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PCIDB® {E Rk

PCIDB Metabolites ~ Species ~ Metabolite Clusters ~

PCIDB - PhytoChemical Interactions DB
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FERMOFEECH->T. ERF VI UEEKFEYOHEEFRBEIERENT
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b,
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Zfr 0 FEFE R : plant taxonomic class

L 4

R EME Ritom: RBEM-EVERT

18,313 84,241
TDMEEEYER: DR EEYER:

1,126 5,903
6% 7%
ZDhEFHEY: 2,078 TDh#EEFHEY:
11% 10,208
12%
BFIER 1,425
8% B 7 3% 5948

7%

DM FIELE: 684

4% TOMMNFEL: 2,872

3%

[WWFEFHEXVFEITNFELHB/NZEHITZDMIZI3EINS




51%

RN FEFE R plant family

Top11/430: XHHEY-EMERT

M Fabaceae(¥ A%}): 11,679
M Asteraceae(F2%}): 9,441
M Lamiaceae(>V%l): 3,946
M Rutaceae(SHF}): 3,136
M Apocynaceae(FaVF I+ H): 2,710
M Brassicaceae(7 7 57 %}): 2,486
M Apiaceae(t2')%}): 1,629
M Papaveraceae(7%l): 1,628
M Ranunculaceae(F R4 %}): 1,529
M Annonaceae(/\> LA F}): 1,493
M Solanaceae(7 A #l): 1,489
Z Dfth: 43,007

KEUfamilylXT < AR TR 45 1GE
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KNApSAcKEChEMBL, CTDED L& B S

e Standard InChl (ChEMBL)
— IUPACIZ& 5. EZEML S FHEEST X
— MAREMEREEELLZLMEEW) VI ELT= (Main Layer)

« CASEEx&E = (CTD)
—EEMBEDDO T IFIRRAL T —R



ChEMBL

Release 17 (Aug. 2013)

EELEUHRBIEEYMDT—FIR—X

R—T MBI EF) BT 57 vEA 15
— XEADhT=a7 )L + PubChem Mo D EER
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>73A7vtA. >12005 TR, >13051L &Y
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£ YRR

— EFTIE2,7841{@
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2132 Homo
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Ver. Oct. 2013

« REMELNARIZEZSEEZEX A oHT

« CHLEY) -G (EEF) HEERIER
- EEOHBEERRUV.ERELTDIVERIELGEDRBIENLGEREZET
— S3{EDMHEEERAREERIA
— C(MeSH Term) - G (Entrez gene id)
— >88A L 3—K (curated)

« C(ItE&¥)-D (KE) HEERIFH
— therapeutic A marker/mechanism [Z5 ¥ 5
— C(MeSH Term) - D (MeSH Term)
— >18 AL 3—K (curated)




KNApSAcKEChEMBLD {E & 1) 2% (Standard InChl)

No target, 1,519
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No link, 34,388

‘ Linked to ChemBL | * 15,660 {XEIEM D ChEMBLIE &
(main layer), 6,173 (:‘jbfljygghf:
o 4,712 REEMDERE—F VRRY
NIBLEOHEBERBERZED

50,048 KNApSAcK{E 1 1)




CTD gene~®D')> %
1032

CTD disease~D)>4
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No link, 48,925
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— KEGG BRITED 3% FI A

br08003, Phytochemical Compounds

o EEEZFIALT=-5% (KCF-S cluster)

— KCF-S (GIW2013, Kotera et al.,)
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« oD BERSEE (phytochemical cluster)
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phytochemical clusters

KEGG BRITE £4% 438 (br08003, Phytochemical Compounds)
— A,B,C,DD4fEE
- CREEBTH%E: 1631

