pos

	2-Hydroxydendrobine
	Alkaloids
	N-isopentenyl-dendroxinium
	Terpenoids
	0.97619
	0
	pos

	Crepidine
	Alkaloids
	N-isopentenyl-dendroxinium
	Terpenoids
	0.5797
	8.85E-05
	pos

	Crepidine isomer
	Alkaloids
	N-isopentenyl-dendroxinium
	Terpenoids
	0.52651
	0.00048311
	pos

	Dendronobilin K
	Terpenoids
	N-isopentenyl-dendroxinium
	Terpenoids
	0.51236
	0.00072512
	pos

	Dendrocrepidine D
	Alkaloids
	N-isopentenyl-dendroxinium
	Terpenoids
	0.50948
	0.00078578
	pos

	Dendrocrepine
	Alkaloids
	N-isopentenyl-dendroxinium
	Terpenoids
	0.50458
	0.00089957
	pos

	Dendrocrepidine B
	Alkaloids
	N-isopentenyl-dendroxinium
	Terpenoids
	0.50723
	0.00083648
	pos

	Crepidatumines C
	Alkaloids
	N-isopentenyl-dendroxinium
	Terpenoids
	0.50383
	0.00091834
	pos

	Drepidamine
	Alkaloids
	N-isopentenyl-dendroxinium
	Terpenoids
	0.50473
	0.00089609
	pos

	Dendrocrepidine C
	Alkaloids
	N-isopentenyl-dendroxinium
	Terpenoids
	0.50451
	0.00090154
	pos

	Homocrepidine B
	Alkaloids
	N-isopentenyl-dendroxinium
	Terpenoids
	0.50233
	0.00095678
	pos

	N-methyldendrobinium
	Alkaloids
	N-isopentenyl-dendroxinium
	Terpenoids
	0.51186
	0.0007354
	pos

	Dendrocrepine isom
	#N/A
	N-isopentenyl-dendroxinium
	Terpenoids
	0.50776
	0.00082434
	pos

	Kaempferol
	Flavonoid
	N-isopentenyl-dendroxinium
	Terpenoids
	0.50665
	0.00084999
	pos

	Chrysotoxine
	Bibenzyl
	N-isopentenyl-dendrobinium
	Terpenoids
	-0.50178
	0.00097104
	neg

	N-isopentenyl-dendroxinium
	Alkaloids
	N-isopentenyl-dendrobinium
	Terpenoids
	0.99309
	0
	pos

	2-Hydroxydendrobine
	Alkaloids
	N-isopentenyl-dendrobinium
	Terpenoids
	0.98964
	0
	pos

	Crepidine
	Alkaloids
	N-isopentenyl-dendrobinium
	Terpenoids
	0.6
	4.27E-05
	pos

	Crepidine isomer
	Alkaloids
	N-isopentenyl-dendrobinium
	Terpenoids
	0.61286
	2.63E-05
	pos

	Dendronobilin K
	Terpenoids
	N-isopentenyl-dendrobinium
	Terpenoids
	0.59985
	4.30E-05
	pos

	Dendrocrepidine D
	Alkaloids
	N-isopentenyl-dendrobinium
	Terpenoids
	0.59792
	4.62E-05
	pos

	Dendrocrepine
	Alkaloids
	N-isopentenyl-dendrobinium
	Terpenoids
	0.59583
	4.98E-05
	pos

	Dendrocrepidine B
	Alkaloids
	N-isopentenyl-dendrobinium
	Terpenoids
	0.59826
	4.56E-05
	pos

	Crepidatumines C
	Alkaloids
	N-isopentenyl-dendrobinium
	Terpenoids
	0.59454
	5.22E-05
	pos

	Drepidamine
	Alkaloids
	N-isopentenyl-dendrobinium
	Terpenoids
	0.59564
	5.02E-05
	pos

	Dendrocrepidine C
	Alkaloids
	N-isopentenyl-dendrobinium
	Terpenoids
	0.59455
	5.22E-05
	pos

	Homocrepidine B
	Alkaloids
	N-isopentenyl-dendrobinium
	Terpenoids
	0.59301
	5.52E-05
	pos

	N-methyldendrobinium
	Alkaloids
	N-isopentenyl-dendrobinium
	Terpenoids
	0.60056
	4.19E-05
	pos

	Dendrocrepine isom
	#N/A
	N-isopentenyl-dendrobinium
	Terpenoids
	0.59646
	4.87E-05
	pos

	Kaempferol
	Flavonoid
	N-isopentenyl-dendrobinium
	Terpenoids
	0.59587
	4.98E-05
	pos

	Chrysotoxine
	Bibenzyl
	2-Hydroxydendrobine
	Alkaloids
	-0.50269
	0.00094726
	neg

	N-isopentenyl-dendroxinium
	Alkaloids
	2-Hydroxydendrobine
	Alkaloids
	0.97619
	0
	pos

	N-isopentenyl-dendrobinium
	Alkaloids
	2-Hydroxydendrobine
	Alkaloids
	0.98964
	0
	pos

	Crepidine
	Alkaloids
	2-Hydroxydendrobine
	Alkaloids
	0.61317
	2.59E-05
	pos

	Crepidine isomer
	Alkaloids
	2-Hydroxydendrobine
	Alkaloids
	0.68558
	1.05E-06
	pos

	Dendronobilin K
	Terpenoids
	2-Hydroxydendrobine
	Alkaloids
	0.67058
	2.20E-06
	pos

	Dendrocrepidine D
	Alkaloids
	2-Hydroxydendrobine
	Alkaloids
	0.66679
	2.63E-06
	pos

	Dendrocrepine
	Alkaloids
	2-Hydroxydendrobine
	Alkaloids
	0.65889
	3.79E-06
	pos

	Dendrocrepidine B
	Alkaloids
	2-Hydroxydendrobine
	Alkaloids
	0.65987
	3.63E-06
	pos

	Crepidatumines C
	Alkaloids
	2-Hydroxydendrobine
	Alkaloids
	0.659
	3.77E-06
	pos

	Drepidamine
	Alkaloids
	2-Hydroxydendrobine
	Alkaloids
	0.6603
	3.55E-06
	pos

	Dendrocrepidine C
	Alkaloids
	2-Hydroxydendrobine
	Alkaloids
	0.66045
	3.53E-06
	pos

	Homocrepidine B
	Alkaloids
	2-Hydroxydendrobine
	Alkaloids
	0.65837
	3.88E-06
	pos

	N-methyldendrobinium
	Alkaloids
	2-Hydroxydendrobine
	Alkaloids
	0.66608
	2.72E-06
	pos

	Dendrocrepine isom
	#N/A
	2-Hydroxydendrobine
	Alkaloids
	0.66431
	2.95E-06
	pos

	Kaempferol
	Flavonoid
	2-Hydroxydendrobine
	Alkaloids
	0.66278
	3.17E-06
	pos

	Dendroamine
	Alkaloids
	Crepidatin
	Phenanthrene
	0.59442
	5.25E-05
	pos

	Confusarin
	Phenanthrene
	Crepidatin
	Phenanthrene
	-0.7577
	1.51E-08
	neg

	Flakinins B
	Terpenoids
	Crepidatin
	Phenanthrene
	-0.50244
	0.00095396
	neg

	5-Hydroxy-6-methoxyphenylethanol
	Phenolic acids
	Crepidatin
	Phenanthrene
	-0.50125
	0.00098526
	neg

	2,7-Dihydroxy-3,4-dimethoxyphenanthrene
	Phenanthrene
	Crepidatin
	Phenanthrene
	-0.50341
	0.00092898
	neg

	Crepidine
	Alkaloids
	Crepidatin
	Phenanthrene
	0.56095
	0.00016642
	pos

	Dendronobiloside E
	Terpenoids
	Crepidatin
	Phenanthrene
	0.52772
	0.00046634
	pos

	Denneanoside A
	Phenolic glycosides
	Crepidatin
	Phenanthrene
	0.5245
	0.00051247
	pos

	9,10-Dihydro-5,9-dihydroxy-4-methoxy-2-phenanthrenyl-beta-D-glucopyranoside
	#N/A
	Crepidatin
	Phenanthrene
	0.52626
	0.0004868
	pos

	Dihydrosyringin
	Phenolic glycosides
	Crepidatin
	Phenanthrene
	0.52626
	0.0004868
	pos

	Dendroamine
	Alkaloids
	Crepidine
	Phenanthrene
	0.85764
	1.57E-12
	pos

	Dendronobilin H
	Terpenoids
	Crepidine
	Phenanthrene
	0.50083
	0.00099644
	pos

	Pinoresinol
	Bibenzyl
	Crepidine
	Phenanthrene
	0.50902
	0.00079597
	pos

	Denobilone C
	Phenanthrene
	Crepidine
	Phenanthrene
	0.50359
	0.00092431
	pos

	Dendronobiline A
	Alkaloids
	Crepidine
	Phenanthrene
	0.51036
	0.00076688
	pos

	N-trans-p-coumaroyltyramine
	#N/A
	Crepidine
	Phenanthrene
	0.51256
	0.00072104
	pos

	Apigenin
	Flavonoid
	Crepidine
	Phenanthrene
	0.51575
	0.00065896
	pos

	Dendrobine
	Alkaloids
	Crepidine
	Phenanthrene
	-0.76069
	1.23E-08
	neg

	Moscatilin
	Bibenzyl
	Crepidine
	Phenanthrene
	-0.60157
	4.03E-05
	neg

	Chrysotoxine
	Bibenzyl
	Crepidine
	Phenanthrene
	-0.60238
	3.91E-05
	neg

	Confusarin
	Phenanthrene
	Crepidine
	Phenanthrene
	-0.50649
	0.00085356
	neg

	Defuscin
	Ester
	Crepidine
	Phenanthrene
	-0.50606
	0.00086386
	neg

	Flakinins B
	Terpenoids
	Crepidine
	Phenanthrene
	-0.52472
	0.00050915
	neg

	5-Hydroxy-6-methoxyphenylethanol
	Phenolic acids
	Crepidine
	Phenanthrene
	-0.52089
	0.00056896
	neg

	2,7-Dihydroxy-3,4-dimethoxyphenanthrene
	Phenanthrene
	Crepidine
	Phenanthrene
	-0.52598
	0.00049078
	neg

	3,4-Dimethoxybenzoic acid
	Phenolic acids
	Crepidine
	Phenanthrene
	-0.50696
	0.00084268
	neg

	Chrysotoxene
	Phenanthrene
	Crepidine
	Phenanthrene
	-0.51632
	0.00064831
	neg

	N-isopentenyl-dendroxinium
	Alkaloids
	Crepidine
	Phenanthrene
	0.5797
	8.85E-05
	pos

	N-isopentenyl-dendrobinium
	Alkaloids
	Crepidine
	Phenanthrene
	0.6
	4.27E-05
	pos

	2-Hydroxydendrobine
	Alkaloids
	Crepidine
	Phenanthrene
	0.61317
	2.59E-05
	pos

	Crepidatin
	Bibenzyl
	Crepidine
	Phenanthrene
	0.56095
	0.00016642
	pos

	N-methyldendrobinium isomer
	Alkaloids
	Crepidine
	Phenanthrene
	0.86659
	4.97E-13
	pos

	Crepidine isomer
	Alkaloids
	Crepidine
	Phenanthrene
	0.5205
	0.00057539
	pos

	Dendronobilin K
	Terpenoids
	Crepidine
	Phenanthrene
	0.50622
	0.00086003
	pos

	Dendrocrepidine D
	Alkaloids
	Crepidine
	Phenanthrene
	0.50428
	0.00090713
	pos

	Dendrocrepine
	Alkaloids
	Crepidine
	Phenanthrene
	0.50215
	0.00096139
	pos

	Dendrocrepidine B
	Alkaloids
	Crepidine
	Phenanthrene
	0.50512
	0.00088648
	pos

	Crepidatumines C
	Alkaloids
	Crepidine
	Phenanthrene
	0.50087
	0.00099542
	pos

	Drepidamine
	Alkaloids
	Crepidine
	Phenanthrene
	0.50185
	0.00096937
	pos

	Dendrocrepidine C
	Alkaloids
	Crepidine
	Phenanthrene
	0.50082
	0.00099667
	pos

	N-methyldendrobinium
	Alkaloids
	Crepidine
	Phenanthrene
	0.50666
	0.00084962
	pos

	Dendrocrepine isomer
	Alkaloids
	Crepidine
	Phenanthrene
	0.503
	0.00093934
	pos

	Kaempferol
	Flavonoid
	Crepidine
	Phenanthrene
	0.50221
	0.00095975
	pos

	Dendroamine
	Alkaloids
	N-methyldendrobinium isomer
	Terpenoids
	0.87428
	1.72E-13
	pos

	Dendronobilin H
	Terpenoids
	N-methyldendrobinium isomer
	Terpenoids
	0.62274
	1.78E-05
	pos

	8-Hydroxy-dendroxine
	Alkaloids
	N-methyldendrobinium isomer
	Terpenoids
	0.62268
	1.78E-05
	pos

	Isoliquiritin
	Flavonoid
	N-methyldendrobinium isomer
	Terpenoids
	0.62279
	1.77E-05
	pos

	Dendronobilin B
	Terpenoids
	N-methyldendrobinium isomer
	Terpenoids
	0.61901
	2.06E-05
	pos

	Pinoresinol
	Bibenzyl
	N-methyldendrobinium isomer
	Terpenoids
	0.63191
	1.22E-05
	pos

	Denobilone C
	Phenanthrene
	N-methyldendrobinium isomer
	Terpenoids
	0.62341
	1.73E-05
	pos

	Dendroterpenoids C
	Terpenoids
	N-methyldendrobinium isomer
	Terpenoids
	0.6165
	2.28E-05
	pos

	Dendronobiline A
	Alkaloids
	N-methyldendrobinium isomer
	Terpenoids
	0.6294
	1.36E-05
	pos

	N-trans-p-coumaroyltyramine
	Alkaloids
	N-methyldendrobinium isomer
	Terpenoids
	0.63157
	1.24E-05
	pos

	Apigenin
	Flavonoid
	N-methyldendrobinium isomer
	Terpenoids
	0.6349
	1.08E-05
	pos

	Gigantol
	Bibenzyl
	N-methyldendrobinium isomer
	Terpenoids
	-0.63166
	1.24E-05
	neg

	Dendrobine
	Alkaloids
	N-methyldendrobinium isomer
	Terpenoids
	-0.79951
	6.14E-10
	neg

	Moscatilin
	Bibenzyl
	N-methyldendrobinium isomer
	Terpenoids
	-0.73241
	7.80E-08
	neg

	Chrysotoxine
	Bibenzyl
	N-methyldendrobinium isomer
	Terpenoids
	-0.68507
	1.08E-06
	neg

	Defuscin
	Ester
	N-methyldendrobinium isomer
	Terpenoids
	-0.56359
	0.00015262
	neg

	Flakinins B
	Terpenoids
	N-methyldendrobinium isomer
	Terpenoids
	-0.58222
	8.11E-05
	neg

	5-Hydroxy-6-methoxyphenylethanol
	Phenolic acids
	N-methyldendrobinium isomer
	Terpenoids
	-0.5781
	9.36E-05
	neg

	2,7-Dihydroxy-3,4-dimethoxyphenanthrene
	Phenanthrene
	N-methyldendrobinium isomer
	Terpenoids
	-0.58334
	7.80E-05
	neg

	3,4-Dimethoxybenzoic acid
	Phenolic acids
	N-methyldendrobinium isomer
	Terpenoids
	-0.56275
	0.00015693
	neg

	Chrysotoxene
	Phenanthrene
	N-methyldendrobinium isomer
	Terpenoids
	-0.57281
	0.00011215
	neg

	Crepidine
	Alkaloids
	N-methyldendrobinium isomer
	Terpenoids
	0.86659
	4.97E-13
	pos

	Mubironine B
	Alkaloids
	N-methyldendrobinium isomer
	Terpenoids
	0.65102
	5.40E-06
	pos

