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NCBI Taxonomy (Z%fL T KNApSAcK A#fa4 o5tz WG L7, 5O Ei2id NCBI
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Link
L&w) oo DER
ChEMBL
By standard InChl CHEMBL395915
By standard InChl Main Layer | CHEMBL395815
KEGG
| By LinkpB |
CTD
|By CAS RN | Dooess?

Species

VAN | — =3
Summary EYESELEI7I—DIER
Plant class Plant family
class name count family name count
Magnoliophyta 3 Poaceae 2
asterids 1 Lauraceae 1

Solanaceae 1
List (4) EYEDYRE
*NCBI

KNApSAcK organism |*ID *family *plant class *kingdom
Cryptocarya pyriformis | 22027 | Lauraceae Magnoliophyta Viridiplantas
Hordeum vulgare 4513 Poaceae Magnoliophyta Virdiplantae
Lolium perenne 4522 Poaceae Magnoliophyta Viridiplantae
Lycopersicon esculentu | 4081 Sclanaceae asterids Viridiplantae
m
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ChEMBLIZHITHHBEERAS /XD

BOEH
Human Protein / Gene in interaction Tﬁiﬁﬂﬁ{ﬁ{aﬁ%’fﬁﬁ@ﬁﬁ@ym
WEERL oE  TEGROREREELTYE 7E‘ﬁm§ﬁ’f§®ﬁ(
Protein in ChEMBL interaction (22) D%, 5l 43 45 AID (FPHT4ET4%0)

¥

‘ # of disease (O
accession | compound protein description class description assay ID (# of activities) MIM / KEGG)
P10635 CHEMBL395915 | Cytochrome P450 2D6 Cytochrome P4502D6 | CHEMBL1741321 (1) 1/0
P45798 CHEMBL395815 | Regulator of G-protein signaling 4 Unclassified protein CHEMBL1794490 (1) 2/0
PO2545 CHEMBL395815 | Prelamin-A/C Unclassified protein CHEMBL1614310 (1) 11/10
P16473 CHEMBL395915 | Thyrotropin receptor Glycohormone receptor | CHEMBL1614281 (1) CHEMBL1614361 (1) 4/2
PD2768 CHEMBL395915 | Serum albumin Secreted protein CHEMBLB94775 {1) 1/0
P11712 CHEMBL395815 | Cytochrome P450 2C8 Cytochrome P450 2C8 | CHEMBL1614027 (1) CHEMBL1741325 (1) 0/1
P11473 CHEMBL395915 | Vitamin D3 receptor NR11 CHEMBL1794311 (1) 2/3
POD352 CHEMBL385915 | Retinal dehydrogenase 1 Enzyme CHEMBL1614458 (1) o/0
PB4022 CHEMBL395815 | Mothers against decapentaplegic homolog 3 | Unclassified protein CHEMBL 1794584 (1) 2/0
Q75496 CHEMBL395815 | Geminin Unclassified protein CHEMBL2114843 (1) CHEMBL2114780 1) 0/0
PB3916 CHEMBL395915 | Chromobox protein homolog 1 Unclassified protein CHEMBL1738610 (1} o/o
POB280 CHEMBL395915 | Alpha-galactosidase A Enzyme CHEMBL1614217 (1) 171
POB17T CHEMBL395915 | Cytochrome P450 1A2 Cytochrome P450 1A2 | CHEMBL1741322 (1) 1/0
P15428 CHEMBL395915 | 15-hydroxyprostaglandin dehydrogenase [NA | Enzyme CHEMBL1614038 (1) 2/2

D)
Q01453 CHEMBL395915 | Peripheral myelin protein 22 Unclassified protein CHEMBL1614171 (1) 5/2
P19838 CHEMBL395815 | Muclear factor NF-kappa-B p105 subunit Transcription Factor CHEMBL1614274 (1) CHEMBL1813823 1) 0/s0
P33261 CHEMBL395915 | Cytochrome P450 2C19 Cytochrome P450 2C19 | CHEMBL1741323 (1) 1./1
POBGB4 CHEMBL395915 | Cytochrome P450 3A4 Cytochrome P450 344 | CHEMBL1741324 (1) D/1
QBWsP4 | CHEMBL395915 | Meuropeptide S receptor Meuropeptide receptor | CHEMBL1614052 (1) 1/0
Q99549 CHEMBL395915 | M-phase phosphoprotein 8 Unclassified protein CHEMBL1738402 (1) 0/0
QoeKQ7 | CHEMBL385815 | Histone-lysine N-methyltransferase EHMT2 Enzyme CHEMBL1738442 (2) o/0
075874 CHEMBL385915 | Isocitrate dehydrogenase [NADP] cytoplasmic | Enzyme CHEMBL2354311 (1) 1/0
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Gene in CTD interaction (4)

HEEREVINVE
O]