KCF-S cluster
— 8,955 clusters (3,245 singletons)
— 10,000 descriptors
— similarity / clustering cutoff value = 0.7 / 0.5

phytochemical cluster (CH 5D HFEFR 9 H)
— 84 clusters
— 161885 8 & 994 KCF-S clustersh H4& Ak
— HEMRBEVDSL.51%BFFEND
— ChEMBLOMEEATERICOVTIX, 73%MEFEN S

KEGG BRITE F}#% % %8: 161

1 2 3 4

a| |5]i|6,78|:

84 phytochemical cluster




phytochemical clusters

PCIDB Metabolites ~ Species ~ Metabolite Clusters ~ help

84 phytochemical clusters

No. # of metabolites | # of KCF-S clusters | Classes of Phytochemical Compounds in KEGG BRITE

1 176 63 Pyrrolidine alkaloids
Tropane alkaloids
Piperidine alkaloids
Pyridine alkaloids
Acetate derived alkaloids

2 131 20 Pyrrolizidine alkaloids
Indolizidine alkaloids

3 175 16 Quinolizidine alkaloids

4 1605 g5 Isoquinoline alkaloids

Indole alkaloids

Pyrroloindole alkaloids

phytpchemical Others

cluster

Y

‘ﬁgm 2 2 Thiazole alkaloids
6

186 22 Tyramine derivatives

Caffeate derivatives

Coniferyl alcohol derivatives
Paracoumaryl alcohol derivatives
Sinapate derivatives

Others

7 243 43 Acridone alkaloids
Quinazoline alkaloids
Quinoline alkaloids

8 2 2 Imidazole alkaloids
9 9 2 Phenylalanine derived alkaloids

10 394 20 Terpenoid alkaloids




PCIDB

Metabaolites ~

&-phytochemical clusterD 15 #

Species -

Metabolite Clusters - help

phytochemical cluster No. 3 (168 metabolites)

Plant Species

Cumulative plant class count in this cluster

KEGG BRITER % 9 58

(Quinolizidine alkaloids)

Index

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

Human Protein / Gene in
interactions

Related Diseases

KCF-S cluster (16)

EMISRA57 5
(E3EIAWZ )

class name
rosids
Maagnoliophyta

asterids

Embryophyta
core eudicotyledons

Spermatophyta

count
1016
29

23

Cumulative plant family count in this cluster

273)—988
(XX AFL)

(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

BRO08003 category (1) @&
BROB0O0D3 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

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

HEHE D
YAREID

R

B8 9" BKCF-S cluster




& phytochemical clusterD1ER (X FHEY) XK)

&K B IRH

&I IE KCF-S cluster

Metabolite list (168)

l#ﬁ

ﬁm # of proteins in
ChEMBL interaction # of genes in
/ related OMIM CTD interaction KCF-S
KNApSAcK ID | name ChEMBL link CTD link / related KEGG DISEASE / related diseases | cluster figure
C00036283 @ | Dimethamine No. 85
C00032558 @ | 11,12-Seco-12,13- C058266 No. 85
didehydromultiflorine
C00007720 @ | N-Acetylcytisine CHEMBL1513538 2/3/7 No. 85
CHEMBL1553838
C00007713 @ | (-)-N-(3-Oxobutyl)cytisine CHEMBL190851 4/3/1 No. 85
o O
C00026280 @ | Oxymatrine CHEMBL458337 C037573 3/11/6 0/4 No. 85
/ Ammothamnine CHEMBL1358502
/ Matrine N-oxide
/ (+)-Matrine N-oxide
/ Matrine 1beta-oxide
C00007712 @ | Rhombifoline CHEMBL1397610 C119591 No. 85
/ (-)-Rhombifoline
C00007704 @ | Cytisine CHEMBL47039 C004712 27/36/33 6/1 No. 85
/ (-)-Cytisine CHEMBL497939
CHEMBL1628606




PCIDB

Metabaolites ~

&-phytochemical clusterD 15 #

Species -

Metabolite Clusters - help

phytochemical cluster No. 3 (168 metabolites)