	Adenosine
	Alkaloids
	Chrysotoxine
	Phenanthrene
	-0.5409
	0.0003139
	neg

	Violanthin
	Flavonoid
	Chrysotoxine
	Phenanthrene
	0.99778
	0
	pos

	Glucosylvitexin
	Flavonoid
	Chrysotoxine
	Phenanthrene
	0.70843
	3.15E-07
	pos

	Dihydropinosylvin methyl ether 
	Flavonoid
	Chrysotoxine
	Phenanthrene
	0.71131
	2.68E-07
	pos

	Crepidine isomer
	Alkaloids
	Chrysotoxine
	Phenanthrene
	0.57864
	9.18E-05
	pos

	Dendronobilin K
	Terpenoids
	Chrysotoxine
	Phenanthrene
	0.5786
	9.20E-05
	pos

	Dendrocrepidine D
	Alkaloids
	Chrysotoxine
	Phenanthrene
	0.5782
	9.33E-05
	pos

	Dendrocrepine
	Alkaloids
	Chrysotoxine
	Phenanthrene
	0.5755
	0.00010231
	pos

	Dendrocrepidine B
	Alkaloids
	Chrysotoxine
	Phenanthrene
	0.57483
	0.00010471
	pos

	Crepidatumines C
	Alkaloids
	Chrysotoxine
	Phenanthrene
	0.57617
	1.00E-04
	pos

	Drepidamine
	Alkaloids
	Chrysotoxine
	Phenanthrene
	0.57647
	9.90E-05
	pos

	Dendrocrepidine C
	Alkaloids
	Chrysotoxine
	Phenanthrene
	0.57672
	9.82E-05
	pos

	Homocrepidine B
	Alkaloids
	Chrysotoxine
	Phenanthrene
	0.57633
	9.95E-05
	pos

	N-methyldendrobinium
	Alkaloids
	Chrysotoxine
	Phenanthrene
	0.57619
	1.00E-04
	pos

	Dendrocrepine isomer
	Alkaloids
	Chrysotoxine
	Phenanthrene
	0.57781
	9.45E-05
	pos

	Kaempferol
	Flavonoid
	Chrysotoxine
	Phenanthrene
	0.57722
	9.65E-05
	pos

	Inosine isomer
	Alkaloids
	Chrysotoxine
	Phenanthrene
	0.8128
	1.89E-10
	pos

	Inosine
	Alkaloids
	Chrysotoxine
	Phenanthrene
	0.81336
	1.79E-10
	pos

	Rutin
	Flavonoid
	Chrysotoxine
	Phenanthrene
	0.57487
	0.00010456
	pos

	Quercetin
	Flavonoid
	Chrysotoxine
	Phenanthrene
	0.57487
	0.00010456
	pos

	Dendroside D
	Terpenoids
	Chrysotoxine
	Phenanthrene
	0.5073
	0.00083483
	pos

	Adenosine
	Alkaloids
	Violanthin
	Terpenoids
	-0.53984
	0.0003242
	neg

	Chrysotoxine
	Bibenzyl
	Violanthin
	Terpenoids
	0.99778
	0
	pos

	Glucosylvitexin
	Flavonoid
	Violanthin
	Terpenoids
	0.69818
	5.49E-07
	pos

	Dihydropinosylvin methyl ether 
	Flavonoid
	Violanthin
	Terpenoids
	0.70409
	3.99E-07
	pos

	Crepidine isomer
	Alkaloids
	Violanthin
	Terpenoids
	0.54585
	0.00026938
	pos

	Dendronobilin K
	Terpenoids
	Violanthin
	Terpenoids
	0.54794
	0.00025235
	pos

	Dendrocrepidine D
	Alkaloids
	Violanthin
	Terpenoids
	0.54852
	0.00024778
	pos

	Dendrocrepine
	Alkaloids
	Violanthin
	Terpenoids
	0.54882
	0.00024548
	pos

	Dendrocrepidine B
	Alkaloids
	Violanthin
	Terpenoids
	0.54855
	0.0002476
	pos

	Crepidatumines C
	Alkaloids
	Violanthin
	Terpenoids
	0.54882
	0.00024545
	pos

	Drepidamine
	Alkaloids
	Violanthin
	Terpenoids
	0.54894
	0.00024453
	pos

	Dendrocrepidine C
	Alkaloids
	Violanthin
	Terpenoids
	0.5488
	0.00024563
	pos

	Homocrepidine B
	Alkaloids
	Violanthin
	Terpenoids
	0.54874
	0.0002461
	pos

	N-methyldendrobinium
	Alkaloids
	Violanthin
	Terpenoids
	0.54856
	0.00024749
	pos

	Dendrocrepine isomer
	Alkaloids
	Violanthin
	Terpenoids
	0.54855
	0.00024757
	pos

	Kaempferol
	Flavonoid
	Violanthin
	Terpenoids
	0.54856
	0.0002475
	pos

	Inosine isomer
	Alkaloids
	Violanthin
	Terpenoids
	0.81055
	2.32E-10
	pos

	Inosine
	Alkaloids
	Violanthin
	Terpenoids
	0.81148
	2.13E-10
	pos

	Dendroside D isomer
	Terpenoids
	Violanthin
	Terpenoids
	0.60654
	3.34E-05
	pos

	Rutin
	Flavonoid
	Violanthin
	Terpenoids
	0.57483
	0.0001047
	pos

	Quercetin
	Flavonoid
	Violanthin
	Terpenoids
	0.57483
	0.0001047
	pos

	Dendroside D
	Terpenoids
	Violanthin
	Terpenoids
	0.51045
	0.00076483
	pos

	Dendronobilin H
	Terpenoids
	Glucosylvitexin
	Terpenoids
	-0.50818
	0.00081461
	neg

	8-Hydroxy-dendroxine
	Alkaloids
	Glucosylvitexin
	Terpenoids
	-0.50505
	0.0008881
	neg

	Isoliquiritin
	Flavonoid
	Glucosylvitexin
	Terpenoids
	-0.50775
	0.00082444
	neg

	Dendronobilin B
	Terpenoids
	Glucosylvitexin
	Terpenoids
	-0.50746
	0.00083119
	neg

	Dendroterpenoids C
	Terpenoids
	Glucosylvitexin
	Terpenoids
	-0.50581
	0.00086983
	neg

	Adenosine
	Alkaloids
	Glucosylvitexin
	Terpenoids
	-0.5902
	6.11E-05
	neg

	Moscatilin
	Bibenzyl
	Glucosylvitexin
	Terpenoids
	-0.54834
	0.00024922
	neg

	Chrysotoxine
	Bibenzyl
	Glucosylvitexin
	Terpenoids
	-0.50848
	0.00080799
	neg

	Chrysotoxine
	Bibenzyl
	Glucosylvitexin
	Terpenoids
	0.70843
	3.15E-07
	pos

	Violanthin
	Flavonoid
	Glucosylvitexin
	Terpenoids
	0.69818
	5.49E-07
	pos

	Dihydropinosylvin methyl ether 
	Flavonoid
	Glucosylvitexin
	Terpenoids
	0.99413
	0
	pos

	Crepidine isomer
	Alkaloids
	Glucosylvitexin
	Terpenoids
	0.65975
	3.65E-06
	pos

	Dendronobilin K
	Terpenoids
	Glucosylvitexin
	Terpenoids
	0.66627
	2.69E-06
	pos

	Dendrocrepidine D
	Alkaloids
	Glucosylvitexin
	Terpenoids
	0.66725
	2.57E-06
	pos

	Dendrocrepine
	Alkaloids
	Glucosylvitexin
	Terpenoids
	0.66706
	2.60E-06
	pos

	Dendrocrepidine B
	Alkaloids
	Glucosylvitexin
	Terpenoids
	0.66623
	2.70E-06
	pos

	Crepidatumines C
	Alkaloids
	Glucosylvitexin
	Terpenoids
	0.66756
	2.54E-06
	pos

	Drepidamine
	Alkaloids
	Glucosylvitexin
	Terpenoids
	0.6675
	2.54E-06
	pos

	Dendrocrepidine C
	Alkaloids
	Glucosylvitexin
	Terpenoids
	0.66776
	2.51E-06
	pos

	Homocrepidine B
	Alkaloids
	Glucosylvitexin
	Terpenoids
	0.66783
	2.50E-06
	pos

	N-methyldendrobinium
	Alkaloids
	Glucosylvitexin
	Terpenoids
	0.66722
	2.58E-06
	pos

	Dendrocrepine isomer
	Alkaloids
	Glucosylvitexin
	Terpenoids
	0.6676
	2.53E-06
	pos

	Kaempferol
	Flavonoid
	Glucosylvitexin
	Terpenoids
	0.66789
	2.50E-06
	pos

	Aduncin
	Terpenoids
	Glucosylvitexin
	Terpenoids
	0.511
	0.00075326
	pos

	Isoschaftoside
	Flavonoid
	Glucosylvitexin
	Terpenoids
	0.5175
	0.00062687
	pos

	Apigenin-6-C-afa-L-arabinoside-8-C-beta-D-xyloside
	Flavonoid
	Glucosylvitexin
	Terpenoids
	0.51878
	0.00060442
	pos

	Dendroside D isomer
	Terpenoids
	Glucosylvitexin
	Terpenoids
	0.6904
	8.24E-07
	pos

	Rutin
	Flavonoid
	Glucosylvitexin
	Terpenoids
	0.68109
	1.32E-06
	pos

	Quercetin
	Flavonoid
	Glucosylvitexin
	Terpenoids
	0.68109
	1.32E-06
	pos

	Dendroside D
	Terpenoids
	Glucosylvitexin
	Terpenoids
	0.66382
	3.02E-06
	pos

	Dendronobilin H
	Terpenoids
	Dihydropinosylvin methyl ether methyl ether
	Terpenoids
	-0.50242
	0.00095445
	neg

	Isoliquiritin
	Flavonoid
	Dihydropinosylvin methyl ether methyl ether
	Terpenoids
	-0.50194
	0.00096696
	neg

	Dendronobilin B
	Terpenoids
	Dihydropinosylvin methyl ether methyl ether
	Terpenoids
	-0.50161
	0.00097574
	neg

	Adenosine
	Alkaloids
	Dihydropinosylvin methyl ether methyl ether
	Terpenoids
	-0.58602
	7.09E-05
	neg

	Moscatilin
	Bibenzyl
	Dihydropinosylvin methyl ether methyl ether
	Terpenoids
	-0.5485
	0.00024796
	neg

	Chrysotoxine
	Bibenzyl
	Dihydropinosylvin methyl ether methyl ether
	Terpenoids
	-0.50681
	0.00084608
	neg

	Chrysotoxine
	Bibenzyl
	Dihydropinosylvin methyl ether methyl ether
	Terpenoids
	0.71131
	2.68E-07
	pos

	Violanthin
	Flavonoid
	Dihydropinosylvin methyl ether methyl ether
	Terpenoids
	0.70409
	3.99E-07
	pos

	Glucosylvitexin
	Flavonoid
	Dihydropinosylvin methyl ether methyl ether
	Terpenoids
	0.99413
	0
	pos

	Crepidine isomer
	Alkaloids
	Dihydropinosylvin methyl ether methyl ether
	Terpenoids
	0.62154
	1.87E-05
	pos

	Dendronobilin K
	Terpenoids
	Dihydropinosylvin methyl ether methyl ether
	Terpenoids
	0.62784
	1.45E-05
	pos

	Dendrocrepidine D
	Alkaloids
	Dihydropinosylvin methyl ether methyl ether
	Terpenoids
	0.62874
	1.39E-05
	pos

	Dendrocrepine
	Alkaloids
	Dihydropinosylvin methyl ether methyl ether
	Terpenoids
	0.62875
	1.39E-05
	pos

	Dendrocrepidine B
	Alkaloids
	Dihydropinosylvin methyl ether methyl ether
	Terpenoids
	0.62771
	1.45E-05
	pos

	Crepidatumines C
	Alkaloids
	Dihydropinosylvin methyl ether methyl ether
	Terpenoids
	0.62912
	1.37E-05
	pos

	Drepidamine
	Alkaloids
	Dihydropinosylvin methyl ether methyl ether
	Terpenoids
	0.62904
	1.38E-05
	pos

	Dendrocrepidine C
	Alkaloids
	Dihydropinosylvin methyl ether methyl ether
	Terpenoids
	0.62934
	1.36E-05
	pos

	Homocrepidine B
	Alkaloids
	Dihydropinosylvin methyl ether methyl ether
	Terpenoids
	0.62935
	1.36E-05
	pos

	N-methyldendrobinium
	Alkaloids
	Dihydropinosylvin methyl ether methyl ether
	Terpenoids
	0.62888
	1.39E-05
	pos

	Dendrocrepine isomer
	Alkaloids
	Dihydropinosylvin methyl ether methyl ether
	Terpenoids
	0.6289
	1.39E-05
	pos

	Kaempferol
	Flavonoid
	Dihydropinosylvin methyl ether methyl ether
	Terpenoids
	0.62911
	1.37E-05
	pos

	Aduncin
	Terpenoids
	Dihydropinosylvin methyl ether methyl ether
	Terpenoids
	0.52912
	0.00044745
	pos

	Isoschaftoside
	Flavonoid
	Dihydropinosylvin methyl ether methyl ether
	Terpenoids
	0.56112
	0.00016553
	pos

	Schaftoside
	Flavonoid
	Dihydropinosylvin methyl ether methyl ether
	Terpenoids
	0.53248
	0.000405
	pos

	Apigenin-6-C-afa-L-arabinoside-8-C-beta-D-xyloside
	Flavonoid
	Dihydropinosylvin methyl ether methyl ether
	Terpenoids
	0.56264
	0.00015746
	pos

	Dendroside D isomer
	Terpenoids
	Dihydropinosylvin methyl ether methyl ether
	Terpenoids
	0.71831
	1.80E-07
	pos

	Rutin
	Flavonoid
	Dihydropinosylvin methyl ether methyl ether
	Terpenoids
	0.70842
	3.15E-07
	pos

	Quercetin
	Flavonoid
	Dihydropinosylvin methyl ether methyl ether
	Terpenoids
	0.70842
	3.15E-07
	pos

	Dendroside D
	Terpenoids
	Dihydropinosylvin methyl ether methyl ether
	Terpenoids
	0.67791
	1.54E-06
	pos

	Crepidine isomer
	Alkaloids
	Homocrepidine B isomer
	Terpenoids
	0.53053
	0.00042918
	pos

	Dendronobilin K
	Terpenoids
	Homocrepidine B isomer
	Terpenoids
	0.57005
	0.0001231
	pos

	Dendrocrepidine D
	Alkaloids
	Homocrepidine B isomer
	Terpenoids
	0.59101
	5.94E-05
	pos

	Dendrocrepine
	Alkaloids
	Homocrepidine B isomer
	Terpenoids
	0.64609
	6.71E-06
	pos

	Dendrocrepidine B
	Alkaloids
	Homocrepidine B isomer
	Terpenoids
	0.65651
	4.22E-06
	pos

	Crepidatumines C
	Alkaloids
	Homocrepidine B isomer
	Terpenoids
	0.6352
	1.07E-05
	pos

	Drepidamine
	Alkaloids
	Homocrepidine B isomer
	Terpenoids
	0.63249
	1.20E-05
	pos

	Dendrocrepidine C
	Alkaloids
	Homocrepidine B isomer
	Terpenoids
	0.62199
	1.83E-05
	pos

	Homocrepidine B
	Alkaloids
	Homocrepidine B isomer
	Terpenoids
	0.62835
	1.42E-05
	pos

	N-methyldendrobinium
	Alkaloids
	Homocrepidine B isomer
	Terpenoids
	0.6183
	2.12E-05
	pos

	Dendrocrepine isomer
	Alkaloids
	Homocrepidine B isomer
	Terpenoids
	0.60254
	3.89E-05
	pos

	Kaempferol
	Flavonoid
	Homocrepidine B isomer
	Terpenoids
	0.61179
	2.74E-05
	pos

	N-isopentenyl-dendroxinium
	Alkaloids
	Crepidine isomer
	Phenanthrene
	0.52651
	0.00048311
	pos