AR KY#HE<

HEEROFH

B#E7sBpubmed ID

”

g

‘ ' reference pmi
compound | gene gene name gene description interaction interaction type |form d
C034244 486089 MYC, MRTL, MYCC, b | v-myc avian myelocytomatesi | matrine results in decreased expression of MYC m | decreases expres | mRAMNA | 11488473
HLHe39, c-Myc s viral oncogens homolog RMNA sion
Co34244 4893 NRAS, ALPS4, N-ras, |neuroblastoma RAS viral (v-ras | matrine results in increased expression of NRAS m | increases express | mBRMNA | 11489473
MNRAS1, NSB ) oncogene homolog RNA ion
C034244 7150 TOP1, TOP topoisomerase (OMNA) | (EC:5.9 | matrine analog results in decreased activity of TOP | decreases activity | protein | 21194615
9.1.2% 1 protein
C034244 7157 TP53, BCC7, LFS1, P5 | tumor protein p53 matrine results in increased expression of TP53 m |increases express | mAMNA | 11488473
3, TRP53 RMNA ion
HEERAD HEERIVNIE
HHIELEMD (MEntrez gene ID
(MeSH)
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Related Disease

_ - COEBICEETS
From protein in ChREMBL interaction CORBISHET S

BUINJEDID

N D &
OMIM ID OMIMT® FLINTHE O REBE (related / marker)
OMIM (35) ’, KEGG DISEASE (23)
\ Preferred
OoMIM preferred title title UniProt KEGG name UniProt
103600 ALBUMIN; ALB P02768 Hoo2e4 Charcot-Marie-Tooth disease (CMT) P02545 (related) Q01453 (rel
114500 | COLORECTAL CANCER; CRC PBA022 ated)
115200 CARDIOMYOPATHY, DILATED, 1A: CMDAA PO2545 HO0294 Diiated cardiomyopathy (DCM) PD2545 (related)
118220 | CHARCOT-MARIE-TOOTH DISEASE, DEMYELINATIN | Q01453 0420, | Femitill pocted lipodystaphy L) FOASA5 petatndd)
3, TYPE 1A; CMT1A HO0563 Emery-Dreifuss muscular dystrophy PO2545 (related)
118300 CHARCOT-MARIE-TOOTH DISEASE AND DEAFNESS | Q01453 HO0580 Congenital muscular dystrophies (CMD/MD | P02545 (related)
119800 DIGITAL CLUBBING, ISOLATED COMNGENITAL P15428 C
124060 | CYTOCHROME P450, SUBFAMILY |, POLYPEPTIDE 2 | P05177 H0E5a3 . | Limb-gindle muscuiarcystmphy LGMD) | PGS (eialed)
: CYP1A2 HODB01 Hutchinson-Gilford progeria syndrome P02545 (related)
137800 GLIOMA SUSCEPTIBILITY 1; GLM1 075874 HODB63 Restrictive dermopathy PD2545 (related)
139383 GUILLAIN-BARRE SYNDROME, FAMILIAL; GBS Q01453 HOOBBS Mandibuloacral dysplasia PO2545 (related)
145800 HYPERTROPHIC NEUROPATHY OF DEJERINE-SOTT | Q01453 HO1218 Left ventricular noncompaction (LVNC) P02545 (related)
i H00125 | Fabry disease POB2EO (related)
151660 LIPODYSTROPHY, FAMILIAL PARTIAL, TYPE 2; FPLD | PD2545 HO0036 Cstacaarooms POBBBA (marker)
2
= HO0342 Tuberculosis P11473 (related)
159001 MUSCULAR DYSTROPHY, LIMB-GIRDLE, TYPE 1B; | P02545
LaMDIB HOOTE4 Localized autosomal recessive hypotrichosi | P11473 (related)
5
162500 NEUROPATHY, HEREDITARY, WITH LIABILITY TO PR | Q01453
ESSURE PALSIES; HNPP HO1143 Vitamin D-dependent rickets F11473 (related)
176670 | HUTCHINSON-GILFORD PROGERIA SYNDROME; H | P02545 H01205 | Coumarin resistance F11712 (related)
GPS HOD457 Primary hypertrophic ostecarthropathy (PHO | P15428 (related)
181350 EMERY-DREIFUSS MUSCULAR DYSTROPHY 2, AUT | P02545 )
OSOMAL DOMINANT; EDMD2 HO1246 | Isclated congenital nail clubbing (ICNC) P15428 (related)
181500 SCHIZOPHRENIA; SCZD P49798 HO0250 | Congenital nongoitrous hypothyroidism (CH | P16473 (related)
212112 CARDIOMYOPATHY, DILATED, WITH HYPERGONAD | P02545 NG)
OTROPIC HYPOGONADISM HO01269 Congenital hyperthyroidism P16473 (related)
248370 MANDIBULOACRAL DYSPLASIA WITH TYPE A LIPOD | PO2545 HO1171 Poor drug metabalism (PM) P33261 (related)

YSTROPHY; MADA - i =
HO1296 Hereditary neuropathy with liability to press | Q01453 (related)
259100 HYPERTROPHIC OSTEOARTHROPATHY, PRIMARY, |P15428 ure palsies (HNPP)

AUTOSOMAL RECESSIVE, 1; PHOAR1 .