Plant Species

Cumulative plant class count in this cluster

KEGG BRITER % 9 58

(Quinolizidine alkaloids)

Index

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

interactions

Related Diseases

Human Protein / Gene in

KCF-S cluster (16)

EMISRA57 5
(E3EIAWZ )

class name
rosids
Maagnoliophyta

asterids

Embryophyta
core eudicotyledons

Spermatophyta

count
1016
29

23

Cumulative plant family count in this cluster

273)—988
(XX AFL)

(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

BRO08003 category (1) @&
BROB0O0D3 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

KCF-S ID # of bolite
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
D) Y%EER

HEHE D
YAREID



WEPISR 5
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PCIDB

Metabolites ~ Species -

&-KCF-S clusterD {5

KCF-S cluster No. 85

Relevant Phytochemical cluster No. 3

Plant Species

Cumulative plant class count in this cluster

Metabolite Clusters ~ help

Index

Plant Species

BROB003 list (6)

interactions

Related Diseases

BR08003 category (1)

Metabolite list (49)

Human Protein / Gene in

class name

rosids
Magnaliophyta
asterids

core eudicotyledons

Spermatophyta

count
299
12

Cumulative plant family count in this cluster

273)—5HE
(IRIX< AF)

class name
Fabaceae
Berberidaceae
Cupressaceas
Styracaceae
Amaranthaceas
Daphniphyllaceae
Convolvulaceas
Orobanchaceas

Euphorbiaceae

count
298
12

BRO0B003 category (1) & BRO08003 list (6)

BROB003 Category KEGG COMPOUND count BROB003 Category KEGG ID | KNApSAcK ID

Quinolizidine alkaloids 5 Quinclizidine alkaloids C10752 | CODDD2209
Quinalizidine alkaloids Co2621 | Co0002221
Quinalizidine alkaloids C10772 | C00002225
Quinclizidine alkaloids C10774 | CoDOO2227
CQuinolizidine alkaloids C10776 |C0O0002229
Quinolizidine alkaloids C10752 | COD007692

KEGG BRITER 4 &8

(Quinolizidine alkaloids)

H£HED
YAREYD
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& phytochemical clusterDEH (72 FL N IL D EEEETFHR([a])

ChEMBLAEE{ERA /N B D1EHR

Human Protein / Gene in interactions

117 ChEMBL Protein in interactions

accession

Q03164
000255

pP28482
P10635
Q92830
P33261
Bl 712
PO5177
P08684
P02545

P83916
P11387

1

description

Histone-lysine N-methyltransferase 2A
Menin

Mitogen-activated protein kinase 1
Cytochrome P450 2D6

Histone acetyltransferase KAT2A
Cytochrome P450 2C19
Cytochrome P450 2C9
Cytochrome P450 1A2
Cytochrome P450 3A4
Prelamin-A/C

Chromobox protein homolog 1

DNA topoisomerase 1

|

class description

Enzyme
Unclassified protein

Erk

Cytochrome P450 2D6
Enzyme

Cytochrome P450 2C19
Cytochrome P450 2C9
Cytochrome P450 1A2
Cytochrome P450 3A4
Unclassified protein