	N-isopentenyl-dendrobinium
	Alkaloids
	Crepidine isomer
	Phenanthrene
	0.61286
	2.63E-05
	pos

	2-Hydroxydendrobine
	Alkaloids
	Crepidine isomer
	Phenanthrene
	0.68558
	1.05E-06
	pos

	Crepidine
	Alkaloids
	Crepidine isomer
	Phenanthrene
	0.5205
	0.00057539
	pos

	Chrysotoxine
	Bibenzyl
	Crepidine isomer
	Phenanthrene
	0.57864
	9.18E-05
	pos

	Violanthin
	Flavonoid
	Crepidine isomer
	Phenanthrene
	0.54585
	0.00026938
	pos

	Glucosylvitexin
	Flavonoid
	Crepidine isomer
	Phenanthrene
	0.65975
	3.65E-06
	pos

	Dihydropinosylvin methyl ether 
	Flavonoid
	Crepidine isomer
	Phenanthrene
	0.62154
	1.87E-05
	pos

	Homocrepidine B isomer
	Alkaloids
	Crepidine isomer
	Phenanthrene
	0.53053
	0.00042918
	pos

	Dendronobilin K
	Terpenoids
	Crepidine isomer
	Phenanthrene
	0.99592
	0
	pos

	Dendrocrepidine D
	Alkaloids
	Crepidine isomer
	Phenanthrene
	0.99396
	0
	pos

	Dendrocrepine
	Alkaloids
	Crepidine isomer
	Phenanthrene
	0.98723
	0
	pos

	Dendrocrepidine B
	Alkaloids
	Crepidine isomer
	Phenanthrene
	0.98433
	0
	pos

	Crepidatumines C
	Alkaloids
	Crepidine isomer
	Phenanthrene
	0.98858
	0
	pos

	Drepidamine
	Alkaloids
	Crepidine isomer
	Phenanthrene
	0.98988
	0
	pos

	Dendrocrepidine C
	Alkaloids
	Crepidine isomer
	Phenanthrene
	0.99026
	0
	pos

	Homocrepidine B
	Alkaloids
	Crepidine isomer
	Phenanthrene
	0.98992
	0
	pos

	N-methyldendrobinium
	Alkaloids
	Crepidine isomer
	Phenanthrene
	0.98854
	0
	pos

	Dendrocrepine isomer
	Alkaloids
	Crepidine isomer
	Phenanthrene
	0.99196
	0
	pos

	Kaempferol
	Flavonoid
	Crepidine isomer
	Phenanthrene
	0.99089
	0
	pos

	N-isopentenyl-dendroxinium
	Alkaloids
	Dendronobilin K
	Terpenoids
	0.51236
	0.00072512
	pos

	N-isopentenyl-dendrobinium
	Alkaloids
	Dendronobilin K
	Terpenoids
	0.59985
	4.30E-05
	pos

	2-Hydroxydendrobine
	Alkaloids
	Dendronobilin K
	Terpenoids
	0.67058
	2.20E-06
	pos

	Crepidine
	Alkaloids
	Dendronobilin K
	Terpenoids
	0.50622
	0.00086003
	pos

	Chrysotoxine
	Bibenzyl
	Dendronobilin K
	Terpenoids
	0.5786
	9.20E-05
	pos

	Violanthin
	Flavonoid
	Dendronobilin K
	Terpenoids
	0.54794
	0.00025235
	pos

	Glucosylvitexin
	Flavonoid
	Dendronobilin K
	Terpenoids
	0.66627
	2.69E-06
	pos

	Dihydropinosylvin methyl ether 
	Flavonoid
	Dendronobilin K
	Terpenoids
	0.62784
	1.45E-05
	pos

	Homocrepidine B isomer
	Alkaloids
	Dendronobilin K
	Terpenoids
	0.57005
	0.0001231
	pos

	Crepidine isomer
	Alkaloids
	Dendronobilin K
	Terpenoids
	0.99592
	0
	pos

	Dendrocrepidine D
	Alkaloids
	Dendronobilin K
	Terpenoids
	0.9996
	0
	pos

	Dendrocrepine
	Alkaloids
	Dendronobilin K
	Terpenoids
	0.99531
	0
	pos

	Dendrocrepidine B
	Alkaloids
	Dendronobilin K
	Terpenoids
	0.99334
	0
	pos

	Crepidatumines C
	Alkaloids
	Dendronobilin K
	Terpenoids
	0.99653
	0
	pos

	Drepidamine
	Alkaloids
	Dendronobilin K
	Terpenoids
	0.99686
	0
	pos

	Dendrocrepidine C
	Alkaloids
	Dendronobilin K
	Terpenoids
	0.99772
	0
	pos

	Homocrepidine B
	Alkaloids
	Dendronobilin K
	Terpenoids
	0.99717
	0
	pos

	N-methyldendrobinium
	Alkaloids
	Dendronobilin K
	Terpenoids
	0.99744
	0
	pos

	Dendrocrepine isomer
	Alkaloids
	Dendronobilin K
	Terpenoids
	0.99886
	0
	pos

	Kaempferol
	Flavonoid
	Dendronobilin K
	Terpenoids
	0.99834
	0
	pos

	Adenosine
	Alkaloids
	Dendrocrepidine D
	Phenanthrene
	-0.50214
	0.00096167
	neg

	N-isopentenyl-dendroxinium
	Alkaloids
	Dendrocrepidine D
	Phenanthrene
	0.50948
	0.00078578
	pos

	N-isopentenyl-dendrobinium
	Alkaloids
	Dendrocrepidine D
	Phenanthrene
	0.59792
	4.62E-05
	pos

	2-Hydroxydendrobine
	Alkaloids
	Dendrocrepidine D
	Phenanthrene
	0.66679
	2.63E-06
	pos

	Crepidine
	Alkaloids
	Dendrocrepidine D
	Phenanthrene
	0.50428
	0.00090713
	pos

	Chrysotoxine
	Bibenzyl
	Dendrocrepidine D
	Phenanthrene
	0.5782
	9.33E-05
	pos

	Violanthin
	Flavonoid
	Dendrocrepidine D
	Phenanthrene
	0.54852
	0.00024778
	pos

	Glucosylvitexin
	Flavonoid
	Dendrocrepidine D
	Phenanthrene
	0.66725
	2.57E-06
	pos

	Dihydropinosylvin methyl ether 
	Flavonoid
	Dendrocrepidine D
	Phenanthrene
	0.62874
	1.39E-05
	pos

	Homocrepidine B isomer
	Alkaloids
	Dendrocrepidine D
	Phenanthrene
	0.59101
	5.94E-05
	pos

	Crepidine isomer
	Alkaloids
	Dendrocrepidine D
	Phenanthrene
	0.99396
	0
	pos

	Dendronobilin K
	Terpenoids
	Dendrocrepidine D
	Phenanthrene
	0.9996
	0
	pos

	Dendrocrepine
	Alkaloids
	Dendrocrepidine D
	Phenanthrene
	0.99748
	0
	pos

	Dendrocrepidine B
	Alkaloids
	Dendrocrepidine D
	Phenanthrene
	0.99611
	0
	pos

	Crepidatumines C
	Alkaloids
	Dendrocrepidine D
	Phenanthrene
	0.9984
	0
	pos

	Drepidamine
	Alkaloids
	Dendrocrepidine D
	Phenanthrene
	0.99842
	0
	pos

	Dendrocrepidine C
	Alkaloids
	Dendrocrepidine D
	Phenanthrene
	0.9992
	0
	pos

	Homocrepidine B
	Alkaloids
	Dendrocrepidine D
	Phenanthrene
	0.99879
	0
	pos

	N-methyldendrobinium
	Alkaloids
	Dendrocrepidine D
	Phenanthrene
	0.99875
	0
	pos

	Dendrocrepine isomer
	Alkaloids
	Dendrocrepidine D
	Phenanthrene
	0.99979
	0
	pos

	Kaempferol
	Flavonoid
	Dendrocrepidine D
	Phenanthrene
	0.99941
	0
	pos

	Adenosine
	Alkaloids
	Dendrocrepine
	Phenanthrene
	-0.50222
	0.00095954
	neg

	N-isopentenyl-dendroxinium
	Alkaloids
	Dendrocrepine
	Phenanthrene
	0.50458
	0.00089957
	pos

	N-isopentenyl-dendrobinium
	Alkaloids
	Dendrocrepine
	Phenanthrene
	0.59583
	4.98E-05
	pos

	2-Hydroxydendrobine
	Alkaloids
	Dendrocrepine
	Phenanthrene
	0.65889
	3.79E-06
	pos

	Crepidine
	Alkaloids
	Dendrocrepine
	Phenanthrene
	0.50215
	0.00096139
	pos

	Chrysotoxine
	Bibenzyl
	Dendrocrepine
	Phenanthrene
	0.5755
	0.00010231
	pos

	Violanthin
	Flavonoid
	Dendrocrepine
	Phenanthrene
	0.54882
	0.00024548
	pos

	Glucosylvitexin
	Flavonoid
	Dendrocrepine
	Phenanthrene
	0.66706
	2.60E-06
	pos

	Dihydropinosylvin methyl ether 
	Flavonoid
	Dendrocrepine
	Phenanthrene
	0.62875
	1.39E-05
	pos

	Homocrepidine B isomer
	Alkaloids
	Dendrocrepine
	Phenanthrene
	0.64609
	6.71E-06
	pos

	Crepidine isomer
	Alkaloids
	Dendrocrepine
	Phenanthrene
	0.98723
	0
	pos

	Dendronobilin K
	Terpenoids
	Dendrocrepine
	Phenanthrene
	0.99531
	0
	pos

	Dendrocrepidine D
	Alkaloids
	Dendrocrepine
	Phenanthrene
	0.99748
	0
	pos

	Dendrocrepidine B
	Alkaloids
	Dendrocrepine
	Phenanthrene
	0.99963
	0
	pos

	Crepidatumines C
	Alkaloids
	Dendrocrepine
	Phenanthrene
	0.99986
	0
	pos

	Drepidamine
	Alkaloids
	Dendrocrepine
	Phenanthrene
	0.99971
	0
	pos

	Dendrocrepidine C
	Alkaloids
	Dendrocrepine
	Phenanthrene
	0.99942
	0
	pos

	Homocrepidine B
	Alkaloids
	Dendrocrepine
	Phenanthrene
	0.99963
	0
	pos

	N-methyldendrobinium
	Alkaloids
	Dendrocrepine
	Phenanthrene
	0.99854
	0
	pos

	Dendrocrepine isomer
	Alkaloids
	Dendrocrepine
	Phenanthrene
	0.99822
	0
	pos

	Kaempferol
	Flavonoid
	Dendrocrepine
	Phenanthrene
	0.99866
	0
	pos

	N-isopentenyl-dendroxinium
	Alkaloids
	Dendrocrepidine B
	Phenanthrene
	0.50723
	0.00083648
	pos

	N-isopentenyl-dendrobinium
	Alkaloids
	Dendrocrepidine B
	Phenanthrene
	0.59826
	4.56E-05
	pos

	2-Hydroxydendrobine
	Alkaloids
	Dendrocrepidine B
	Phenanthrene
	0.65987
	3.63E-06
	pos

	Crepidine
	Alkaloids
	Dendrocrepidine B
	Phenanthrene
	0.50512
	0.00088648
	pos

	Chrysotoxine
	Bibenzyl
	Dendrocrepidine B
	Phenanthrene
	0.57483
	0.00010471
	pos

	Violanthin
	Flavonoid
	Dendrocrepidine B
	Phenanthrene
	0.54855
	0.0002476
	pos

	Glucosylvitexin
	Flavonoid
	Dendrocrepidine B
	Phenanthrene
	0.66623
	2.70E-06
	pos

	Dihydropinosylvin methyl ether 
	Flavonoid
	Dendrocrepidine B
	Phenanthrene
	0.62771
	1.45E-05
	pos

	Homocrepidine B isomer
	Alkaloids
	Dendrocrepidine B
	Phenanthrene
	0.65651
	4.22E-06
	pos

	Crepidine isomer
	Alkaloids
	Dendrocrepidine B
	Phenanthrene
	0.98433
	0
	pos

	Dendronobilin K
	Terpenoids
	Dendrocrepidine B
	Phenanthrene
	0.99334
	0
	pos

	Dendrocrepidine D
	Alkaloids
	Dendrocrepidine B
	Phenanthrene
	0.99611
	0
	pos

	Dendrocrepine
	Alkaloids
	Dendrocrepidine B
	Phenanthrene
	0.99963
	0
	pos

	Crepidatumines C
	Alkaloids
	Dendrocrepidine B
	Phenanthrene
	0.99938
	0
	pos

	Drepidamine
	Alkaloids
	Dendrocrepidine B
	Phenanthrene
	0.99884
	0
	pos

	Dendrocrepidine C
	Alkaloids
	Dendrocrepidine B
	Phenanthrene
	0.99873
	0
	pos

	Homocrepidine B
	Alkaloids
	Dendrocrepidine B
	Phenanthrene
	0.99901
	0
	pos

	N-methyldendrobinium
	Alkaloids
	Dendrocrepidine B
	Phenanthrene
	0.99783
	0
	pos

	Dendrocrepine isomer
	Alkaloids
	Dendrocrepidine B
	Phenanthrene
	0.99734
	0
	pos

	Kaempferol
	Flavonoid
	Dendrocrepidine B
	Phenanthrene
	0.99776
	0
	pos

	Adenosine
	Alkaloids
	Crepidatumines C
	Phenanthrene
	-0.50398
	0.0009146
	neg

	N-isopentenyl-dendroxinium
	Alkaloids
	Crepidatumines C
	Phenanthrene
	0.50383
	0.00091834
	pos

	N-isopentenyl-dendrobinium
	Alkaloids
	Crepidatumines C
	Phenanthrene
	0.59454
	5.22E-05
	pos

	2-Hydroxydendrobine
	Alkaloids
	Crepidatumines C
	Phenanthrene
	0.659
	3.77E-06
	pos

	Crepidine
	Alkaloids
	Crepidatumines C
	Phenanthrene
	0.50087
	0.00099542
	pos

	Chrysotoxine
	Bibenzyl
	Crepidatumines C
	Phenanthrene
	0.57617
	1.00E-04
	pos

	Violanthin
	Flavonoid
	Crepidatumines C
	Phenanthrene
	0.54882
	0.00024545
	pos

	Glucosylvitexin
	Flavonoid
	Crepidatumines C
	Phenanthrene
	0.66756
	2.54E-06
	pos

	Dihydropinosylvin methyl ether 
	Flavonoid
	Crepidatumines C
	Phenanthrene
	0.62912
	1.37E-05
	pos

	Homocrepidine B isomer
	Alkaloids
	Crepidatumines C
	Phenanthrene
	0.6352
	1.07E-05
	pos

	Crepidine isomer
	Alkaloids
	Crepidatumines C
	Phenanthrene
	0.98858
	0
	pos

	Dendronobilin K
	Terpenoids
	Crepidatumines C
	Phenanthrene
	0.99653
	0
	pos

	Dendrocrepidine D
	Alkaloids
	Crepidatumines C
	Phenanthrene
	0.9984
	0
	pos

	Dendrocrepine
	Alkaloids
	Crepidatumines C
	Phenanthrene
	0.99986
	0
	pos

	Dendrocrepidine B
	Alkaloids
	Crepidatumines C
	Phenanthrene
	0.99938
	0
	pos

	Drepidamine
	Alkaloids
	Crepidatumines C
	Phenanthrene
	0.99978
	0
	pos

	Dendrocrepidine C
	Alkaloids
	Crepidatumines C
	Phenanthrene
	0.99983
	0
	pos

	Homocrepidine B
	Alkaloids
	Crepidatumines C
	Phenanthrene
	0.99989
	0
	pos

	N-methyldendrobinium
	Alkaloids
	Crepidatumines C
	Phenanthrene
	0.99901
	0
	pos

	Dendrocrepine isomer
	Alkaloids
	Crepidatumines C
	Phenanthrene
	0.99904
	0
	pos

	Kaempferol
	Flavonoid
	Crepidatumines C
	Phenanthrene
	0.99927
	0
	pos

	Adenosine
	Alkaloids
	Drepidamine
	Terpenoids
	-0.50317
	0.00093518
	neg

	N-isopentenyl-dendroxinium
	Alkaloids
	Drepidamine
	Terpenoids
	0.50473
	0.00089609
	pos