KEGG DISEASE ID ;XE/\ﬁK




CTDDLEMEEIEREET KB

AR KY#HE<

]
PE R (
Frﬂm CTD' marker/mechanism
hEg H" therapeutic ) EHLEEE Hpubmed ID
Direct interaction ‘ ‘ ,,
MeSH diseas CTD compo
e OMIM und name evidence type reference pmid
Doooesy DoosageT Antisocial Personality Disorder marker/mechanis | 7308515
m
Do01927 D0Ds897 Brain Diseases marker/mechanis | 2428497
m
DOB4420 DO0GEBYT Orug-Related Side Effects and Adv | marker/mechanis | 2428451
erse Heactions m
Doos391 DO0E8YT Firesetting Behavior marker/mechanis | 7508515
i
DO0BST3 DooeagyT Hypertension marker/mechanis | 2452247 8724428
m
Doo7174 DOooGagy Impulse Control Disorders marker/mechanis | 7506515
m
DO12640 DO0BBAT Seizures marker/mechanis | 20433808
m
D013226 DOoGEBaY Status Epilepticus marker/mechanis | 15488322 15876488 165634
m 74
MeSH % EID OMIM ID MeSH L&

ID
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phytochemical cluster No. 3 (168 metabolites)

KEGG BRITE® Phytochemical
Comopounds (br08003) Tl
Quinolizidine alkaloids|Z%3 %8

Index

Plant Species
BR08003 category (1)
BROB003 list (34)
KCF-S cluster (16)
Metabolite list (168)

Human Protein / Gene in
interactions

Related Diseases

fEH®D
- s

KCF-S cluster (16)

168D HEM =&
STHREhS
cluster 38§

Plant Species

Cumulative plant class count in this cluster
class name count
rosids 1016
Maagnoliophyta 29
asterids 23
Embryophyta 12
core eudicotyledons 9
Spermatophyta 4

Cumulative plant family count in this cluster

(Top 10)

class name count
Fabacese 1012
Berberidaceae 25
Crobanchaceae 16
Lycopodiaceae 12
Cupressaceae 4
Daphniphyllaceae 4
Convolvulaceae 4
Mymphaeaceas 3
Viscaceae 3
Styracaceae 3

= (%)

BRO0B003 category (1) &

BROB003 Category # of metabolite
Quinelizidine alkaloids 31

BR08003 list (34)

BROBOO3 Category KEGG ID | KNApSAcK ID
CQuinclizidine alkaloids C09856 | COOOD1934
Quinelizidine alkaloids C09880 | CO0001935
Quinolizidine alkaloids C09874 | CO00D1943
Quinclizidine alkaloids C09945 | COD001971
Quinclizidine alkaloids C10747 | CO000D2204
Quinelizidine alkaloids C10750 | COO002207
Quinolizidine alkaloids C10751 | CO00D2208
Quinolizidine alkaloids C10752 | COD002209
CQuinelizidine alkaloids C10753 | COOOD2210
Cuinelizidine alkaloids C10754 | COD002211
Quinclizidine alkaloids C10755 | CO0002212
Quinclizidine alkaloids C10757 | CO0002214
Quinclizidine alkaloids C10758 | CO0002215
Quinclizidine alkaloids C10760 | COO00Z2216
Quinolizidine alkaloids C10762 | COD0D2217
Quinolizidine alkaloids C10783 | CO0002218
Quinclizidine alkaloids C10784 |CDOOD2219
Quinelizidine alkaloids C10767 | CO0002220

B83&E 9 BKCF-S cluster®') R

T

EhENIZEENEK
HEMB

KCF-S ID # of metabolite
No. 85 49
No. 384 19
No. 424 18
No. 376 17
No. 555 15
No. 1023 9
No. 1211 8
No. 1838 B
No. 1636 B
No. 2032 5
No. 12688 5
No. 2857 4
Ne. 3172 3
MNo. 5313 2
No. 6163 1
MNo. 6875 1

REA~HKL




& phytochemical clusterD 1L HE M) A F)

AR &Y<
R#EMOYRH HEERSV VB
] E B E R B TEER KCF-S cluster
Metabolite list (168
i feamyooms  Poever  Jmw L
‘ ‘ # of ChEMBL interaction
proteins / related OMIM / | # of CTD intreaction gene
KNApSAcK ID | NAME ChEMBL link |CTD link related KEGG DISEASE s / related diseases KCF-S cluster |figure
C00026308 @ | 13alpha-Hydroxyisclupanine / 13-Hy | CHEMBLS1800 No. 85
droxy-alpha-isolupanine 7
Coo007704 @ | 13beta-Hydroxylupanine CHEMBL51800 No. 85
Fi
Co0002221 @ | 13-Hydroxylupanine / {+}-13-Hydroxy | CHEMBLS1800 | C091205 Mo. 85
lupanine / (+}-13alpha-Hydroxylupani | 7
ne
Co0026314 @ | 3-Hydroxylupanine Mo. 85
CO0026287 @ | Chamaetine / Epinuttaline / (+}-Cham No. 85
aetine
|
o
C00026317 @ | 4-Hydroxylupanine Mo. 85 T
o
P
n_\_\\/,/
J
Cono02228 @ | Muttalline / 7-Hydroxylupanine / 4-be CO35706 Mo. 85 i

