[bookmark: _Hlk534816996]Chemical compositions of cassia twig (Gui zhi)
D-limonene [1]
alpha-cubebene [1]
τ-ylangene [1]
[bookmark: OLE_LINK28]cadin-1,3,5-triene [1]
[bookmark: OLE_LINK29][bookmark: OLE_LINK30]aromadendrene [1]
4,5,9,10-dehydration isolongifolene [1]
copaene[1]
(S)-1-methyl-4-(5-methyl-1-methylene-4-vinyl)-cyclohexene [1]
[bookmark: OLE_LINK31][bookmark: OLE_LINK32]styrene[1]
2-β-pinene[1]
β-elemene[1]
β-fanesene [1]
β-selinene [1]
α-fanesene [1]
megastigma-2,7(E),9-triene [1]
α-curcumene [1]
β-cadinene [1]
α-bisabolene [1]
α-bergamotene [1]
δ-cadinene [1]
camphene [1]
β-pinene [1]
β-Myrcene [1]
capaene [1]
Di-epi-α-cedrene [1]
(-)-isocaryophyllene [1]
γ-muurolene [1]
α-muurolene [1]
β-bisabolene [1]
calamenene [1]
o-menthene-2-ene [1]
isoermophilene [1]
[bookmark: OLE_LINK34][bookmark: OLE_LINK33]cadinene [1]
4-acetyl-1-methyl-1-cyclohexene [1]
α-cedrene [1]
γ-cadinene [1]
calacorene [1]
calamene [1]
[bookmark: OLE_LINK35][bookmark: OLE_LINK36]bicyclo [4.2.0] octa-1,3,5-triene [1]
α-pinene[1]
1,7,7-trimethyl-bicyclo [2.2.1] hept-2-ene [1]
2,6-dimethyl-6-(4-methyl-3-pentenyl)-bicyclo [3.1.1] -hept-2-ene [1]
1-methyl-4-(5-methyl-1-methylene-4-hexenyl)-cyclohexene [1]
[bookmark: OLE_LINK18][bookmark: OLE_LINK19]2,6,6,9-tetramethyltricyclo [5.4.0.02.8] undec-9-ene [1]
caryophyllene [1]
1,6-dimethyl-4-(1-methylethyl) [1]
cadala-1(10),3,8-triene [1]
1,3-cyclohexadiene,5-(1,5-dimethyl-4-hexenyl)-2-methyl-[S-(R*,S*)][1]
neoclovene [1]
elixene [1]
eremophilene [1]
[bookmark: OLE_LINK37][bookmark: OLE_LINK38]gamma.-terpinene [1]
β-muurolene[1]
α-cadinene [1]
β-guaiene [1]
(-)-calamencne [1]
(+)-limonene [1]
L-alloaromadendrene [1]
1-methyl-4-(1,5-dimethyl-1,4-hexylene) cyclohexene-1 [1]
β-cedrene [1]
3,7-dimethyl-E-1,3,6-octatriene [1]
1,3,8-p-Menthatriene [1]
hexamethyl-1,3,5-cyclononatriene [1]
9-octadecenal[1]
β-methoxystyrene [1]
cyclosativene [1]
α-santalene [1]
β-santalene [1]
β-caryophyllene [1]
(Z)-β-farnesene [1]
α-humulene [1]
α-amorphene [1]
γ-curcumene [1]
P-cadinene [1]
(+)-spathulene [1]
terpineol [1]
paeonol [1]
globulol [1]
cubenol [1]
α-muurolol [1]
α-cadinol [1]
α-bisabolol [1]
β-bisabolol [1]
spathalenol [1,3]
4-methyl-1-(1,5-dimethyl-4-vinyl)-3-hexen-1-ol [1]
3,4-dimethyl-cyclohexanol [1]
myrtenol [1]
benzenpropanol [1]
nerolidol [1]
farnesol [1]
palustrol [1]
β-elemol [1]
α-cedrol [1]
guaiol [1]
2-ethoxy-1-propanol [1]
phebethyl alcohol [1]
4-terpineol [1]
tan.-muurolol [1]
cinnamyl alcohol [1]
menthol [1]
spathulenol [1]
tau.-cadinol [1]
trans-borneol [1]
styryl alcohol [1]
4-methyl-2-(1,5-dimethyl-4-hexenyl)-3-cyclohexen-1-ol[1]
epicedrol [1]
L-4-terpineol L-4-[1]
elemol [1]
β-linalool [1]
cedren-13-ol [1]
[bookmark: OLE_LINK39]2-octen-1-ol [1]
linderol [1]
hexadecanol [1]
τ-muurolol [1]
torreyol [1]
benzenepropanal [1,3]
benzalmalonic dioldehyde [1]
cinnamaldehyde [1,2,3]