	N-isopentenyl-dendrobinium
	Alkaloids
	Drepidamine
	Terpenoids
	0.59564
	5.02E-05
	pos

	2-Hydroxydendrobine
	Alkaloids
	Drepidamine
	Terpenoids
	0.6603
	3.55E-06
	pos

	Crepidine
	Alkaloids
	Drepidamine
	Terpenoids
	0.50185
	0.00096937
	pos

	Chrysotoxine
	Bibenzyl
	Drepidamine
	Terpenoids
	0.57647
	9.90E-05
	pos

	Violanthin
	Flavonoid
	Drepidamine
	Terpenoids
	0.54894
	0.00024453
	pos

	Glucosylvitexin
	Flavonoid
	Drepidamine
	Terpenoids
	0.6675
	2.54E-06
	pos

	Dihydropinosylvin methyl ether 
	Flavonoid
	Drepidamine
	Terpenoids
	0.62904
	1.38E-05
	pos

	Homocrepidine B isomer
	Alkaloids
	Drepidamine
	Terpenoids
	0.63249
	1.20E-05
	pos

	Crepidine isomer
	Alkaloids
	Drepidamine
	Terpenoids
	0.98988
	0
	pos

	Dendronobilin K
	Terpenoids
	Drepidamine
	Terpenoids
	0.99686
	0
	pos

	Dendrocrepidine D
	Alkaloids
	Drepidamine
	Terpenoids
	0.99842
	0
	pos

	Dendrocrepine
	Alkaloids
	Drepidamine
	Terpenoids
	0.99971
	0
	pos

	Dendrocrepidine B
	Alkaloids
	Drepidamine
	Terpenoids
	0.99884
	0
	pos

	Crepidatumines C
	Alkaloids
	Drepidamine
	Terpenoids
	0.99978
	0
	pos

	Dendrocrepidine C
	Alkaloids
	Drepidamine
	Terpenoids
	0.99958
	0
	pos

	Homocrepidine B
	Alkaloids
	Drepidamine
	Terpenoids
	0.99978
	0
	pos

	N-methyldendrobinium
	Alkaloids
	Drepidamine
	Terpenoids
	0.99881
	0
	pos

	Dendrocrepine isomer
	Alkaloids
	Drepidamine
	Terpenoids
	0.99881
	0
	pos

	Kaempferol
	Flavonoid
	Drepidamine
	Terpenoids
	0.99932
	0
	pos

	Adenosine
	Alkaloids
	Dendrocrepidine C
	Phenanthrene
	-0.50458
	0.0008996
	neg

	N-isopentenyl-dendroxinium
	Alkaloids
	Dendrocrepidine C
	Phenanthrene
	0.50451
	0.00090154
	pos

	N-isopentenyl-dendrobinium
	Alkaloids
	Dendrocrepidine C
	Phenanthrene
	0.59455
	5.22E-05
	pos

	2-Hydroxydendrobine
	Alkaloids
	Dendrocrepidine C
	Phenanthrene
	0.66045
	3.53E-06
	pos

	Crepidine
	Alkaloids
	Dendrocrepidine C
	Phenanthrene
	0.50082
	0.00099667
	pos

	Chrysotoxine
	Bibenzyl
	Dendrocrepidine C
	Phenanthrene
	0.57672
	9.82E-05
	pos

	Violanthin
	Flavonoid
	Dendrocrepidine C
	Phenanthrene
	0.5488
	0.00024563
	pos

	Glucosylvitexin
	Flavonoid
	Dendrocrepidine C
	Phenanthrene
	0.66776
	2.51E-06
	pos

	Dihydropinosylvin methyl ether 
	Flavonoid
	Dendrocrepidine C
	Phenanthrene
	0.62934
	1.36E-05
	pos

	Homocrepidine B isomer
	Alkaloids
	Dendrocrepidine C
	Phenanthrene
	0.62199
	1.83E-05
	pos

	Crepidine isomer
	Alkaloids
	Dendrocrepidine C
	Phenanthrene
	0.99026
	0
	pos

	Dendronobilin K
	Terpenoids
	Dendrocrepidine C
	Phenanthrene
	0.99772
	0
	pos

	Dendrocrepidine D
	Alkaloids
	Dendrocrepidine C
	Phenanthrene
	0.9992
	0
	pos

	Dendrocrepine
	Alkaloids
	Dendrocrepidine C
	Phenanthrene
	0.99942
	0
	pos

	Dendrocrepidine B
	Alkaloids
	Dendrocrepidine C
	Phenanthrene
	0.99873
	0
	pos

	Crepidatumines C
	Alkaloids
	Dendrocrepidine C
	Phenanthrene
	0.99983
	0
	pos

	Drepidamine
	Alkaloids
	Dendrocrepidine C
	Phenanthrene
	0.99958
	0
	pos

	Homocrepidine B
	Alkaloids
	Dendrocrepidine C
	Phenanthrene
	0.99989
	0
	pos

	N-methyldendrobinium
	Alkaloids
	Dendrocrepidine C
	Phenanthrene
	0.99932
	0
	pos

	Dendrocrepine isomer
	Alkaloids
	Dendrocrepidine C
	Phenanthrene
	0.99962
	0
	pos

	Kaempferol
	Flavonoid
	Dendrocrepidine C
	Phenanthrene
	0.99961
	0
	pos

	Adenosine
	Alkaloids
	Homocrepidine B
	Terpenoids
	-0.50557
	0.00087546
	neg

	N-isopentenyl-dendroxinium
	Alkaloids
	Homocrepidine B
	Terpenoids
	0.50233
	0.00095678
	pos

	N-isopentenyl-dendrobinium
	Alkaloids
	Homocrepidine B
	Terpenoids
	0.59301
	5.52E-05
	pos

	2-Hydroxydendrobine
	Alkaloids
	Homocrepidine B
	Terpenoids
	0.65837
	3.88E-06
	pos

	Chrysotoxine
	Bibenzyl
	Homocrepidine B
	Terpenoids
	0.57633
	9.95E-05
	pos

	Violanthin
	Flavonoid
	Homocrepidine B
	Terpenoids
	0.54874
	0.0002461
	pos

	Glucosylvitexin
	Flavonoid
	Homocrepidine B
	Terpenoids
	0.66783
	2.50E-06
	pos

	Dihydropinosylvin methyl ether 
	Flavonoid
	Homocrepidine B
	Terpenoids
	0.62935
	1.36E-05
	pos

	Homocrepidine B isomer
	Alkaloids
	Homocrepidine B
	Terpenoids
	0.62835
	1.42E-05
	pos

	Crepidine isomer
	Alkaloids
	Homocrepidine B
	Terpenoids
	0.98992
	0
	pos

	Dendronobilin K
	Terpenoids
	Homocrepidine B
	Terpenoids
	0.99717
	0
	pos

	Dendrocrepidine D
	Alkaloids
	Homocrepidine B
	Terpenoids
	0.99879
	0
	pos

	Dendrocrepine
	Alkaloids
	Homocrepidine B
	Terpenoids
	0.99963
	0
	pos

	Dendrocrepidine B
	Alkaloids
	Homocrepidine B
	Terpenoids
	0.99901
	0
	pos

	Crepidatumines C
	Alkaloids
	Homocrepidine B
	Terpenoids
	0.99989
	0
	pos

	Drepidamine
	Alkaloids
	Homocrepidine B
	Terpenoids
	0.99978
	0
	pos

	Dendrocrepidine C
	Alkaloids
	Homocrepidine B
	Terpenoids
	0.99989
	0
	pos

	N-methyldendrobinium
	Alkaloids
	Homocrepidine B
	Terpenoids
	0.99906
	0
	pos

	Dendrocrepine isomer
	Alkaloids
	Homocrepidine B
	Terpenoids
	0.99928
	0
	pos

	Kaempferol
	Flavonoid
	Homocrepidine B
	Terpenoids
	0.99951
	0
	pos

	N-isopentenyl-dendroxinium
	Alkaloids
	N-methyldendrobinium
	Terpenoids
	0.51186
	0.0007354
	pos

	N-isopentenyl-dendrobinium
	Alkaloids
	N-methyldendrobinium
	Terpenoids
	0.60056
	4.19E-05
	pos

	2-Hydroxydendrobine
	Alkaloids
	N-methyldendrobinium
	Terpenoids
	0.66608
	2.72E-06
	pos

	Crepidine
	Alkaloids
	N-methyldendrobinium
	Terpenoids
	0.50666
	0.00084962
	pos

	Chrysotoxine
	Bibenzyl
	N-methyldendrobinium
	Terpenoids
	0.57619
	1.00E-04
	pos

	Violanthin
	Flavonoid
	N-methyldendrobinium
	Terpenoids
	0.54856
	0.00024749
	pos

	Glucosylvitexin
	Flavonoid
	N-methyldendrobinium
	Terpenoids
	0.66722
	2.58E-06
	pos

	Dihydropinosylvin methyl ether 
	Flavonoid
	N-methyldendrobinium
	Terpenoids
	0.62888
	1.39E-05
	pos

	Homocrepidine B isomer
	Alkaloids
	N-methyldendrobinium
	Terpenoids
	0.6183
	2.12E-05
	pos

	Crepidine isomer
	Alkaloids
	N-methyldendrobinium
	Terpenoids
	0.98854
	0
	pos

	Dendronobilin K
	Terpenoids
	N-methyldendrobinium
	Terpenoids
	0.99744
	0
	pos

	Dendrocrepidine D
	Alkaloids
	N-methyldendrobinium
	Terpenoids
	0.99875
	0
	pos

	Dendrocrepine
	Alkaloids
	N-methyldendrobinium
	Terpenoids
	0.99854
	0
	pos

	Dendrocrepidine B
	Alkaloids
	N-methyldendrobinium
	Terpenoids
	0.99783
	0
	pos

	Crepidatumines C
	Alkaloids
	N-methyldendrobinium
	Terpenoids
	0.99901
	0
	pos

	Drepidamine
	Alkaloids
	N-methyldendrobinium
	Terpenoids
	0.99881
	0
	pos

	Dendrocrepidine C
	Alkaloids
	N-methyldendrobinium
	Terpenoids
	0.99932
	0
	pos

	Homocrepidine B
	Alkaloids
	N-methyldendrobinium
	Terpenoids
	0.99906
	0
	pos

	Dendrocrepine isomer
	Alkaloids
	N-methyldendrobinium
	Terpenoids
	0.99915
	0
	pos

	Kaempferol
	Flavonoid
	N-methyldendrobinium
	Terpenoids
	0.99952
	0
	pos

	Adenosine
	Alkaloids
	Dendrocrepine isomer
	Phenanthrene
	-0.50318
	0.00093489
	neg

	N-isopentenyl-dendroxinium
	Alkaloids
	Dendrocrepine isomer
	Phenanthrene
	0.50776
	0.00082434
	pos

	N-isopentenyl-dendrobinium
	Alkaloids
	Dendrocrepine isomer
	Phenanthrene
	0.59646
	4.87E-05
	pos

	2-Hydroxydendrobine
	Alkaloids
	Dendrocrepine isomer
	Phenanthrene
	0.66431
	2.95E-06
	pos

	Crepidine
	Alkaloids
	Dendrocrepine isomer
	Phenanthrene
	0.503
	0.00093934
	pos

	Chrysotoxine
	Bibenzyl
	Dendrocrepine isomer
	Phenanthrene
	0.57781
	9.45E-05
	pos

	Violanthin
	Flavonoid
	Dendrocrepine isomer
	Phenanthrene
	0.54855
	0.00024757
	pos

	Glucosylvitexin
	Flavonoid
	Dendrocrepine isomer
	Phenanthrene
	0.6676
	2.53E-06
	pos

	Dihydropinosylvin methyl ether 
	Flavonoid
	Dendrocrepine isomer
	Phenanthrene
	0.6289
	1.39E-05
	pos

	Homocrepidine B isomer
	Alkaloids
	Dendrocrepine isomer
	Phenanthrene
	0.60254
	3.89E-05
	pos

	Crepidine isomer
	Alkaloids
	Dendrocrepine isomer
	Phenanthrene
	0.99196
	0
	pos

	Dendronobilin K
	Terpenoids
	Dendrocrepine isomer
	Phenanthrene
	0.99886
	0
	pos

	Dendrocrepidine D
	Alkaloids
	Dendrocrepine isomer
	Phenanthrene
	0.99979
	0
	pos

	Dendrocrepine
	Alkaloids
	Dendrocrepine isomer
	Phenanthrene
	0.99822
	0
	pos

	Dendrocrepidine B
	Alkaloids
	Dendrocrepine isomer
	Phenanthrene
	0.99734
	0
	pos

	Crepidatumines C
	Alkaloids
	Dendrocrepine isomer
	Phenanthrene
	0.99904
	0
	pos

	Drepidamine
	Alkaloids
	Dendrocrepine isomer
	Phenanthrene
	0.99881
	0
	pos

	Dendrocrepidine C
	Alkaloids
	Dendrocrepine isomer
	Phenanthrene
	0.99962
	0
	pos

	Homocrepidine B
	Alkaloids
	Dendrocrepine isomer
	Phenanthrene
	0.99928
	0
	pos

	N-methyldendrobinium
	Alkaloids
	Dendrocrepine isomer
	Phenanthrene
	0.99915
	0
	pos

	Kaempferol
	Flavonoid
	Dendrocrepine isomer
	Phenanthrene
	0.99971
	0
	pos

	Adenosine
	Alkaloids
	Kaempferol
	Terpenoids
	-0.50361
	0.00092388
	neg

	N-isopentenyl-dendroxinium
	Alkaloids
	Kaempferol
	Terpenoids
	0.50665
	0.00084999
	pos

	N-isopentenyl-dendrobinium
	Alkaloids
	Kaempferol
	Terpenoids
	0.59587
	4.98E-05
	pos

	2-Hydroxydendrobine
	Alkaloids
	Kaempferol
	Terpenoids
	0.66278
	3.17E-06
	pos

	Crepidine
	Alkaloids
	Kaempferol
	Terpenoids
	0.50221
	0.00095975
	pos

	Chrysotoxine
	Bibenzyl
	Kaempferol
	Terpenoids
	0.57722
	9.65E-05
	pos

	Violanthin
	Flavonoid
	Kaempferol
	Terpenoids
	0.54856
	0.0002475
	pos

	Glucosylvitexin
	Flavonoid
	Kaempferol
	Terpenoids
	0.66789
	2.50E-06
	pos

	Dihydropinosylvin methyl ether 
	Flavonoid
	Kaempferol
	Terpenoids
	0.62911
	1.37E-05
	pos

	Homocrepidine B isomer
	Alkaloids
	Kaempferol
	Terpenoids
	0.61179
	2.74E-05
	pos

	Crepidine isomer
	Alkaloids
	Kaempferol
	Terpenoids
	0.99089
	0
	pos

	Dendronobilin K
	Terpenoids
	Kaempferol
	Terpenoids
	0.99834
	0
	pos

	Dendrocrepidine D
	Alkaloids
	Kaempferol
	Terpenoids
	0.99941
	0
	pos

	Dendrocrepine
	Alkaloids
	Kaempferol
	Terpenoids
	0.99866
	0
	pos

	Dendrocrepidine B
	Alkaloids
	Kaempferol
	Terpenoids
	0.99776
	0
	pos

	Crepidatumines C
	Alkaloids
	Kaempferol
	Terpenoids
	0.99927
	0
	pos

	Drepidamine
	Alkaloids
	Kaempferol
	Terpenoids
	0.99932
	0
	pos

	Dendrocrepidine C
	Alkaloids
	Kaempferol
	Terpenoids
	0.99961
	0
	pos

	Homocrepidine B
	Alkaloids
	Kaempferol
	Terpenoids
	0.99951
	0
	pos

	N-methyldendrobinium
	Alkaloids
	Kaempferol
	Terpenoids
	0.99952
	0
	pos

	Dendrocrepine isomer
	Alkaloids
	Kaempferol
	Terpenoids
	0.99971
	0
	pos

	Adenosine
	Alkaloids
	Dendronobiloside C
	Terpenoids
	-0.55089
	0.00022999
	neg

	Dendrobine
	Alkaloids
	Dendronobiloside C
	Terpenoids
	0.53499
	0.00037557
	neg

	Defuscin
	Ester
	Dendronobiloside C
	Terpenoids
	-0.52826
	0.00045896
	neg

	Flakinins B
	Terpenoids
	Dendronobiloside C
	Terpenoids
	-0.52623
	0.00048722
	neg