FANNIETYT -

ta-Hydroxylupanine

Frmdraardvmliimmmi mem

MUCAAQ] AROI0

LA B

ar




#rphytochemical clusterDTFHR(FAEERZV NV E) [ min

ChEMBLIZE T A BRI /1\Y

BOEH
- TR . BHRRETIEHEEER2 N
Human Protein / Gene in interactions D (BB B 5 B O M
. . . HEMERSVTE HEERORRELIRBED OMIM / KEGG )
Protein in ChREMBL interactions (11 DARESE D ‘
. # of diseases (
OMIM / KEGG
accession | description class description KNApSAcK metabolite in interactions )
Q03164 Histone-lysine N-methyliransferase 28 Enzyme C00002207 C00002218 CO0D002224 CO0D02227 COD002236 COODO2238C0 (2/2
0007681 CO000TER2 CO0007735 CO0007736 CO0007757 CO0023313 CO002
6289 C00026301 C00026325 CO0026326 CO0026329
Q00255 Menin Unclassified protein C00002207 C00002218 CO0002224 CO00D02227 CO0D002236 COOD0O2238C0 (2/5
0007681 CO000YER2 CO0007735 CO000YT36 CO0007757Y CO0023313 CO002
6289 CO0026301 CO0026325 CO0026326 CO0026329
P2a4a2 Mitogen-activated protein kinase 1 Erk COo0002227 C00002236 CO0007681 CO0007Y682 CO0007757 CO0023313C0 |0/0
0026289 CO0026301 CO0O026329
P10635 Cytochrome P450 2D6 Cytochrome P450 2D6 CO0002207 C00002218 CO0002236 CO0D02238 COD0O07681 CO0D0YEB2 CO |(1/0
0026325 C00026326 CO0026329
Q92830 Histone aoetyltransferase KATZA Enzyme C00002227 C00002236 COD007T681 COODOTEA2 COD007TSY CO0023313C0O (0/0
0026289 CO0026301 CO0026329
P33261 Cytochrome P450 2C19 Cytochrome P450 2C19 | C00002207 C0O0002218 COD002236 CO0002238 COD007681 CO0007E82 CO (1/1
0026325 C00026326 CO0026329

*

HEER2VINVE
DUniProt ID

REA~HKL




& -phytochemical clusterD 15 (BY:E T 5% B 15 R)

ChEMBLOHHEERHS /OB LH
HEYHEEBRER

Related Diseases
COEBICEET S

AR KY#HE<

COEBICEEETS

From proteins in ChEMBL interactions 4. ,c»=0p EEZ AR EDID
OMIM ID OMIMT® (related / marker)
\owm (91) , Preferred " KEGG DISEASE (68) ‘ ‘
OMIM | preferred title e UniProt KEGG  |name UniProt
100100 | ABDOMINAL MUSCLES, ABSENCE OF, WITH | P20308 HODO33 | Adrenal carcinoma 000255 [related)
URINARY TRACT ABNORMALITY AND CRYPT HODOZ4 | Carcinoid 000255 (related)
ORCHIDISM
HODD45 Malignant islet cell carcinoma 000255 (related)
102200 | PITUITARY ADENOMA, GROWTH HORMONE | P630e2
-SECHRETING HOD246 Primary hyperparathyroidism 000255 (related)
103580 | PSEUDOHYPOPARATHYROIDISM, TYPE I1A; P | P63052 HO1102 | Pituitary adenomas 000255 [related)
HP1A HODD16 | Oral cancer PO0533 (related) PODS33 (mark
103780 | ALCOHOL DEPENDENCE POB172 P14416 P31645 er)
104250 | ALPHA-2C-ADRENERGIC RECEPTOR; ADRA | P18825 HODO17 | Esophageal cancer P00533 (related) P35354 (relate
2c d)
109830 BETA-1-ADRENERGIC RECEPTOR; ADRB1 POa5ES HO0018 Gastric cancer PD0533 (related) PO4626 (relate
d
100600 | BETA-2-ADRENERGIC RECEPTOR; ADRB2 | PO7550 )
HoDo22 Bladder cancer P00533 {related) PO4E28 (relate
112100 | YT BLOOD GROUP ANTIGEN P22303

115200 CARDIOMYOPATHY, DILATED, 1A; CMD1A P02545

122720 CYTOCHROME P450, SUBFAMILY IIA, POLY | P11508
PEPTIDE &; CYP2A6 HoDa30

124060 CYTOCHROME P450, SUBFAMILY |, POLYPE | POS177
PTIDE 2; CYP1A2

126200 MULTIPLE SCLEROSIS, SUSCEPTIBILITY TO; | POB57S
MS

131100 MULTIPLE ENDOCRINE NEOPLASIA, TYPE I; | 000255

MEN1 HO0241 Combined proximal and distal renal tubu
133430 ESTROGEN RECEPTOR 1; ESR1 P03ar2 lar acidosis (RTA type 3)

a5 ——— - e L L - L - -~

L

KEGG DISEASE ID

HOoooZ28 Choriocarcinoma

Cervical cancer

HOo042 Gliorma

HODOGS Laryngeal cancer

d)