Unclassified protein

Isomerase

1

X EERAINDE
d Il mde |1 V1S & - T
HEERAOXRELS [CEAEY HEEBDE(
KNApSAcK{X S EE ¥ OMIM / KEGG )
# of diseases
KNApSAcK metabolite in interactions (OMIM / KEGG)
C00002207 C00002218 C00002224 C00002227 C00002236 C00002238 |1/2
C00007681 C00007682 C00007735 C00007736 CO0007757 C00023313
C00026289 C00026301 C00026325 C00026326 C00026329
C00002207 C00002218 C00002224 C00002227 C00002236 C00002238 |2/5
C00007681 C00007682 CO0007735 C00007736 CO0007757 C00023313
C00026289 C00026301 C00026325 C00026326 C00026329
C00002227 C00002236 C00007681 C00007682 CO0007757 C00023313 |0/0
C00026289 C00026301 C00026329
C00002207 C00002218 C00002236 C00002238 CO0007681 CO0007682 |1/0
C00026325 C00026326 C00026329
C00002227 C00002236 C00007681 C0O0007682 CO0007757 C00023313 |0/0
C00026289 C00026301 C00026329
C00002207 C00002218 C00002236 C00002238 C00007681 C00007682 |1 /1
C00026325 C00026326 C00026329
C00002218 C00002236 C00007681 C00007682 CO0007735 C00026325 |0/ 1
C00026326 C00026329
C00002218 C00002236 CO0007681 CO0007682 CO0026325 C00026326 |0/0
C00026329
C00002218 C00002236 C00007681 C00007682 C00026325 C00026326 |0/ 1
C00026329
C00002218 C00002236 C00007681 CO0007682 C00026325 C00026326 |11/ 10
C00026329
C00002218 C00007758 C00026281 C00026325 C00026326 0/0
C00002227 C00007757 C00023313 C00026289 C00026301 0/0

HEERI/INIE DUnIiProt ID, AT, 7




11 Gene in CTD interactions
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HEABORSELAES

T e [ § 7 I v 7

KNApSAcK{t i ZE 9

FI

!

gene
1135
1136
1137

1139
1141
1143
4609

4893
7150
7157
1565

gene name
CHRNA2
CHRNAS, LNCR2, NACHRA3, PAOD2

CHRNA4, BFNC, EBN, EBN1, NACHR, NACHRA4,
NACRA4

CHRNA7, CHRNA7-2, NACHRA7
CHRNB2, EFNL3, nAChRB2
CHRNB4

MYC, MRTL, MYCC, bHLHe39, c-Myc

NRAS, ALPS4, N-ras, NRAS1, NS6
TOP1, TOPI
TP53, BCC7, LFS1, P53, TRP53

CYP2D6, CPD6, CYP2D, CYP2D7AP, CYP2D7BP,
CYP2D7P2, CYP2D8P2, CYP2DL1, CYPIID6, P450-
DB1, P450C2D, P450DB1

gene description
cholinergic receptor, nicotinic, alpha 2 (neuronal)
cholinergic receptor, nicotinic, alpha 3 (neuronal)

cholinergic receptor, nicotinic, alpha 4 (neuronal)

cholinergic receptor, nicotinic, alpha 7 (heuronal)
cholinergic receptor, nicotinic, beta 2 (neuronal)
cholinergic receptor, nicotinic, beta 4 (neuronal)

v-myc avian myelocytomatosis viral oncogene
homolog

neuroblastoma RAS viral (v-ras) oncogene homolog
topoisomerase (DNA) | (EC:5.99.1.2)
tumor protein p53

cytochrome P450, family 2, subfamily D, polypeptide 6
(EC:1.14.14.1)

C00002218
C00002218
C00002218

C00002218
C00002218
C00002218

C00002227

C00002227
C00002227
C00002227

C00002236

KNApSAcK metabolite in interactions

C00002227
D)) ER

iR

T 1

1

HEERZ/INIE DEntrez gene ID, &I

Bl




EYDER(57TFLRILOBEEERERA))
NIE DR

ChEMBL/CTD3EE {42

Human Protein / Gene

in interaction

5 ChEMBL Protein in interactions

(QF=3

ChEMBL Assay / Activity

U

# of diseases
accession | description class description compound assay ID (# of activities) (OMIM / KEGG)
P11387 DNA topoisomerase 1 Isomerase CHEMBL 1824581 CHEMBL1826307 (1) 0/0
Q92830 Histone acetyltransferase KAT2A Enzyme CHEMBL1733145 CHEMBL1738606 (1) 0/0
pP28482 Mitogen-activated protein kinase 1 Erk CHEMBL1396816 CHEMBL1613808 (1) 0/0
000255 Menin Unclassified protein CHEMBL1396816 CHEMBL1614531 (1) 275
Q03164 Histone-lysine N-methyltransferase 2A Enzyme CHEMBL1396816 CHEMBL1614531 (1) 1718