	5-Hydroxy-6-methoxyphenylethanol
	Phenolic acids
	Dendronobiloside C
	Terpenoids
	-0.53253
	0.00040438
	neg

	2,7-Dihydroxy-3,4-dimethoxyphenanthrene
	Phenanthrene
	Dendronobiloside C
	Terpenoids
	-0.52722
	0.00047322
	neg

	3,4-Dimethoxybenzoic acid
	Phenolic acids
	Dendronobiloside C
	Terpenoids
	-0.5379
	0.00034393
	neg

	Chrysotoxene
	Phenanthrene
	Dendronobiloside C
	Terpenoids
	-0.53758
	0.00034732
	neg

	Moscatin
	Phenanthrene
	Dendronobiloside C
	Terpenoids
	0.71903
	1.73E-07
	pos

	Gigantol
	Bibenzyl
	Moscatin
	Terpenoids
	0.69508
	6.46E-07
	pos

	Dendrobine
	Alkaloids
	Moscatin
	Terpenoids
	0.70424
	3.96E-07
	pos

	Moscatilin
	Bibenzyl
	Moscatin
	Terpenoids
	0.83109
	3.18E-11
	pos

	Dendronobiloside C
	Terpenoids
	Moscatin
	Terpenoids
	0.71903
	1.73E-07
	pos

	Dendronobiloside E
	Terpenoids
	Moscatin
	Terpenoids
	0.64311
	7.63E-06
	pos

	Denneanoside A
	Phenolic glycosides
	Moscatin
	Terpenoids
	0.64742
	6.33E-06
	pos

	9,10-Dihydro-5,9-dihydroxy-4-methoxy-2-phenanthrenyl-beta-D-glucopyranoside
	Phenanthrene
	Moscatin
	Terpenoids
	0.64576
	6.80E-06
	pos

	Dihydrosyringin
	Phenanthrene
	Moscatin
	Terpenoids
	0.64576
	6.80E-06
	pos

	Mubironine B
	Alkaloids
	Moscatin
	Terpenoids
	-0.50686
	0.00084498
	neg

	Moscatilin
	Bibenzyl
	Dendronobiloside E
	Terpenoids
	0.55815
	0.00018227
	pos

	Chrysotoxine
	Bibenzyl
	Dendronobiloside E
	Terpenoids
	0.51884
	0.00060343
	pos

	Crepidatin
	Bibenzyl
	Dendronobiloside E
	Terpenoids
	0.52772
	0.00046634
	pos

	Moscatin
	Phenanthrene
	Dendronobiloside E
	Terpenoids
	0.64311
	7.63E-06
	pos

	Denneanoside A
	Phenolic glycosides
	Dendronobiloside E
	Terpenoids
	0.99837
	0
	pos

	9,10-Dihydro-5,9-dihydroxy-4-methoxy-2-phenanthrenyl-beta-D-glucopyranoside
	Phenanthrene
	Dendronobiloside E
	Terpenoids
	0.99874
	0
	pos

	Dihydrosyringin
	Phenolic glycosides
	Dendronobiloside E
	Terpenoids
	0.99874
	0
	pos

	Moscatilin
	Bibenzyl
	Denneanoside A
	Terpenoids
	0.56247
	0.00015837
	pos

	Chrysotoxine
	Bibenzyl
	Denneanoside A
	Terpenoids
	0.51949
	0.00059229
	pos

	Crepidatin
	Bibenzyl
	Denneanoside A
	Terpenoids
	0.5245
	0.00051247
	pos

	Moscatin
	Phenanthrene
	Denneanoside A
	Terpenoids
	0.64742
	6.33E-06
	pos

	Dendronobiloside E
	Terpenoids
	Denneanoside A
	Terpenoids
	0.99837
	0
	pos

	9,10-Dihydro-5,9-dihydroxy-4-methoxy-2-phenanthrenyl-beta-D-glucopyranoside
	Phenanthrene
	Denneanoside A
	Terpenoids
	0.99986
	0
	pos

	Dihydrosyringin
	Phenolic glycosides
	Denneanoside A
	Terpenoids
	0.99986
	0
	pos

	Moscatilin
	Bibenzyl
	9,10-Dihydro-5,9-dihydroxy-4-methoxy-2-phenanthrenyl-beta-D-glucopyranoside
	Alkaloids
	0.56089
	0.00016678
	pos

	Chrysotoxine
	Bibenzyl
	9,10-Dihydro-5,9-dihydroxy-4-methoxy-2-phenanthrenyl-beta-D-glucopyranoside
	Alkaloids
	0.51921
	0.00059707
	pos

	Crepidatin
	Bibenzyl
	9,10-Dihydro-5,9-dihydroxy-4-methoxy-2-phenanthrenyl-beta-D-glucopyranoside
	Alkaloids
	0.52626
	0.0004868
	pos

	Moscatin
	Phenanthrene
	9,10-Dihydro-5,9-dihydroxy-4-methoxy-2-phenanthrenyl-beta-D-glucopyranoside
	Alkaloids
	0.64576
	6.80E-06
	pos

	Dendronobiloside E
	Terpenoids
	9,10-Dihydro-5,9-dihydroxy-4-methoxy-2-phenanthrenyl-beta-D-glucopyranoside
	Alkaloids
	0.99874
	0
	pos

	Denneanoside A
	Phenolic glycosides
	9,10-Dihydro-5,9-dihydroxy-4-methoxy-2-phenanthrenyl-beta-D-glucopyranoside
	Alkaloids
	0.99986
	0
	pos

	Dihydrosyringin
	Phenolic glycosides
	9,10-Dihydro-5,9-dihydroxy-4-methoxy-2-phenanthrenyl-beta-D-glucopyranoside
	Alkaloids
	1
	0
	pos

	Moscatilin
	Bibenzyl
	Dihydrosyringin
	Terpenoids
	0.56089
	0.00016678
	pos

	Chrysotoxine
	Bibenzyl
	Dihydrosyringin
	Terpenoids
	0.51921
	0.00059707
	pos

	Crepidatin
	Bibenzyl
	Dihydrosyringin
	Terpenoids
	0.52626
	0.0004868
	pos

	Moscatin
	Phenanthrene
	Dihydrosyringin
	Terpenoids
	0.64576
	6.80E-06
	pos

	Dendronobiloside E
	Terpenoids
	Dihydrosyringin
	Terpenoids
	0.99874
	0
	pos

	Denneanoside A
	Phenolic glycosides
	Dihydrosyringin
	Terpenoids
	0.99986
	0
	pos

	9,10-Dihydro-5,9-dihydroxy-4-methoxy-2-phenanthrenyl-beta-D-glucopyranoside
	Phenanthrene
	Dihydrosyringin
	Terpenoids
	1
	0
	pos

	Chrysotoxine
	Bibenzyl
	Inosine isomer
	Terpenoids
	0.8128
	1.89E-10
	pos

	Violanthin
	Flavonoid
	Inosine isomer
	Terpenoids
	0.81055
	2.32E-10
	pos

	Inosine
	Alkaloids
	Inosine isomer
	Terpenoids
	0.99983
	0
	pos

	Schaftoside
	Flavonoid
	Inosine isomer
	Terpenoids
	0.52643
	0.00048435
	pos

	Apigenin-6-C-afa-L-arabinoside-8-C-beta-D-xyloside
	#N/A
	Inosine isomer
	Terpenoids
	0.53108
	0.00042215
	pos

	Rutin
	Flavonoid
	Inosine isomer
	Terpenoids
	0.76471
	9.24E-09
	pos

	Quercetin
	Flavonoid
	Inosine isomer
	Terpenoids
	0.76471
	9.24E-09
	pos

	Chrysotoxine
	Bibenzyl
	Inosine
	Terpenoids
	0.81336
	1.79E-10
	pos

	Violanthin
	Flavonoid
	Inosine
	Terpenoids
	0.81148
	2.13E-10
	pos

	Inosine isomer
	Alkaloids
	Inosine
	Terpenoids
	0.99983
	0
	pos

	Schaftoside
	Flavonoid
	Inosine
	Terpenoids
	0.52795
	0.00046318
	pos

	Apigenin-6-C-afa-L-arabinoside-8-C-beta-D-xyloside
	#N/A
	Inosine
	Terpenoids
	0.53232
	0.00040691
	pos

	Rutin
	Flavonoid
	Inosine
	Terpenoids
	0.76422
	9.57E-09
	pos

	Quercetin
	Flavonoid
	Inosine
	Terpenoids
	0.76422
	9.57E-09
	pos

	Glucosylvitexin
	Flavonoid
	Aduncin
	Alkaloids
	0.511
	0.00075326
	pos

	Dihydropinosylvin methyl ether 
	#N/A
	Aduncin
	Alkaloids
	0.52912
	0.00044745
	pos

	Isoschaftoside
	Flavonoid
	Aduncin
	Alkaloids
	0.9441
	0
	pos

	Schaftoside
	Flavonoid
	Aduncin
	Alkaloids
	0.93171
	0
	pos

	Apigenin-6-C-afa-L-arabinoside-8-C-beta-D-xyloside
	#N/A
	Aduncin
	Alkaloids
	0.93397
	0
	pos

	Dendroside D isomer
	Terpenoids
	Aduncin
	Alkaloids
	0.82232
	7.66E-11
	pos

	Rutin
	Flavonoid
	Aduncin
	Alkaloids
	0.8129
	1.87E-10
	pos

	Quercetin
	Flavonoid
	Aduncin
	Alkaloids
	0.8129
	1.87E-10
	pos

	Mubironine B
	Alkaloids
	Aduncin
	Alkaloids
	0.51592
	0.00065578
	pos

	Dendroside D
	Terpenoids
	Aduncin
	Alkaloids
	0.58954
	6.26E-05
	pos

	Glucosylvitexin
	Flavonoid
	Isoschaftoside
	Terpenoids
	0.5175
	0.00062687
	pos

	Dihydropinosylvin methyl ether 
	Flavonoid
	Isoschaftoside
	Terpenoids
	0.56112
	0.00016553
	pos

	Aduncin
	Terpenoids
	Isoschaftoside
	Terpenoids
	0.9441
	0
	pos

	Schaftoside
	Flavonoid
	Isoschaftoside
	Terpenoids
	0.99055
	0
	pos

	Apigenin-6-C-afa-L-arabinoside-8-C-beta-D-xyloside
	Flavonoid
	Isoschaftoside
	Terpenoids
	0.99664
	0
	pos

	Dendroside D isomer
	Terpenoids
	Isoschaftoside
	Terpenoids
	0.86797
	4.13E-13
	pos

	Rutin
	Flavonoid
	Isoschaftoside
	Terpenoids
	0.85864
	1.39E-12
	pos

	Quercetin
	Flavonoid
	Isoschaftoside
	Terpenoids
	0.85864
	1.39E-12
	pos

	Mubironine B
	Alkaloids
	Isoschaftoside
	Terpenoids
	0.51758
	0.00062553
	pos

	Dendroside D
	Terpenoids
	Isoschaftoside
	Terpenoids
	0.61742
	2.20E-05
	pos

	Dihydropinosylvin methyl ether 
	Flavonoid
	Schaftoside
	Terpenoids
	0.53248
	0.000405
	pos

	Inosine isomer
	Alkaloids
	Schaftoside
	Terpenoids
	0.52643
	0.00048435
	pos

	Inosine
	Alkaloids
	Schaftoside
	Terpenoids
	0.52795
	0.00046318
	pos

	Aduncin
	Terpenoids
	Schaftoside
	Terpenoids
	0.93171
	0
	pos

	Isoschaftoside
	Flavonoid
	Schaftoside
	Terpenoids
	0.99055
	0
	pos

	Apigenin-6-C-afa-L-arabinoside-8-C-beta-D-xyloside
	Flavonoid
	Schaftoside
	Terpenoids
	0.98983
	0
	pos

	Dendroside D isomer
	Terpenoids
	Schaftoside
	Terpenoids
	0.87835
	9.57E-14
	pos

	Rutin
	Flavonoid
	Schaftoside
	Terpenoids
	0.8678
	4.22E-13
	pos

	Quercetin
	Flavonoid
	Schaftoside
	Terpenoids
	0.8678
	4.22E-13
	pos

	Mubironine B
	Alkaloids
	Schaftoside
	Terpenoids
	0.51589
	0.00065633
	pos

	Dendroside D
	Terpenoids
	Schaftoside
	Terpenoids
	0.62051
	1.94E-05
	pos

	Glucosylvitexin
	Flavonoid
	Apigenin-6-C-afa-L-arabinoside-8-C-beta-D-xyloside
	Alkaloids
	0.51878
	0.00060442
	pos

	Dihydropinosylvin methyl ether 
	Flavonoid
	Apigenin-6-C-afa-L-arabinoside-8-C-beta-D-xyloside
	Alkaloids
	0.56264
	0.00015746
	pos

	Inosine isomer
	Alkaloids
	Apigenin-6-C-afa-L-arabinoside-8-C-beta-D-xyloside
	Alkaloids
	0.53108
	0.00042215
	pos

	Inosine
	Alkaloids
	Apigenin-6-C-afa-L-arabinoside-8-C-beta-D-xyloside
	Alkaloids
	0.53232
	0.00040691
	pos

	Aduncin
	Terpenoids
	Apigenin-6-C-afa-L-arabinoside-8-C-beta-D-xyloside
	Alkaloids
	0.93397
	0
	pos

	Isoschaftoside
	Flavonoid
	Apigenin-6-C-afa-L-arabinoside-8-C-beta-D-xyloside
	Alkaloids
	0.99664
	0
	pos

	Schaftoside
	Flavonoid
	Apigenin-6-C-afa-L-arabinoside-8-C-beta-D-xyloside
	Alkaloids
	0.98983
	0
	pos

	Dendroside D isomer
	Terpenoids
	Apigenin-6-C-afa-L-arabinoside-8-C-beta-D-xyloside
	Alkaloids
	0.87589
	1.37E-13
	pos

	Rutin
	Flavonoid
	Apigenin-6-C-afa-L-arabinoside-8-C-beta-D-xyloside
	Alkaloids
	0.8652
	5.98E-13
	pos

	Quercetin
	Flavonoid
	Apigenin-6-C-afa-L-arabinoside-8-C-beta-D-xyloside
	Alkaloids
	0.8652
	5.98E-13
	pos

	Mubironine B
	Alkaloids
	Apigenin-6-C-afa-L-arabinoside-8-C-beta-D-xyloside
	Alkaloids
	0.51567
	0.0006605
	pos

	Dendroside D
	Terpenoids
	Apigenin-6-C-afa-L-arabinoside-8-C-beta-D-xyloside
	Alkaloids
	0.62135
	1.88E-05
	pos

	Chrysotoxine
	Bibenzyl
	Dendroside D isomer
	Terpenoids
	0.5766
	9.85E-05
	pos

	Violanthin
	Flavonoid
	Dendroside D isomer
	Terpenoids
	0.60654
	3.34E-05
	pos

	Glucosylvitexin
	Flavonoid
	Dendroside D isomer
	Terpenoids
	0.6904
	8.24E-07
	pos

	Dihydropinosylvin methyl ether 
	Flavonoid
	Dendroside D isomer
	Terpenoids
	0.71831
	1.80E-07
	pos