P0O0533 (related) PO385E (relate
d) PD4B2E (related)

P00533 (related) PO4626 (relate
d)

P00533 (related) PO0S33 (mark
er)

PD0533 (related) PODS33 (mark
er)

PO0S18 (related)

—————

REA~HKL




#rphytochemical cluster DTFR(BIET HFEBIFW) [ m0a

CTDDLEMEEIEREET KB

T
Direct interactions (14) , =&% RETAREmEND
MESH or OMI , ‘
M name compound
D012640 Seizures Coooo2218
Do01145 Arrhythmias, Cardiac CO0002214 CODO02236
D0B4420 Drug-Related Side Effects and Adverse Reactions Co0002214
D014693 Ventricular Fibrillation CooD02214
Doo2285 Carcinoma, Non-Small-Cell Lung Coooo2227
DO027 79 Cholestasis Co0002227
DO56487 Drug-induced Liver Injury, Chronic Cooooz227
Do0B331 Heart Diseases Ccoooo2227
Do08113 Liver Neoplasms Coppo2227
0003092 Colitis CO0007758
D019654 Hepatitis B, Chronic Co0D07Te8
D007249 Inflammation COo0007758
DOoE106 Liver Cirrhosis, Experimental CO0007758
D054537 Atrioventricular Block CO0002236
MeSH’OMIM

&EID
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phytochemical cluster No. 3 (168 metabolites)

KEGG BRITE® Phytochemical
Comopounds (br08003) Tl
Quinolizidine alkaloids|Z%3 %8

Index

Plant Species
BR08003 category (1)
BROB003 list (34)
KCF-S cluster (16)
Metabolite list (168)

interactions

Related Diseases

Human Protein / Gene in

fEH®D
- s

KCF-S cluster (16)

168D HEM =&
STHREhS
cluster 38§

Plant Species

Cumulative plant class count in this cluster
class name count
rosids 1016
Maagnoliophyta 29
asterids 23
Embryophyta 12
core eudicotyledons 9
Spermatophyta 4

Cumulative plant family count in this cluster

(Top 10)

class name count
Fabacese 1012
Berberidaceae 25
Crobanchaceae 16
Lycopodiaceae 12
Cupressaceae 4
Daphniphyllaceae 4
Convolvulaceae 4
Mymphaeaceas 3
Viscaceae 3
Styracaceae 3

= (%)

BRO0B003 category (1) &

BROB003 Category # of metabolite
Quinelizidine alkaloids 31

BR08003 list (34)

BROBOO3 Category KEGG ID | KNApSAcK ID
CQuinclizidine alkaloids C09856 | COOOD1934
Quinelizidine alkaloids C09880 | CO0001935
Quinolizidine alkaloids C09874 | CO00D1943
Quinclizidine alkaloids C09945 | COD001971
Quinclizidine alkaloids C10747 | CO000D2204
Quinelizidine alkaloids C10750 | COO002207
Quinolizidine alkaloids C10751 | CO00D2208
Quinolizidine alkaloids C10752 | COD002209
Quinelizidine alkaloids C10753 | CoODOO2210
Quinolizidine alkaloids C10754 | COD0O2211
Quinclizidine alkaloids C10755 | CO0002212
Quinclizidine alkaloids C10757 | CO0002214
Quinclizidine alkaloids C10758 | CO0002215
Quinclizidine alkaloids C10760 | COO00Z2216
Quinolizidine alkaloids C10762 | COD0D2217
Quinolizidine alkaloids C10783 | CO0002218
Quinclizidine alkaloids C10784 |CDOOD2219
Quinelizidine alkaloids C10767 | CO0002220

B83&E 9 BKCF-S cluster®') R

T

EhENIZEENEK
HEMB

KCF-S ID # of metabolite
No. 85 49
No. 384 19
No. 424 18
No. 376 17
No. 555 15
No. 1023 9
No. 1211 8
No. 1838 B
No. 1636 B
No. 2032 5
No. 12688 5
No. 2857 4
Ne. 3172 3
No. 5313 2
No. 6163 1
MNo. 6875 1

KCF-S cluster~®
%2R




&-KCF-S clusterD {5

PCIDB Metabolites « Species - Metabolite Clusters ~ help
KCF-S cluster No. 85 Index
. Plant Species
Relevant Phytochemical cluster No. 3
HEW BR08003 category (1)
49D 1K§ Ik _
S>THEMEN BKCF- BROA0NS st 19} — F£EE®D
S cluster 85%& Metabolite list (49) NDAREYY
Human Protein / Gene in
) interactions
KEGG BRITE®) Phytochemical _
Comopounds (br08003) Tl Related Diseases
WEYMHIS AN EE Quinolizidine alkaloids|Z %8
(rosidsHYZLY) shd