CTD interaction (4)
reference
compound |gene gene name gene description interaction interaction type form pmid
C034244 4609 MYC v-myc avian myelocytomatosis viral matrine results in decreased expression of | decreases expression mRNA | 11489473
MRTL oncogene homolog MYC mRNA
MYCC
bHLHe39
c-Myc
C034244 4893 NRAS neuroblastoma RAS viral (v-ras) matrine results in increased expression of | increases expression mRNA | 11489473
ALPS4 oncogene homolog NRAS mRNA
N-ras
NRAS1
NS6
C034244 7150 TOP1 topoisomerase (DNA) | (EC:5.99.1.2) matrine analog results in decreased decreases activity protein | 21194615
TOPI activity of TOP1 protein
C034244 7157 TP53 tumor protein p53 matrine results in increased expression of | increases expression mRNA | 11489473
BCC7 TP53 mRNA
LFS1
P53
TRP53
HEERADGHRA, 758, FRAXNR 5| ATk
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Related Diseases

Diseases related to proteins in ChEMBL interactions

OMIM (81) KEGG DISEASE (68)
OMIM preferred title UniProt KEGG name UniProt
#300438 17-beta-hydroxysteroid dehydrogenase x deficiency Q99714 H00033 Adrenal carcinoma 000255 (related)
#100100 Abdominal muscles, absence of, with urinary tract P20309 H00034 Carcinoid 000255 (related)
sbriarmality and cryptoechidism H00045 Malignant islet cell carcinoma 000255 (related)
#219080 Acth-rllndependent macronodular adrenal hyperplasia; P63092 H00246 Primary hyperparathyroidism 000255 (related)
aima
H01102 Pituitary adenomas 000255 (related)
#103780 Alcohol dependence P08172
P14416 HO00016 Oral cancer P00533 (related)
P31645 P00533 (marker)
#614373 Amyotrophic lateral sclerosis 186, juvenile; als16 Q99720 H00017 Esophageal cancer PO0533 (related)
. o . . P35354 (related)
#602025 Body mass index quantitative trait locus 9; bmig9 P41968
4300615 B d 21397 H00018 Gastric cancer P00533 (related)
runner syndrome P04626 (related)
#115200 Cardiomyopathy, dilated, 1a; cmdia P02545 H00022 Sladder Garcer P00533 (related)
#212112 Cardiomyopathy, dilated, with hypergonadotropic P02545 P04626 (related)
hypadonadism H00028 Choriocarcinoma P00533 (related)
#605588 Charcot-marie-tooth disease, axonal, type 2b1; cmt2b1 P02545 P03956 (related)
#162800 | Cyclic neutropenia P08246 PINA28 (inkitad)
#612522 | Diabetes meliitus, insulin-dependent, 22; iddm22 P51681 S GRkUalEanCEE PR (rekaind)
P04626 (related)
#609535 Drug metabolism, poor, cyp2c19-related P33261 .
H00042 Glioma P00533 (related)
#608902 Drug metabolism, poor, cyp2d6-related P10635 P00533 (marker)
#181350 Emery-dreifuss muscular dystrophy 2, autosomal P02545 H00055 Laryngeal cancer P00533 (related)
dominant; edmd2 P00533 (marker)
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Diseases related to CTD interactions

14 disease in interactions with metabolites

KNApSAcK
MESH or OMIM name metabolite
D001145 Arrhythmias, Cardiac C00002214

C00002236
D006331 Heart Diseases C00002227
D064420 Drug-Related Side Effects and Adverse C00002214