	Aduncin
	Terpenoids
	Dendroside D isomer
	Terpenoids
	0.82232
	7.66E-11
	pos

	Isoschaftoside
	Flavonoid
	Dendroside D isomer
	Terpenoids
	0.86797
	4.13E-13
	pos

	Schaftoside
	Flavonoid
	Dendroside D isomer
	Terpenoids
	0.87835
	9.57E-14
	pos

	Apigenin-6-C-afa-L-arabinoside-8-C-beta-D-xyloside
	Flavonoid
	Dendroside D isomer
	Terpenoids
	0.87589
	1.37E-13
	pos

	Rutin
	Flavonoid
	Dendroside D isomer
	Terpenoids
	0.73455
	6.83E-08
	pos

	Quercetin
	Flavonoid
	Dendroside D isomer
	Terpenoids
	0.73455
	6.83E-08
	pos

	Mubironine B
	Alkaloids
	Dendroside D isomer
	Terpenoids
	0.52388
	0.00052175
	pos

	Dendroside D
	Terpenoids
	Dendroside D isomer
	Terpenoids
	0.67613
	1.68E-06
	pos

	Chrysotoxine
	Bibenzyl
	Rutin
	Terpenoids
	0.57487
	0.00010456
	pos

	Violanthin
	Flavonoid
	Rutin
	Terpenoids
	0.57483
	0.0001047
	pos

	Glucosylvitexin
	Flavonoid
	Rutin
	Terpenoids
	0.68109
	1.32E-06
	pos

	Dihydropinosylvin methyl ether 
	Flavonoid
	Rutin
	Terpenoids
	0.70842
	3.15E-07
	pos

	Inosine isomer
	Alkaloids
	Rutin
	Terpenoids
	0.76471
	9.24E-09
	pos

	Inosine
	Alkaloids
	Rutin
	Terpenoids
	0.76422
	9.57E-09
	pos

	Aduncin
	Terpenoids
	Rutin
	Terpenoids
	0.8129
	1.87E-10
	pos

	Isoschaftoside
	Flavonoid
	Rutin
	Terpenoids
	0.85864
	1.39E-12
	pos

	Schaftoside
	Flavonoid
	Rutin
	Terpenoids
	0.8678
	4.22E-13
	pos

	Apigenin-6-C-afa-L-arabinoside-8-C-beta-D-xyloside
	Flavonoid
	Rutin
	Terpenoids
	0.8652
	5.98E-13
	pos

	Dendroside D isomer
	Terpenoids
	Rutin
	Terpenoids
	0.73455
	6.83E-08
	pos

	Quercetin
	Flavonoid
	Rutin
	Terpenoids
	1
	0
	pos

	Mubironine B
	Alkaloids
	Rutin
	Terpenoids
	0.51809
	0.0006164
	pos

	Dendroside D
	Terpenoids
	Rutin
	Terpenoids
	0.67338
	1.92E-06
	pos

	Chrysotoxine
	Bibenzyl
	Quercetin
	Terpenoids
	0.57487
	0.00010456
	pos

	Violanthin
	Flavonoid
	Quercetin
	Terpenoids
	0.57483
	0.0001047
	pos

	Glucosylvitexin
	Flavonoid
	Quercetin
	Terpenoids
	0.68109
	1.32E-06
	pos

	Dihydropinosylvin methyl ether 
	Flavonoid
	Quercetin
	Terpenoids
	0.70842
	3.15E-07
	pos

	Inosine isomer
	Alkaloids
	Quercetin
	Terpenoids
	0.76471
	9.24E-09
	pos

	Inosine
	Alkaloids
	Quercetin
	Terpenoids
	0.76422
	9.57E-09
	pos

	Aduncin
	Terpenoids
	Quercetin
	Terpenoids
	0.8129
	1.87E-10
	pos

	Isoschaftoside
	Flavonoid
	Quercetin
	Terpenoids
	0.85864
	1.39E-12
	pos

	Schaftoside
	Flavonoid
	Quercetin
	Terpenoids
	0.8678
	4.22E-13
	pos

	Apigenin-6-C-afa-L-arabinoside-8-C-beta-D-xyloside
	Flavonoid
	Quercetin
	Terpenoids
	0.8652
	5.98E-13
	pos

	Dendroside D isomer
	Terpenoids
	Quercetin
	Terpenoids
	0.73455
	6.83E-08
	pos

	Rutin
	Flavonoid
	Quercetin
	Terpenoids
	1
	0
	pos

	Mubironine B
	Alkaloids
	Quercetin
	Terpenoids
	0.51809
	0.0006164
	pos

	Dendroside D
	Terpenoids
	Quercetin
	Terpenoids
	0.67338
	1.92E-06
	pos

	Dendroamine
	Alkaloids
	Mubironine B
	Terpenoids
	0.52919
	0.00044658
	pos

	Gigantol
	Bibenzyl
	Mubironine B
	Terpenoids
	-0.89055
	1.42E-14
	neg

	Dendrobine
	Alkaloids
	Mubironine B
	Terpenoids
	-0.73402
	7.06E-08
	neg

	Moscatilin
	Bibenzyl
	Mubironine B
	Terpenoids
	-0.8282
	4.27E-11
	neg

	Chrysotoxine
	Bibenzyl
	Mubironine B
	Terpenoids
	-0.77079
	5.95E-09
	neg

	Defuscin
	Ester
	Mubironine B
	Terpenoids
	-0.61467
	2.45E-05
	neg

	Flakinins B
	Terpenoids
	Mubironine B
	Terpenoids
	-0.62823
	1.42E-05
	neg

	5-Hydroxy-6-methoxyphenylethanol
	Phenolic acids
	Mubironine B
	Terpenoids
	-0.62754
	1.46E-05
	neg

	2,7-Dihydroxy-3,4-dimethoxyphenanthrene
	Phenanthrene
	Mubironine B
	Terpenoids
	-0.62951
	1.35E-05
	neg

	3,4-Dimethoxybenzoic acid
	Phenolic acids
	Mubironine B
	Terpenoids
	-0.61825
	2.13E-05
	neg

	Chrysotoxene
	Phenanthrene
	Mubironine B
	Terpenoids
	-0.62563
	1.58E-05
	neg

	N-methyldendrobinium isomer
	Alkaloids
	Mubironine B
	Terpenoids
	0.65102
	5.40E-06
	pos

	Moscatin
	Phenanthrene
	Mubironine B
	Terpenoids
	-0.50686
	0.00084498
	neg

	Aduncin
	Terpenoids
	Mubironine B
	Terpenoids
	0.51592
	0.00065578
	pos

	Isoschaftoside
	Flavonoid
	Mubironine B
	Terpenoids
	0.51758
	0.00062553
	pos

	Schaftoside
	Flavonoid
	Mubironine B
	Terpenoids
	0.51589
	0.00065633
	pos

	Apigenin-6-C-afa-L-arabinoside-8-C-beta-D-xyloside
	Flavonoid
	Mubironine B
	Terpenoids
	0.51567
	0.0006605
	pos

	Dendroside D isomer
	Terpenoids
	Mubironine B
	Terpenoids
	0.52388
	0.00052175
	pos

	Rutin
	Flavonoid
	Mubironine B
	Terpenoids
	0.51809
	0.0006164
	pos

	Quercetin
	Flavonoid
	Mubironine B
	Terpenoids
	0.51809
	0.0006164
	pos

	Dendroside D
	Terpenoids
	Mubironine B
	Terpenoids
	0.83697
	1.71E-11
	pos

	Mubironine B
	Alkaloids
	Dendroside D
	Terpenoids
	0.83697
	1.71E-11
	pos











Table S13. LC-MS/MS-based phytochemical profiling of Dendrobium extracts.

	No.
	Proposed Identity
	Class
	TR(min)
	MS
	Exp.(m/z)
	Calcd(m/z)
	molecular formula
	MS/MS(m/z)
	Species and parts
	
Error(ppm)
	
Ref

	1
	Inosine isomer
	Alkaloids
	0.66
	[M+H]+
	
269.0809
	
269.0807
	C10H12N4O5
	210.0748,174.0802
	D. officinale and D. crepidatum leaf
	
0.743271442
	[1]

	2
	Pinoresinol
	Lignans
	0.69
	[M+Na]+
	381.1414
	381.1416
	C20H22O6
	365.1085,342.1415
	D. nobile stem and leaf
	
-0.524739362
	[2]

	3
	Dendroflorin
	Phenolic acids
	0.72
	[M]+
	
258.0528
	
258.0528
	C14H10O5
	236.1487,229.1551
	D. chrysotoxum leaf
	
-3.875175933

	[3]

	4
	Inosine
	Alkaloids
	0.94
	[M+H]+
	

269.0828
	

269.0808
	C10H12N4O5
	210.0748,174.0802
	D. officinale and D. crepidatum leaf
	

7.432711661
	[1]

	5
	3,4-Dimethoxybenzoic acid
	Phenolic acids
	0.96
	[M-H]-
	
181.0501
	
181.05
	C9H9O4
	163.0370,153.0170
	D. chrysotoxum stem and leaf
	
0.552333609
	[4]

	6
	Dendronobilin H
	Terpenoids
	1.27
	[M+H]+
	254.1889
	254.1881
	C15H26O3
	258.1346,230.1380
	D. nobile stem and leaf
	3.147275581
	[5]

	7
	Erianthridin
	Phenanthrene
	1.44
	[M+H]+
	273.1027
	273.1049
	C16H16O4
	251.1608,152.0587
	D. nobile leaf
	-8.055512735
	[6]

	8
	Denobilone C
	Phenanthrene
	1.51
	[M+H]+
	275.0829
	275.0841
	C15H14O5
	246.1342,231.0856
	D. nobile stem and leaf
	
-4.362302292
	[7]

	9
	p-Hydroxyphenylpropanoic acid
	Phenylpropanoid
	1.96
	[M-H]-
	
165.0642
	
165.063
	C9H10O3
	147.0443,96.9581
	D. chrysotoxum leaf
	
7.269951473
	[8]

	10
	Chrysotoxene
	Phenanthrene
	2.34
	[M]+
	
314.1154
	
314.1154
	C18H18O5
	264.1988,136.0630
	D. chrysotoxum stem and leaf
	
-0.955063012
	[9]

	11
	Dendrocrepine isomer
	Alkaloids
	2.46
	[M+H]+
	
517.3432
	
517.3413
	C33H44O3N2
	407.2361,368.1605
	D. crepidatum stem and leaf
	
3.672623856
	[10]

	12
	Adenosine
	Alkaloids
	2.47
	[M+H]+
	

268.1046
	

268.1041
	C10H13N5O4
	250.1922,178.0869
	D. nobile stem and leaf, D. chrysotoxum stem
	

1.864947235
	[11]

	13
	2, 7-Dihydroxy- 3, 4, 6- trimethoxy- phenanthrene
	Phenanthrene
	2.58
	[M]+
	
300.0998
	
300.0997
	C17H16O5
	282.1360,264.1954
	D. chrysotoxum stem
	
0.333222592
	[12]

	14
	Schaftoside
	Flavonoids
	2.61
	[M+H]+
	
565.1557
	
565.1542
	C26H28O14
	547.2146,441.2738
	D. officinale stem and leaf
	2.654142887
	[3]

	15
	Crepidine isomer
	Alkaloids
	2.68
	[M+H]+
	
344.2226
	
344.2214
	C21H29NO3
	326.2147,304.1928
	D. crepidatum stem and leaf
	
3.486128405
	[10]

	16
	Isoschaftoside
	Flavonoids
	2.72
	[M+H]+
	
565.1557
	
565.1531
	C26H28O14
	547.2146,529.2034
	D. officinale stem and leaf
	
4.600523292
	[13]

	17
	Isoschaftoside isomer
	Flavonoids
	2.72
	[M+H]+
	
565.1502
	
565.1479
	C26H28O14
	547.2146,529.2034
	D. officinale leaf
	
4.069731127
	[13]

	18
	Crepidatumines C
	Alkaloids
	2.72
	[M+H]+
	
288.1963
	
288.1962
	C18H25NO2
	270.1844,252.1750
	D. crepidatum stem and leaf
	
0.346985838
	[10]

	19
	Kaempferol
	Flavonoids
	2.75
	[M+H]+
	
287.0556
	
287.0545
	C15H10O6
	270.1844,250.1710
	D. crepidatum stem and leaf
	
3.832024929
	[14]

	20
	Glucosylvitexin
	Flavonoids
	2.75
	[M+H]+
	
595.1663
	
595.1635
	C27H30O15
	565.2278,535.2161
	D. officinale and D. crepidatum stem and leaf
	

4.704589579
	[15]

	21
	Dendrocrepidine C
	Alkaloids
	2.82
	[M+H]+
	
288.1964
	
288.1962
	C18H25O2N
	270.1844,251.1752
	D. crepidatum stem and leaf
	
0.693971676
	[10]

	22
	Apigenin-6-C-α-L-arabinoside-8-C-β-D-xyloside
	Flavonoids
	2.84
	[M+H]+
	535.1452
	535.1437
	C25H26O13
	517.1998,364.2592
	D. officinale stem and leaf
	
2.802985441
	[16]

	23
	N-methyldendrobinium isomer
	Alkaloids
	2.86
	[M]+
	
278.2125
	
278.212
	C17H28O2N
	251.1918,236.0159
	D. crepidatum stem and leaf
	
1.797190632
	[17]

	24
	Rutin
	Flavonoids
	2.87
	[M+H]+
	

611.1612
	

611.1582
	C27H30O16
	465.1548,303.0738
	D. officinale stem and leaf, and D. crepidatum leaf
	

4.908712671
	[14]

	25
	Quercetin
	Flavonoids
	2.87
	[M+H]+
	

303.0505
	

303.0493
	C15H10O7
	285.0617,141.9637
	D. officinale stem and leaf, and D. crepidatum leaf
	

3.959751763
	[14]

	26
	Dendrocrepine
	Alkaloids
	2.99
	[M+H]+
	
517.343
	
517.3413
	C33H44O3N2
	407.2361,368.1605
	D. crepidatum stem and leaf
	
3.286031871
	[10]

	27
	Denobilone B
	Phenanthrene
	3.06
	[M+H]+
	

261.1027
	

261.1049
	C15H16O4
	229.1405,211.1706
	D. officinale and D. crepidatum leaf, D. nobile stem
	

-8.42573234
	[7]

	28
	Dendrocrepidine B
	Alkaloids
	3.08
	[M+H]+
	
346.2018
	
346.202
	C20H27NO4
	328.1911,310.1782
	D. crepidatum stem and leaf
	
-0.577697414
	[10]

	29
	Dendronobilin K
	Terpenoids
	3.1
	[M+H]+
	
269.1753
	
269.1764
	C15H24O4
	230.1540,214.1575
	D. crepidatum stem and leaf
	
-4.086539533
	[18]

	30
	Crepidamine
	Alkaloids
	3.13
	[M+H]+
	
288.1858
	
288.1885
	C18H25NO2
	217.0982,158.0059
	D. officinale stem and leaf
	
-9.368867946
	[19]

	31
	Crepidatin
	Bibenzyl
	3.13
	[M+H]+
	

319.1446
	

319.1467
	C18H22O5
	287.1863,182.9896
	D. nobile and D. crepidatum stem and leaf, and D. denneanum stem
	

-6.580046104
	[10]

	32
	Drepidamine
	Alkaloids
	3.13
	[M+H]+
	
288.1964
	
288.1962
	C18H25NO2
	259.1864,230.1633
	D. crepidatum stem and leaf
	
0.693971676
	[10]

	33
	Dendrocrepidine D
	Alkaloids
	3.15
	[M+H]+
	
273.1629
	
273.1651
	C17H22NO2
	251.1785,230.1540
	D. crepidatum stem and leaf
	
-8.053737465
	[10]

	34
	Homocrepidine B
	Alkaloids
	3.2
	[M+H]+
	
290.2121
	
290.211
	C18H27NO2
	270.1844,242.1742
	D. crepidatum stem and leaf
	
3.790345645
	[10]