Plant Species BRO0B8003 category (1) & BRO08003 list (6)

Cumulative plant class count in this cluster BROB003 Category KEGG COMPOUND count BROB003 Category KEGG ID | KNApSAcK ID
class name count Quinclizidine alkaloids 5 Quinolizidine alkaloids C10752 | CODDO2209
rosids 299 Cluinolizidine alkaloids Co2621 | Coonoozz21
Magnaoliophyta 12 Quinclizidine alkalcids C10772 | COD002225
asterids 4 Quinolizidine alkaloids C10774 | CODOO2227
core eudicotyledons 2 Quinglizidine alkaloids C10776 |CO0000D2229
Spermatophyta 2 Quinolizidine alkaloids C10752 | CO0007692

Cumulative plant family count in this cluster

class name count
Fabaceae 298
Berberidaceae 12
Cupressaceas 2
Styracaceae
Amaranthaceae 1
Daphniphyllaceae 1
Convolvulaceae 1
Orobanchaceae 1
Euphorbiaceas 1

WEMI7I)—25E

(FabaceaeHhZ V)

LT . phytochemical cluster& B4 D g H A<




Natural Activity®D —E (L fi A= 21 —&KUER)

PCIDB

Metabalites -

KNApSAcK Natural Activity

Species -

Metabalite Clusters - help

Natural Activity (942 species)

Species

# of activity

Abelmoschus esculentus (L.) Moench.

Abelmoschus moschatus Medik.

Abies balsamea (L.) Mill

Abrus precatarius L

Acacia catechu (L. f.) Willd.

Acacia farnesiana (L.) Willd.

Acacia nilotica (L) Willd. Ex Delile

Acacia senegal (L.) Willd.
Acalypha indica L.

Acanthospermum australe (Loefl.) Kunize

Acanthospermum hispidum DC.

Acer rubrum L

10

15

18

3

28

13

13

18

5

Species~MD'> Y
ZER

*

Activity 3

Activity
Abortifacient / Antibacterial / Anticancer / Antispasmodic / Demulcent / Diaphoretic / Diuretic / Emollient / Immuno
stimulant / Stimulant

Antihysteric / Antipyretic / Antiseptic / Antispasmodic / Aphrodisiac / Carminative / Demulcent / Diuretic / Emollie
nt / Insecticide / Insectifuge / Litholytic / Stimulant / Stomachic / Tonic

Abortifacient / Allergenic / Antiseptic / Diaphoretic / Diuretic / Laxative / Mucaoirritant / Panacea

Abortifacient / Alexeteric / Analgesic / Antiestrogenic / Antifertility / Antihistaminic / Antiinflammatory / Antitumeor /
Aphrodisiac / CNS-Depressant / Cerebrotonic / Cicatrizant / Contraceptive / Cytotoxic / Depurative / Diaphoretic /
Diuretic / Emetic / Emollient / Expectorant / Hemolytic / Hemostat / Hypotensive / lrritant / Negative Chronotropic /
Megative Inotropic / Parasympathomimetic / Poisen / Pressor / Propecic / Schistosomicide / Teratogenic / Tonic /
Uteratonic / Vermifuge

Abortifacient / Anaphrodisiac / Anthelminthic / Antiinflammatory / Antioxidant / Antipyretic / Antiseptic / Aperitif / A
stringent / Digestive / Expectorant / Hemostat / Hypotensive / Lactagogue / Sialagogue / Stimulant / Tonic / Vasod
ilator

Alexiteric / Alterative / Anthelmintic / Antidote / Antiexudative / Antifertility / Antiimplantation / Antiinflammatory / A
ntimalarial / Antiproliferant / Antisasmodic / Antiseptic / Antispasmeodic / Aphrodisiac / Astringent / Bactericide / B
ronchodilator / Candidicide / Curare / Demulcent / Dentifrice / Emollient / Hypoglycemic / Hypotensive / Insecticid
e / Molluscicide / Negative-Inotropic / Pectoral / Plasmedicide / Stimulant / Stomachic

Alexeteric / Algicide / Amebicide / Antibacterial / Antiedemic / Antihistaminic / Antinflammatory / Antitussive / Aph
rodisiac / Astringent / Decongestant / Demulcent / Expectorant / Hemostat / Hepatotonic / Hypoglycemic / Hypaote
nsive / Lactagogue / Molluscicide / Neurostimulant / Protisticide / Stimulant / Taenicide / Teratologic / Tonic / Ver

mifuge
Antiabsorbent / Astringent / Demulcent / Emollient / Expectorant / Laxative / Stimulant / Tonic

Analgesic / Antibacterial / Carminative / Diaphoretic / Diuretic / Emetic / Expectorant / Hemostat / Hypnotic / Larvi
cide / Laxative / Parasiticide / Vermifuge

Abortifacient / Aldose-Reductase-Inhibiter / Antifertility / Antimalarial / Antiplasmedial / Bitter / Contraceptive / De
purative / Diaphoretic / Diuretic / Febrifuge / Fungicide / Stomachic