cinnamaldehyde,o-methoxy [1]
tetradecanal [1]
13-tetradecenal[1]
benzylidene malona ldehyde [1]
myristic aldehyde [1]
2-phenyl-2-propenal [1]
benzeneacetaldehyde [1]
[bookmark: OLE_LINK40][bookmark: OLE_LINK41]hexanal [1]
[bookmark: OLE_LINK42][bookmark: OLE_LINK43]salicylal [1]
o-anisaldehyde [1]
octanal [1]
benzaldehyde [1,3]
(Z)-cis-cinnamic aldehyde [1]
(Z)-o-methoxycinnamaldehyde [1]
(E)-o-methoxycinnamaldehyde [1]
citral [1]
3-hydroxy-benzaldehyde [1]
3-phenyl-2-propenal [1,3]
3-(-2-methoxyphenyl)-2-propenal[1,3]
octade canal [1]
m-methoxycinnamaldehyde [1]
4-hydroxy-benzaldehyde [1]
hyacinthin [1]
2-anisaldehyde [1]
(E,E)-farnesal [1]
[bookmark: OLE_LINK44][bookmark: OLE_LINK45]benzyl propionate [1]
(E)-methylcinnamate [1]
2,5-dimethyl-phenyl butyric acid methyl ester [1]
lepidozenol Lepidozenol [1]
1,2-benzenedicarboxylic acid,dibutyl ester [1]
[bookmark: OLE_LINK46][bookmark: OLE_LINK47]phenethyl alcohol,formate [1]
benzoicacid,ethyl ester [1]
bronyl acetate [1]
cinnamic acid,methyl ester [1]
cinnamyl alcohol,acetate [1]
cinnamic acid,ethyl ester [1]
benzoic acid,phenethyl ester [1]
dibutyl phthalate [1]
cinnamyl acetate [1]
methqxy cinnamylacetate [1]
trans-cinnamyl acetate [1]
2-prepen-1-ol-3-phenyl-acetate [1]
benzoic acid,phenylmethyl ester [1]
benzoic-2-phenylethyl ester [1]
1,2-benznendicarboxylic acid-bis(2-methoxyethyl) ester [1]
5-oxopentanonate benzyl [1]
o-hydroxycinnamic acid lactone [1]
4-(4-methylphenyl)-4-pentenoi acid ethyl ester [1]
farnesyl acetate [1]
benzyl benzoate [1]
phenylethyl benzoate [1]
methyl palmitate [1]
methyl petroselinate [1]
methyl stearate [1]
acetophenone [1]
artemisia ketone [1]
methyl heptenone [1]
propiophenone [1]
trans-chalcone [1]
[bookmark: OLE_LINK48][bookmark: OLE_LINK49]1,4-diphenyl-1,4-butanedione [1]
1,4-diphenyl-butanedione [3]
2-methoxyphenylacetone [1]
2’-hydroxyacetophenone [1]
3-methylacetophenone [1]
[bookmark: OLE_LINK26][bookmark: OLE_LINK27]1-phenyl-1,2-propanedione [1]
1,10,14-trimethyl-2-pentade canone [1]
2-ethyl-2-phenyl-1,3-dioxan-4,6-dion [1]
ethanone,2’-hydroxy-1-phenyl [1]
cyclohexanone,5-methyl-2-(1-methylethyl) [1]
6-methy,5-hepten-2-one [1]
6,10,14-trimethyl-2-pentadecanone [1]
myristic acid [1]
arachidic acid [1]
(E)-9-octadecenoic acid [1]
trans-cinnamic acid [1]
tran-2-phenylcyclopropane-1-caboxylic acid [1]
benzoic acid [1]
hydro cinnamic acid [1]
hexadecanoic acid [1]
stearic acid [1]
palmitic acid [1]
3-phenylmethyl-2-propenoic acid [1]
2-propenoic acid,3-(2-hydroxyphenyl) [1]
9,12-octadecadienoic acid [1]
tetradecanoic acid [1]
[bookmark: OLE_LINK51][bookmark: OLE_LINK50]2-phenylethyl ester,benzoic acid [1]
pentadecanoic acid [1]
oleic acid [1]
cinnamic acid[2,3]
protocatechuic aldehyde[2,4]
protocatechuic acid[2,4]
coumarin[2,3]
harpagoside[2]
dihydrocinnacasside[2]
3,4,5-trimethoxypheny-1-β-D-glucopyranoside [2]
O-coumaric acid glucoside[2]