	35
	N-isopentenyl-dendroxinium
	Alkaloids
	3.28
	[M]+
	
359.2461
	
359.246
	C22H33NO3
	342.2110,326.2110
	D. nobile stem, and D. crepidatum stem and leaf
	
0.278360789
	[10]

	36
	Dihydropinosylvin methyl ether
	Flavonoids
	3.28
	[M+H]+
	
229.1129
	
229.115
	C15H16O2
	182.9902,118.0813
	D. officinale and D. crepidatum stem and leaf
	
-9.165702813
	[14]

	37
	(+)-Epicatechin
	
Flavonoids

	3.32
	[M+H]+
	
290.0771
	
290.079
	C20H27NO4
	270.1844,242.1742
	D. crepidatum stem 
	
-6.549939844
	[20]

	38
	Dendronobilin F
	Terpenoids
	3.37
	[M+Na]+
	
305.1489
	
305.1467
	C15H22O5
	283.1749,264.1954
	D. nobile stem
	7.209647032
	[21]

	39
	Denneanoside A
	Phenolic glycosides
	3.4
	[M+H]+
	
403.1343
	
403.1315
	C21H22O8
	373.1828,349.0909
	denneanum stem
	6.945624443
	[22]

	40
	Crepidine
	Alkaloids
	3.61
	[M+H]+
	
344.2276
	
344.2299
	C21H29NO3
	326.2110,302.2119
	D. nobile and D. crepidatum stem and leaf
	
-6.681581118
	[10]

	41
	Isoliquiritin
	Flavonoid
	3.75
	[M+Na]+
	
441.1162
	
441.1172
	C21H22O9
	317.1198,282.2082
	D. nobile stem and leaf
	-2.266971227
	[23]

	42
	Dendroside G
	Terpenoids
	3.78
	[M+H]+
	
469.215
	
469.2152
	C21H34O10
	441.1372,407.2465
	D. nobile stem 
	-0.426243651
	[3]

	43
	Episyringaresinol
	Phenylpropanoid
	3.98
	[M+Na]+
	
441.1525
	
441.1528
	C22H26O8
	371.1697,357.2848
	D. chrysotoxum stem 
	
-0.680036486
	[24]

	44
	N-trans-feruloyl tyramine
	Alkaloids
	4.12
	[M+H]+
	
314.1332
	
314.1314
	C18H19NO4
	296.1877,250.1857
	D. nobile stem
	5.7300862
	[25]

	45
	4-Hydroxy-dendroxine
	Alkaloids
	4.23
	[M+H]+
	
308.1862
	
308.184
	C17H25NO4
	262.1806,250.1922
	D. nobile stem and leaf
	7.138592529
	[26]

	46
	Dendronobilin C
	Terpenoids
	4.64
	[M]+
	
298.1415
	
298.1416
	C15H22O6
	281.1403,263.1290
	D. nobile stem
	-0.335411093
	[5]

	47
	Dendronobilin L
	Terpenoids
	4.71
	[M+Na]+
	
323.1571
	
323.1573
	C15H24O6
	296.1877,280.1908
	D. nobile stem
	-0.618893647
	[27]

	48
	Dendronobiline A
	Alkaloids
	4.85
	[M+H]+
	
320.2166
	
320.2174
	C19H29NO3
	294.2085,264.1954
	D. nobile stem and leaf
	-2.498302715
	[5]

	49
	2-Hydroxydendrobine
	Alkaloids
	5.04
	[M+H]+
	
280.1913
	
280.1908
	C16H25O3N
	261.0971,219.0843
	D. nobile stem, and D. crepidatum stem and leaf
	
1.784498278
	[28]

	50
	Dendroamine
	Alkaloids
	5.26
	[M+H]+
	
280.1913
	
280.1908
	C16H25O3N
	263.2373,235.1694
	D. nobile and D. crepidatum stem and leaf
	
1.784498278
	[29]

	51
	Erigeside II
	Flavonoid
	5.4
	[M+Na]+
	
379.1369
	
379.1391
	C17H24O8
	264.1988,195.1034
	D. chrysotoxum stem
	
-5.802619672
	[9]

	52
	Chrysotoxine
	Bibenzyls
	5.42
	[M]+
	
318.1462
	
318.1467
	C18H22O5
	139.9762,169.9708
	D. officinale leaf, and D. crepidatum stem and leaf
	
-1.571602031
	[3]

	53
	Dendronobiloside C
	Terpenoids
	5.74
	[M]+
	


560.2811
	


560.2833
	C27H44O12
	519.2189,355.1152
	D. officinale, D. denneanum, and D. crepidatum stem and leaf, D. nobile stem
	


-3.926584997
	[30]

	54
	3-(4-hydroxy-3-methoxy-phenyl)-acrylic acid octacosyl ester
	Ester
	5.74
	[M]+
	
586.496
	
586.4961
	C38H66O4
	518.8842,352.1638
	D. chrysotoxum leaf
	
-0.170504118
	[31]

	55
	6-Hydroxynobiline
	Alkaloids
	5.95
	[M+H]+
	
310.2018
	
310.2023
	C17H27O4N
	280.1908,249.1479
	D. nobile stem
	-1.611851363
	[32]

	56
	Dihydroconiferyl dihydro-p-cumarate
	Ester
	5.95
	[M-H]-
	
329.2349
	
329.2319
	C19H22O5
	287.0528,229.1412
	D. nobile stem
	9.112118236
	[33]

	57
	Dendrine
	Alkaloids
	5.98
	[M]+
	
335.2076
	
335.2097
	C19H29NO4
	302.3044,277.2185
	D. crepidatum stem and leaf
	
-6.264735179
	[31]

	58
	Succinylcarnitine
	Alkaloids
	6.29
	[M+H]+
	
262.1229
	
262.1212
	C11H19NO6
	183.0937,169.0760
	D. nobile stem
	6.485549433
	[25]

	59
	5-Hydroxy-6-methoxyphenylethanol
	Phenolic acids
	6.29
	[M]+
	
169.0775
	
169.0787
	C9H12O3
	144.0848,130.1595
	D. chrysotoxum stem and leaf
	
-7.097286648
	[9]

	60
	Mubironine B
	Alkaloids
	6.39
	[M+H]+
	

250.1807
	

250.1825
	C15H23O2N
	193.0900,175.0853
	D. officinale, D. nobile, and D. crepidatum stem and leaf
	

-7.194747834
	[34]

	61
	N-methyldendrobinium
	Alkaloids
	6.53
	[M+H]+
	

279.2198
	

279.219
	C17H28O2N
	251.1918,236.0159
	D. officinale leaf, D. nobile and D. crepidatum stem and leaf
	

2.865134536
	[17]

	62
	Moscatin
	Phenanthrene
	6.67
	[M+H]+
	
241.0765
	
241.0786
	C15H12O3
	223.0880,199.1798
	D. denneanum stem and leaf
	
-8.710851979
	[35]

	63
	Dendroterpenoids C
	Terpenoids
	7.08
	[M+H]+
	265.1342
	265.1362
	C15H20O4
	250.1824,236.2021
	D. nobile stem and leaf
	-7.543292843
	[7]

	64
	Dendrobine
	Alkaloids
	7.56
	[M+H]+
	
264.1964
	
264.1954
	C16H25O2N
	245.2302,229.1476
	D. officinale, D. denneanum, D. chrysotoxum, and D. crepidatum stem and leaf, and D. nobile stem
	3.785077257
	[36]

	65
	Flakinins B
	Terpenoids
	7.77
	[M-H]-
	295.1646
	295.1624
	C16H24O5
	271.2250,209.0440
	D. chrysotoxum stem and leaf
	
7.453523891
	[37]

	66
	Violanthin
	Flavonoids
	7.92
	[M+H]+
	579.1701
	579.1646
	C27H30O14
	149.0164,411.1101
	D. officinale leaf, and D. crepidatum stem and leaf
	

9.496436764
	[38]

	67
	Aduncin
	Terpenoids
	8.29
	[M+H]+
	295.1131
	295.1103
	C15H18O6
	277.1258,249.1563
	D. officinale stem and leaf
	9.487977885
	[39]

	68
	Dendronobilin B
	Terpenoids
	8.63
	[M+Na]+
	307.1621
	307.1624
	C15H24O5
	264.1954,242.1540
	D. nobile stem and leaf
	-0.976682042
	[3]

	69
	Dengibsin
	Fluorenones
	8.63
	[M]+
	242.0582
	242.0579
	C14H10O4
	199.1798,171.1495
	D. chrysotoxum stem 
	
1.239372894
	[40]

	70
	Chrysotobibenzyl
	Bibenzyl
	8.64
	[M+H]+
	333.1602
	333.1624
	C19H24O5
	264.1954,242.1540
	D. chrysotoxum leaf
	
-6.603386217
	[3]

	71
	Dendronobiloside E
	Terpenoids
	8.7
	[M+H]+
	415.2232
	415.2254
	C21H34O8
	391.2459,279.2427
	D. denneanum stem
	
-5.298327125
	[41]

	72
	9,10-Dihydro-5,9-dihydroxy-4-methoxy-2-phenanthrenyl β-D-glucopyranoside
	Phenanthrene
	8.87
	[M+H]+
	421.1459
	421.142
	C21H24O9
	381.2656,360.2534
	D. denneanum stem
	
9.260534452
	[50]

	73
	Dendramine
	Alkaloids
	9.05
	[M]+
	279.1829
	279.1834
	C16H25O3N
	235.1732,263.2417
	D. officinale leaf
	-1.790937427
	[42]

	74
	Moscatilin
	Bibenzyl
	9.42
	[M+Na]+
	327.1308
	327.1311
	C17H20O5
	283.1749,264.1964
	D. denneanum and D. chrysotoxum stem and leaf
	

-0.917063526
	[43]

	75
	Dihydrosyringin
	Phenolic glycosides
	9.45
	[M+H]+
	375.1577
	375.1577
	C17H26O9
	334.2737,264.1954
	D. denneanum stem 
	
-1.332772858
	[25]

	76
	N-isopentenyl-6-hydroxydendroxinium
	Alkaloids
	9.66
	[M]+
	376.2488
	376.2488
	C22H34O4N
	308.1876,290.1760
	D. nobile stem 
	
-2.392034207
	[44]

	77
	N-trans-p-coumaroyltyramine
	Alkaloids
	9.73
	[M-H]-
	282.1234
	282.1208
	C17H17O3N
	255.2308,134.8939
	D. nobile stem and leaf
	9.215910348
	[25]

	78
	Apigenin
	Flavonoid
	9.9
	[M-H]-
	269.0539
	269.0528
	C15H10O5
	255.2308,146.9649
	D. officinale and D. nobile stem and leaf
	
4.088416846
	[16]

	79
	Emodin
	Quinone
	9.97
	[M-H]-
	269.0548
	269.0528
	C15H10O5
	255.2308,146.9649
	 D. chrysotoxum stem
	
7.433485175
	[45]

	80
	Confusarin
	Phenanthrene
	10.14
	[M+H]+
	301.1026
	301.0997
	C17H16O5
	223.0582,205.0798
	D. officinale, D. chrysotoxum, and D. crepidatum stem and leaf
	

9.631361307
	[46]

	81
	2'-Deoxyadenosine-5'-monophosphate
	Alkaloids
	10.16
	[M+H]+
	332.069
	332.0682
	C16H25O2N
	314.2491,295.1853
	D. nobile stem, and D. crepidatum stem and leaf
	
2.409143664
	[20]

	82
	Dendroside D
	Terpenoids
	10.29
	[M+H]+
	593.2809
	593.2755
	C27H44O14
	539.3363,533.3466
	D. officinale and D. crepidatum stem and leaf, and D. nobile leaf
	

9.102010786
	[47]

	83
	Dendroside D isomer
	Terpenoids
	10.64
	[M+H]+
	593.2809
	593.2755
	C27H44O14
	539.3363,533.3466
	D. officinale stem and leaf, and D. crepidatum stem
	

9.102010786
	[47]

	84
	Dendroxine
	Alkaloids
	10.69
	[M+H]+
	292.1913
	292.1887
	C17H25NO3
	274.1819,246.1856
	D. nobile stem and leaf
	8.898359177
	[3]

	85
	2,7-Dihydroxy-3,4-dimethoxyphenanthrene
	Phenanthrene
	11.93
	[M]+
	270.089
	270.0892
	C16H14O4
	228.2299,199.1827
	D. chrysotoxum stem and leaf
	

-0.740496103
	[12]

	86
	Chrysotoxine
	Bibenzyl
	13.38
	[M+H]+
	318.1467
	318.1467
	C18H22O5
	301.1451,164.1988
	D. officinale leaf, and D. crepidatum stem and leaf
	
-1.257281625
	[48]

	87
	Defuscin
	Ester
	13.48
	[M+Na]+
	607.5166
	607.5169
	C39H68O3
	457.3514,425.2157
	D. chrysotoxum stem and leaf
	
-0.493813423
	[49]

	88
	Gigantol
	Bibenzyl
	13.61
	[M]+
	274.1205
	274.1205
	C16H18O4
	259.1731,251.1752
	D. denneanum, D. chrysotoxum, and D. crepidatum stem and leaf
	


-1.09440921
	[14]