Abortifacient / Antidote / Antiherpetic / Antimalarial / Antiplasmodial / Antiseptic / Antiviral / Aphredisiac / Bacterici
de / Cyanogenic / Diuretic / Febrifuge / Fungicide / Immunestimulant / Pectoral / Purgative / Sudorific / Sweetener
/ Tonic

Analgesic / Anemiagenic / Astringent / Collyrium / Depurative

*

Activity') A+
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Acnistus arborescens

Natural Activity
List (8)

Index

Species

Natural Activity
Metabolite list (3)

Human Protein / Gene in
interactions

Related Diseases

N #EEO

YAREIY

Natural ActivityD') Xk

(FEmAHNIT)

Species

Acnistus arborescens (L.) Schitdl.
Acnistus arborescens (L.) Schitdl.
Acnistus arborescens (L.) Schitdl.
Acnistus arborescens (L.) Schitdl.
Acnistus arborescens (L.) Schitdl.
Acnistus arborescens (L.) Schitdl.
Acnistus arborescens (L.) Schitdl.

Acnistus arborescens (L.) Schitdl.

Activity

Anticancer

Antileukemic

Antimalarial

. & 8%
{EAZHFD

Antiproliferant
Cytotoxic
Diuretic
Emaollient

Piscicide

Species
==

KNApSAcK Entry KNApSAcK T k) —i&3R
Organism name Acnistus arborescens
Genus Acnistus

Family Solanaceae

Kingdom Plantae

NCBI taxonomy NCBI taxonomy{& R
Entry

Linked NCBI taxonomy name Acnistus arborescens
Linked NCBI taxonomy ID 362341

Linked level species

Family

Family in NCBI taxonomy Solanaceae

1D 4070
Kingdom (Superkingdom)

Kinadom {Superkingdom) in NCBI taxonom | Viridiplantae

Yy

1D 33080
Plant class

Plant class asterids

1D 71274

REA~HKL
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Metabolite list (3)
# of ChEMBL interacti
on proteins / related | # of CTD intreaction
OMIM [ related KEGG | genes [ related diseas | KCF-S clu | phytoche
KNApSAcK ID | NAME ChEMBL link |CTD link DISEASE es ster m cluster |figure
CODOD3ETE @ | Withaferin A CHEMBL51708 | COC9684 27722115 Ti2 No. 176 MNo. 58 o
0 CHEMBL578 e
716 CHEMBLA
221986 CHEM
BL1419012 CH
EMBL2143369
CO0044015 @ | Withaphysalin M / (+)-Withaphysalin M | CHEMBL45033 MNa. 176 MNo. 58 e
“Frl
2 BUl
CO0044016 ¢ | Withaphysalin N / (-}-Withaphysalin N | CHEMBL50223 Mo. 176 No. 58 —
7 R

REA~HKL
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&-SpeciesD &

Human Protein 7/ Gene in interactions

Protein in ChEMBL interactions (27)

AR KY#HE<

accession
015118
075486
075874
PO1215
POE746
PO7355
P10636
P11142
P11473
P17861
P27381
P27695
P28482
P31749
P32245
P42574
P42858
P49798
P51151
P84022
14191
Q16236

description

MNiemann-Pick C1 protein

Geminin

lsocitrate dehydrogenase [NADP] cytoplasmic
Glycoprotein hormones alpha chain

DNA polymerase beta

Annexin A2

Microtubule-associated protein tau

Heat shock cognate 71 kDa protein
Vitamin D3 receptor

X-box-binding protein 1

Mitogen-activated protein kinase 3
DMNA-{apurinic or apyrimidinic site) lyase
Mitogen-activated protein kinase 1
RAC-alpha serine/threonine-protein kinase
Melanocortin receptor 4

Caspase-3

Huntingtin

Regulator of G-protein signaling 4
Has-related protein Rab-9A

Mothers against decapentaplegic homolog 3
Werner syndrome ATP-dependent helicase
Muclear factor erythroid 2-related factor 2

class description
Unclassified protein
Unclassified protein
Enzyme
Unclassified protein
Enzyme
Unclassified protein
Unclassified protein
Unclassified protein
NR11

Unclassified protein
Erk

Enzyme

Erk

Akt

Melanocortin receptor
C14

Unclassified protein
Unclassified protein
Unclassified protein
Unclassified protein
Enzyme
Unclassified protein

KNApSAcK metabolite in interactions
CO0003676
CO0003676
COo0003676
00003676
CO0003676
CO0003676
C00003676
C00003676
CO0003676
Co0003676
CO0003676
oooo3e7e
C00003676
COD003676
CO0003676
CDOo003676
CO0003676
Co0003676
CO0003676
00003676
CO0003676
COD003676

# of diseases (
OMIM / KEGG
)

141
0/0
1/0
0/3
o/o
o/0
4/3
0/0
2/3
1/0
o/0
0/0
o/o
4/1
1/0
0/0
141
2/0
o/o
2/0
2/M
o/0