β-sitosterol [3]
(+)-syringaresinol [4]
(+)-lyoniresinol [4]
spicatolignan B[4]
(-)-secoisolariciresinol[4]
syringaldehyde[3,4]
[bookmark: OLE_LINK52][bookmark: OLE_LINK53]vanillic acid[4]
[bookmark: OLE_LINK54][bookmark: OLE_LINK55]ethyl protocatechuate[4]
syringic acid[4]
ethyl gallate[4]
cinnamyl alcohol[2]
2-(3',4'-dihydroxyphenyl)-1,3-pepperring-5-aldehyde [4]
2-methoxy cinnamic acid[3]
ovafolinin B[4]
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[bookmark: _Hlk535902698]Keywords for seeking chemical reactions related with cassia twig (Gui zhi) from KEGG: 
"Limonene","cubebene","ylangene","cadin","aromadendrene","isolongifolene","tetradecanal","benzylbenzoate",
"copaene","cyclohexene","styrene","pinene","elemene","fanesene","selinene","tetradecenal","acetophenone",
"vanillc acid","megastigma","curcumene","cadinene","bisabolene","bergamotene","camphene",
"benzeneacetaldehyde","octadecadienoic acid","Myrcene","capaene","cedrene","isocaryophyllene","muurolene",
"calamenene","hexanal","salicylal","tetradecanoic acid","menthene","isoermophilene","calacorene",
"calamene","bicyclo","tetramethyltricyclo","hyacinthin","coumarin","caryophyllene","methylethyl",
"cyclohexadiene","neoclovene","elixene","anisaldehyde","anisaldehyde","glucopyranoside","eremophilene",
"terpinene","guaiene","calamencne","alloaromadendrene","octanal","benzaldehyde","stearicacid","octatriene",
"methoxystyrene","octadecenal","cyclosativene","cinnamaldehyde","citral","farnesal","2-hydroxyphenyl", "santalene","farnesene","humulene","amorphene","spathulene","terpineol","hydroxybenzaldehyde",
"myristic acid","paeonol","globulol","cubenol","muurolol",
"cadinol","bisabolol","spathalenol","octadecanal","cyclohexanone","syringic acid","cyclohexanol","myrtenol",
"benzenpropanol","nerolidol","farnesol","palustrol","elemol","phenyl acetate","beta-sitosterol","cedrol","guaiol",
"propanol","cinnamyl alcohol","menthol","benzenepropanal","cinnamyl acetate","hexadecanoic acid",
"spathulenol","borneol","epicedrol","linalool","linderol","hexadecanol","torreyol","octadecenoic acid","secoisolariciresinol"





Chemical compositions of Sijunzi Decoction
ginsenoside [1,2,3]
Glycyrrhizic acid [1,2,3,4]
flavonoid[1,3]
[bookmark: OLE_LINK60]Liquiritigenin [1,4]
coumarin [1]
Atractylenolide [2,3,4]
panaxan [3]
[bookmark: OLE_LINK57][bookmark: OLE_LINK56]atractylodes macrocephalaon polysaccharide [3]
pachymaran [3]
Atractylon [3]
β-Eucalyptus alcohol [3]
gallic acid [3,4]
Benzoic acid [3,4]
Ferulic acid [3,4]
[bookmark: OLE_LINK59][bookmark: OLE_LINK58]Liquiritin [4]
Lobetyolin	[4]
Calycosin [4]
Isoliquiritigenin [4]
Formononetin [4]
Glycyrrhetinic acid [1,4]
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[bookmark: _GoBack]Keywords for seeking chemical reactions related with Sijunzi Decoction from KEGG: 
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