[1] Olesova D, Galba J,Piestansky J,et al. A novel UHPLC-MS method targeting urinary metabolomic markers for autism spec-rum disorder [J]. Metabolites. 2020; 10:443.
[2] Wang YH. Traditional Uses and Pharmacologically Active Constituents of Dendrobium Plants for Dermatological Disorders: A Review. Nat Prod Bioprospect. 2021 Oct;11(5):465-487. doi: 10.1007/s13659-021-00305-0. 
[3] Zhang T, Yang X, Wang F, Liu P, Xie M, Lu C, Liu J, Sun J, Fan B. Comparison of the Metabolomics of Different Dendrobium Species by UPLC-QTOF-MS. Int J Mol Sci. 2023 Dec 5; 24(24):17148. doi: 10.3390/ijms242417148.
[4] Gong YQ, Yang H, Liu Y, Liang AQ, Wang ZT, Xu LS, Hu ZB. [Studies on chemical constituents in stem of Dendrobium chrysotoxum. Zhongguo Zhong Yao Za Zhi. 2006 Feb; 31(4):304-6. Chinese. PMID: 16706020.
[5] ZHANG, Xue, et al. Nine new sesquiterpenes from Dendrobium nobile. Helvetica Chimica Acta. 2007; 90.12: 2386-2394.
[6] Hwang JS, Lee SA, Hong SS, Han XH, Lee C, Kang SJ, Lee D, Kim Y, Hong JT, Lee MK, Hwang BY. Phenanthrenes from Dendrobium nobile and their inhibition of the LPS-induced production of nitric oxide in macrophage RAW 264.7 cells. Bioorg Med Chem Lett. 2010 Jun 15; 20(12):3785-7. doi: 10.1016/j.bmcl.2010.04.054. 
[7] Zhou XM, Zheng CJ, Gan LS, Chen GY, Zhang XP, Song XP, Li GN, Sun CG. Bioactive Phenanthrene and Bibenzyl Derivatives from the Stems of Dendrobium nobile. J Nat Prod. 2016 Jul 22; 79(7):1791-7. doi: 10.1021/acs.jnatprod.6b00252.
[8] Zhao N, Yang G, Zhang Y, Chen L, Chen Y. A new 9,10-dihydrophenanthrene from Dendrobium moniliforme. Nat Prod Res. 2016; 30(2):174-9. doi: 10.1080/14786419.2015.1046379. 
[9] Zhao Y, Zhu S, Li Y, Niu X, Shang G, Zhou X, Yin J, Bao B, Cao Y, Cheng F, Li Z, Wang R, Yao W. Integrated component identification, network pharmacology, and experimental verification revealed mechanism of Dendrobium officinale Kimura et Migo against lung cancer. J Pharm Biomed Anal. 2024 Jun 15; 243:116077. doi: 10.1016/j.jpba.2024.116077. 
[10] Li ZJ. Zhou WY, Han B, et al. Study on Alkaloids from stems of Dendrobium crepidatum based on UPLC-Q-TOF-MS [J]. Nat Prod Res Devel. 2020; 32:482-488.
[11]	Xiao, S.-J., Qian, Y., Zhang, L., Tang, Y., Zhu, X., Zhou, H.-X., et al. (2016). A new sesquiterpene from Dendrobium nobile. Chinese Traditional and Herbal Drugs, 47,2972-2974. 2016; 17.002. doi:10.7501/j.issn.0253-2670.
[12] Qiu H, Song LX, Yang YB, Zhang SY, Han ZZ, Wang ZT, Yang L. Two new stilbenoid diglycosides from the stems of Dendrobium 'Sonia'. J Asian Nat Prod Res. 2022 Jun 7:1-7. doi: 10.1080/10286020.2022.2081162. 
[13] Sales QD, Mathis MD, De Oliveira RR. Determination of phenolic compounds in the methanolic extract of Pourouma guianensis leaves by UPLC-DAD-MS [J]. Nat Prod J. 2020; 10:566-570.
[14] Ding YL. Analysis of Chemical Composition of Dendrobii offcinalis caulis [D]. Shanghait: Shanghai University of Traditional Chinese Medicine. 2019.
[15] Xu HL, Zhou TT, Wen J, et al. Isolation and purfication of three flavonoids from the hawthorn leaves by high speed countercurrent chromatography, combined with isocratic preparative reversedphase high performance liquid chromatography [J]. J Liquid Chromatogr Related Technol. 2009; 32:2216-2231.
[16] Wu CF. Quality Research of Dendrobiourm huoshanense and Dendrobium officinale Based on the UHPLC-MS Technology [D]. Guangzhou: Guangzhou University of Chinese Medicine. 2016.
[17] lnubushi Y. lshi H, Yasui B. Isolation and characterization of Alkaloids of the Chinese drug Chin-Shi-Hu [J].Chem Pharm Bul. 1964; 12:1175-1180.
[18] Zhang X,Tu FJ.Yu HY.et al. Copacamphane,picrotoxane and cyclocopacamphane sesquiterpenes from Dendrobium nobile[J]. Chem Pharm Bul1. 2008; 56:854-857.
[19] Hu Y, Yang H, Ding X, Liu J, Wang X, Hu L, Liu M, Zhang C. Anti-inflammatory octahydroindolizine alkaloid enantiomers from Dendrobium crepidatum. Bioorg Chem. 2020 Jul; 100:103809. doi: 10.1016/j.bioorg.2020.103809. 
[20] Lan Q, Liu C, Wu Z, Ni C, Li J, Huang C, Wang H, Wei G. Does the Metabolome of Wild-like Dendrobium officinale of Different Origins Have Regional Differences? Molecules. 2022 Oct 18; 27(20):7024. doi: 10.3390/molecules27207024. 
[21] Zhang, X., Liu, H. W., Gao, H., Han, H. Y., Wang, N. L., Wu, H. M., et al. Nine new sesquiterpenes from Dendrobium nobile. Helvetica chimica acta. 2007; 90(12), 2386-2394. doi:10.1002/hlca.200790245.
[22] Fu Li, Hong-Mei Pan, Xin Liu, Bin Chen, Ya-Xiong Tang, Xing-Jun Xi, Ming-Kui Wang, New phenanthrene glycosides from Dendrobium denneanum and their cytotoxic activity, Phytochemistry Letters. 2013; 6(4): 1874-3900. https://doi.org/10.1016/j.phytol.2013.08.003.
[23] Qiu Y, Cai C, Mo X, Zhao X, Wu L, Liu F, Li R, Liu C, Chen J, Tian M. Transcriptome and metabolome analysis reveals the effect of flavonoids on flower color variation in Dendrobium nobile Lindl. Front Plant Sci. 2023 Aug 23; 14:1220507. doi: 10.3389/fpls.2023.1220507. 
[24]	Quideau, Stéphane & Ralph, John. Synthesis of 4,8-B is(4 -hydroxy-3-methoxyphenyl)-3,7-dioxabicyclo[3.3.0] octan-2-ones and Determination of their Relative Configuration via Long-range Proton Couplings..Journal of the Chemical Society. Perkin Transactions. 1993; doi:1. 10.1039/p19930000653.
[25]	He Q, Lu A, Qin L, Zhang Q, Lu Y, Yang Z, Tan D, He Y. An UPLC-Q-TOF/MS-Based Analysis of the Differential Composition of Dendrobium officinale in Different Regions. J Anal Methods Chem. 2022 Nov 4; 2022:8026410. doi: 10.1155/2022/8026410. 
[26] Okamoto, Toshihiko, Mitsutaka Natsume, Tadamasa Onaka, Fumihiko Uchimaru, and Masao Shimizu. "Further Studies on the Alkaloidal Constituents of Dendrobium nobile (Orchidaceae): Structure Determination of 4-Hydroxy-dendroxine and Nobilomethylene." Chemical and Pharmaceutical Bulletin 20, no. 2. 1972; 418-421. https://doi.org/10.1248/cpb.20.418.
[27] Zhang X, Tu FJ, Yu HY, Wang NL, Wang Z, Yao XS. Copacamphane, picrotoxane and cyclocopacamphane sesquiterpenes from Dendrobium nobile. Chem Pharm Bull (Tokyo). 2008 Jun; 56(6):854-7. doi: 10.1248/cpb.56.854. 
[28] Grnelli l, Leander Kl Luning B. Studies on orchidaceae alkaloids XVL. A new alkaloid, 2-hydroxydendrobine, from Dendrobium findlayanum par.et Rchb.f [J]. Acta Chem Scandinav. 1970; 24:1209-1212.
[29] Lu YL, He YQ, Weng M, et al. Characterization of nuciferine metabolism by R450 enzymes and uridine diphosphate glucuro-nosyltransferases in liver microsomes from humans and animals [J]. Acta Pharmacol Sin. 2010; 31:1635-1642.
[30] Ye QH. Zhaeo WM. New allaromadendrane, cadinene and coycloco-pacamphane type sesquiterpene derivatives and biben-zylsfrom Dendrobium nobile [J]. Planta Med. 2002; 68:723-729.
[31] Hu JM, Chen JJ, Yu H, Zhao YX, Zhou J Five new compounds from Dendrobium longicornu. Planta Med. 2008a; 74:535–539.
[31] Inubushi Y, Nakano J. Structure of dendrine [J]. Tetrahedron Lett. 1965; 31:2723-2728.
[32] Elander M, Leander K. Studies on orchidaceae alkaloids. XX1.6-Hydroxynobiline, a new alkaloid from Dendrobium hildebrandi Rolfe [J]. Acta Chem Scandinav. 1971; 25:717-720.
[33] Ma-Long Qin, Ya-Ping Chen, Hao Wu, Jia-Duo Yu, Jin-Rong Zheng, Yu-Peng Li, Shu-Hua Li, Phytochemical and chemotaxonomic study on Dendrobium lindleyi Stendel, Biochemical Systematics and Ecology. 2022; 102, 0305-1978, https://doi.org/10.1016/j.bse.2022.104412.
[34] Morita H,Fujiwara M. Yoshida N.et al. New picrotoxinin-type and dendrobine-type sesquiterpenoids from Dendrobium snowilakelred star'lJ.Tetrahedron. 2000; 56:5801-5805.
[35]	Juan Yang, Xu Han, Hao-Yu Wang, Jian Yang, Yi Kuang, Kai-Yue Ji, Yi Yang, Kai Pang, Sheng-Xiang Yang, Jian-Chun Qin, Hong-Peng Wang, Comparison of metabolomics of Dendrobium officinale in different habitats by UPLC-Q-TOF-MS. Biochemical Systematics and Ecology. 2020; 89: 0305-1978. https://doi.org/10.1016/j.bse.2020.104007.
[36] Chen XM Zhang SS, Ma JS, et a. u simple, rapid and reliable UFLC-MSIMs method for the determination of dendrobine in rat plasma and its application to a pharmacokinetic study [J]. Anal Methods. 2014; 6:1197-1202.
[37] Hiroshi Morita, Masako Fujiwara, Naotoshi Yoshida, Jun'ichi Kobayashi, New Picrotoxinin-type and Dendrobine-type Sesquiterpenoids from Dendrobium Snowflake ‘Red Star’, Tetrahedron, 56(32): 5801-5805, https://doi.org/10.1016/S0040-4020(00)00530-5.
[38] Ye Z, Dai JR, Zhang CG, et al. Chemical differentiation of Dendrobium officinale and Dendrobium devonianum by Using HPLC fingerprints, HPLC-ESI-MS, and HPTLC analyses [J]. Evid-Based Complement Altern Med. 2017; 2017:8647212.
[39] Gawell Leander K. The constitution of aduncin, a sesquiter-pene related to picrotoxinin, found in Dendrobium aduncum[J]. Pergamon. 1976; 15:1991-1992.
[40] FAN, Chengqi, et al. Chemical constituents from Dendrobium densiflorum. Phytochemistry. 2001; 57.8: 1255-1258.
[41] Lu AJ, Jiang Y, Wu J, Tan DP, Qin L, Lu YL, Qian Y, Bai CJ, Yang JY, Ling H, Shi JS, Yang Z, He YQ. Opposite trends of glycosides and alkaloids in Dendrobium nobile of different age based on UPLC-Q/TOF-MS combined with multivariate statistical analyses. Phytochem Anal. 2022 Jun; 33(4):619-634. doi: 10.1002/pca.3115.
[42] Lee, Y. H., Park, J. D., Beak, N. I., Kim, S. I., and Ahn, B. Z. In vitro and in vivo antitumoral phenanthrenes from the aerial parts of Dendrobium nobile. PlantaMedica. 1995; 61(02), 178-180. doi: 10.1055/s-2006-958043.
[43] Ma RJ, Yang L, Bai X, Li JY, Yuan MY, Wang YQ, Xie Y, Hu JM, Zhou J. Phenolic Constituents with Antioxidative, Tyrosinase Inhibitory and Anti-aging Activities from Dendrobium loddigesii Rolfe. Nat Prod Bioprospect. 2019 Oct; 9(5):329-336. doi: 10.1007/s13659-019-00219-y. 
[44] Wang, Y.-H., Avula, B., Abe, N., Wei, F., Wang, M., Ma, S.-C., et al. Tandem mass spectrometry for structural identification of sesquiterpene alkaloids from the stemsof Dendrobium nobile using LC-QToF. Planta Medica. 2016; 82(07), 662-670. doi: 10.1055/s-0042-103031
[45] Xie L, Huang J, Xiong T, Ma Y. Secondary Metabolomic Analysis and In Vitro Bioactivity Evaluation of Stems Provide a Comprehensive Comparison between Dendrobium chrysotoxum and Dendrobium thyrsiflorum. Molecules. 2023 Aug 13; 28(16):6039. doi: 10.3390/molecules28166039. 
[46] Bi ZM, Wang ZT, Xu LS, et al. Studies on the chemical constituents of Dendrobiun fimbriatum [J]. Aota Pharm Sin. 2003; 38:526-529.
[47] Ye QH, Qin GW. Zhao WM. lmrmunomodulatory sesquiterpene glyeosides from Dendrobium nobile [J]. Phytochemistry. 2002; 61:885-890.
[48] Fan JJ, Guan L, Kou ZQ, et al. Determination of Chrysotoxine in rat plasma by liquid chromatography-tandem mass spec-trometry and its application to a rat pharmacokinetic study [J]. JChromatogr. 2014; 967:57-62.
[49] Zheng Wei, Studies on the Constituents of Dendrobium chryseum Rolfe, Journal of China Pharmaceutical University. 2000. https://api.semanticscholar.org/CorpusID:102262742.
[50] Wang Y, Guan SH, Meng YH, Zhang YB, Cheng CR, Shi YY, Feng RH, Zeng F, Wu ZY, Zhang JX, Yang M, Liu X, Li Q, Chen XH, Bi KS, Guo DA. Phenanthrenes, 9,10-dihydrophenanthrenes, bibenzyls with their derivatives, and malate or tartrate benzyl ester glucosides from tubers of Cremastra appendiculata. Phytochemistry. 2013 Oct; 94:268-76. doi: 10.1016/j.phytochem.2013.06.001. 
image4.tiff
654

TIC
241e8

200 200 600 800 1000 | 1200 | 1400 | 1600

Time

TIC
1.16e8

200 400 6.00 800 | 1000 | 1200 1400 1600

Time




image5.tiff
(a) 100

278

T
1.48e8
062
500823
978 a9z |15 15,99
g7 145 351385
{ 870 946 10491057
T T T T T T T T T T T T Time
200 4.00 6.00 8.00 10.00 12.00 14.00 16.00
282 T
1.65€8
058 1599
097128 340 385 492509 39
T T T T T T T T T T T T Time
200 4.00 6.00 8.00 10.00 1200 14.00 16.00




image6.tiff
275 TIC
(a) o0 1188

365

523 1599
s

o T T T T T T T T T y T y T T T T T Time
200 200 600 £.00 10,00 1200 1400 16,00
361 T
(b) 100 278 © s
093
= 14.99
1362
055 1200 1262
22 959 3
10.97
o T T T T T T T T

T T T T T T T T T Time
200 4.00 6.00 8.00 10.00 12.00 14.00 16.00




image7.tiff
523 TIC
5095 9.12e7

169
142,

8.70
783 822 925 g 40

T T T T T Time
10.00 12.00 14.00 16.00

0.58 TIC
1328

15.99

4925.09 1200

1338 14657499

T T y T Time
12.00 14.00 16.00




image8.tiff
073

0.62
N

15.99
9.15
N

. 870,
854712 7 g5

10.18 1087 1128

TIC
8.74e7

200 200 600 800 1000 | 1200 | 1400 | 1600

15.99

977 1362
b 1200 1262
3%

Time

TIC
9.85e7

200 400 6.00 800 | 1000 | 1200 1400 1600

Time




image9.tiff
TIc
272, | 307 591e8
332
>
1336
0.49 245 346
066 1 .
085 1149 12074310
451 1546
T T T T 7 T ; T T T v Time
200 4.00 6.00 8.00 10.00 12.00 14.00 16.00
060 75 TIc
1.45€6
0.49
2
066
>
088 299 745
342430 658 | 731 9761034 1546
WA o e
T T T 7 ; T ; T 7 7 y Time
200 4.00 6.00 8.00 10.00 1200 14.00 16.00




image10.tiff
(a) 100

TIC

30
290 0,766
275 P30
336
’
24 40
049
382
066 2 834 908
; ; T ; — y me
200 200 1600
rs Tic
5.23¢6
279
060 25
04200 e 265/ [3.04
‘ : ‘ i . - Time
200 400 16.00




image11.tiff
PC 2 (16.1 %)

-5

-10

Scores Plot

PC1(21.3%)

oD.
oD.
oD.
oD.
oD,
oD,
oD.
oD.
©D.

crepidatum-Leaf
crepidatum-Stem

. denneanum-Leaf

denneanum-Stem

. chrysotoxum-Lez
. chrysotoxum-Ste

nobile-Leaf
nobile-Stem
officinale-Leaf
officinale-Stem




image1.tiff
0.48 TIc
(a) 100 829
9.00e5
053 1036 1085

9.69 1148

o T T T T T T T T T T T y T T T T T Time
061 TIC
(b) 100 1.33e6
0.5
=
340
066 1053

o u T T T T Time

6.00 800 | 1000 | 1200 1400 1600




image2.tiff
1028 e
100
(a) 4.68e6
148
=
0.49 ™
055 10.42 13.09
> 7
67 10.02
03 502 A 1449 1547
o T T T T T y T y T T T y Time
6.00 8.00 10.00 12.00 14.00 16.00
060 TIC
(b) 100 2.29e6
=
lo.49
3 673
o
>
658 787 1028 161 13,09 1546
o T ; 7 ; T Time

6.00 .00 1000 | 1200 1400 1600




image3.tiff
1004 1052 e
e 3.02e8

(a) 100 664

o T T T T T T T T T y T y T T T T T Time
200 4.00 6.00 8.00 10.00 12.00 14.00 16.00

I

1.30e8

o T T T T T T T T T Time

200 400 6.00 800 | 1000 | 1200 1400 1600