REA~HKL




Related Diseases

From proteins in ChREMBL interactions

&-SpeciesD &

ChEMBLOAEEERHA NV EELHR
o, COEMREBIIEDLESHAIC
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REBEMESATWNDEIEN DD

P e I TN

AR KYHK

OMIM (22) KEGG DISE—ASE (16)

OoMIM preferred title UniProt KEGG name UniProt
114480 BREAST CANCER P31749 HO0136 Niemann-Pick disease type C (NPC) 015118 {related)
114500 COLORECTAL CAMNCER; CRC P31749 Pa4022 Q14191 HO0081 Hashimoto's thyroiditis PO1215 {marker)
137800 GLIOMA SUSCEPTIBILITY 1; GLM1 075874 Hooog2 Graves' disease P01215 (marker)
143100 HUNTINGTON DISEASE; HD P42858 H00250 Congenital nengoitrous hypothyroidism (| P01215 (marker)
172700 | PICK DISEASE OF BRAIN P10636 GHNG
176920 PROTELS SYNDROME P3{749 HODO58 Amyotrophic lateral sclerosis (ALS) P1D636 (related)
181500 SCHIZOPHRENIA; SCZD P49798 HO0o77 Progressive supranuclear palsy (PSP) P10638 (related)
183090 SPINOCEREBELLAR ATAXIA 2; SCAZ Q99700 HoDO78 Frontotemporal lobar degeneration (FTLD) | P10636 (related)
257220 | NIEMANN-PICK DISEASE, TYPE C1; NPC1 | 015118 HGse  |Tubsaiasis S feinted)
260540 PARKINSON-DEMENTIA SYNDROME P10636 HOO784 LOT:aIize-d autosomal recessive hypotrich | P11473 (related)
277440 VITAMIN D-DEPENDENT RICKETS, TYPE 24; | P11473 =

VDDR2A HD1143 Vitamin D-dependent rickets P11473 (related)
277700 WERNER SYNDROME; WRN Q14191 HO0539 PTEN hamartoma tumor syndrome (PHTS | P31749 (related)
278750 XERCDERMA PIGMENTOSUM, VARIANT TYP | Q9Y253 }

E: XPV HO0059 Huntington's disease (HD) P42858 (related)
600274 FRONTOTEMPORAL DEMENTIA: FTD P10636 HOD296 Defects in RecQ helicases 014191 (related)
601104 SUPRANUCLEAR PALSY, PROGRESSIVE, 1: | P10636 HOODB3 Spinocerebellar ataxia (SCA) Q99700 (related)

PSNP1 HO0403 Disorders of nuclectide excision repair QaY253 (related)
601665 OBESITY P32245
604906 SCHIZOPHRENIA 9; SCZD9 P49798
607948 MYCOBACTERIUM TUBERCULOSIS, SUSCE | P11473

PFTIBILITY TO
B0B584 ASTHMA-RELATED TRAITS, SUSCEPTIBILITY | OBWSP4

10,2
612371 MAJOR AFFECTIVE DISORDER 7; MAFD7 P17861
613795 LOEYS-DIETZ SYNDROME, TYPE 3; LDS3 PB4022
615109 COWDEN SYNDRCOME 6; CWSB P31749
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CTDD & BB EFRICEHL TH.

fE 55 72 Rl [~ %t L TtherapeuticZi
From CTD MBEELORBEMNEENT

L=,

Direct interaction
MeSH diseas CTD compo
e OMIM und name evidence type reference pmid
D007249 CO09684 Inflammation therapeutic 21964475
DD0Y369 CO09684 MNeoplasms therapeutic 21964475
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NCBI Plant Family list (430)

family 1D

HIFPI)—~
DYy

4210 @
3803 @
4136
4056 @
23513 @
5440 @
3700 o
4037 @
3465 @
4070
24966 @
2455 @
3977 o
22140
3745
4b68

family Name
Asteraceae
Fabaceae
Lamiaceae
Apocynaceae
Rutaceae
Ranunculaceae
Brassicaceae
Apiaceae
Papaveraceae
Solanaceae
Rubiaceae
Menispermaceae
Euphorbiaceae
Annonaceae
Rosaceas

Amaryllidaceae

# of KNApSAcK Species
2429
2322
B56
B24
6578
420
398
351
347
315
286
275
248
246
215
199
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Lauraceae (195)

KNApSAcK Species
Cryptocarya pynformis

Persea gratissima

Cinnamormum subayvenium MIQ.
Machilus zuihoensis

%E%EO) 1) 97 Laurus nobilis

Cinmamomum illicioides

Cinnamomurm spp.
Persea amercana
Cassytha filiformis
Neglitsea acuminatissima
Aniba megaphyila
Sassafras randaiense
Licaria chrysophylla
Aniba lancifolia
Cinnamomurm tenuifolium
Apollonias barbujana
Actinodaphne longifolia
Endiandra xanthocarpa
Machilus glaucescens
Machilus thunberngii
Necfandra amazonumm
Nectandra turbacensis
Persea kurzii

Fhoebe mexicana

Caryodaphnopsis baviensis
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