Reactions
D014693 Ventricular Fibrillation C00002214
D002289 Carcinoma, Non-Small-Cell Lung C00002227
D002779 Cholestasis C00002227
D056487 Drug-Induced Liver Injury, Chronic C00002227
D012640 Seizures C00002218
D008113 Liver Neoplasms C00002227
D003092 Colitis C00007758
D019694 Hepatitis B, Chronic C00007758
D007249 Inflammation C00007758
D008106 Liver Cirrhosis, Experimental C00007758
D054537 Atrioventricular Block C00002236
KREBID, KEA KREICEET S
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Natural Activity® & S 51

Species ~ Metabolite Clusters ~

Acnistus arborescens

Index

Plant Species
Natural Activity
Metabolite list (3)

Human Protein
/ Gene in interactions

Related Diseases

T A%

- N . =
Species KNApSAcK T M)—15 % Natural Activity
_ Natural Activity®D') A+
KNApSAcK Entry List (8)
Organism name Acnistus arborescens Species Activity
Genus Acnistus Acnistus arborescens (L.) Schitdl. Anticancer *-LF-_ (A t. )
=T=3
Family Solanaceae Acnistus arborescens (L.) Schitdl. Antileukemic J-l' = nticancer
. ] o .
Kingdom Plantae Acnistus arborescens (L.) Schitdl. Antimalarial *J'[, E m;ﬁ] (Antlleu ke mIC)
Acnistus arborescens (L.) Schitdl. Antiproliferant
Acnistus arborescens (L.) Schitdl. Cytotoxic
NCBI taxonomy NCBI taxonomy’l%*ﬁ Acnistus arborescens (L.) Schitdl. Diuretic
Entry Acnistus arborescens (L.) Schitdl. Emollient
- Acnistus arborescens (L.) Schitdl. Piscicide
Linked NCBI taxonomy name Acnistus arborescens
Linked NCBI taxonomy ID 362341
Linked level species
Family
Family in NCBI taxonomy Solanaceae
ID 4070
Kingdom (Superkingdom)
Kingdom (Superkingdom) in NCBI Viridiplantae
taxonomy
ID 33090
Plant class
Plant class asterids
ID 71274
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Human Protein / Gene in interactions

27 ChEMBL Protein in interactions

Natural Activity® & S 51

# of diseases

accession | description class description KNApSAcK metabolite in interactions (OMIM / KEGG)
P17861 X-box-binding protein 1 Unclassified protein C00003676 1/0
Q99700 Ataxin-2 Unclassified protein C00003676 1/1
P49798 Regulator of G-protein signaling 4 Unclassified protein C00003676 2/0
P06746 DNA polymerase beta Enzyme C00003676 0/0
P42574 Caspase-3 c14 C00003676 0/0
P28482 Mitogen-activated protein kinase 1 Erk C00003676 0/0
P27361 Mitogen-activated protein kinase 3 Erk C00003676 0/0
P11473 Vitamin D3 receptor NR1I1 C00003676 2/3
P42858 Huntingtin Unclassified protein C00003676 1/1
P84022 Mothers against decapentaplegic homolog 3 | Unclassified protein C00003676 2/0
075496 Geminin Unclassified protein C00003676 0/0
P51151 Ras-related protein Rab-9A Unclassified protein C00003676 0/0
P32245 Melanocortin receptor 4 Melanocortin receptor C00003676 1/0
Q9Y253 DNA polymerase eta Enzyme C00003676 1/1
P07355 Annexin A2 Unclassified protein C00003676 Acnistus arborescens?f)‘ ﬁo 0/0
015118 Niemann-Pick C1 protein Unclassified protein C00003676 {%%E% C00003676 t 1/1
Q96QE3 | ATPase family AAA domain-containing protein | Unclassified protein C00003676 0/0
: P31749 (Akt)DHHE £ F
P31749 RAC-alpha serine/threonine-protein kinase Akt C00003676 4/1
Q9UNA4 | DNA polymerase iota Enzyme C00003676 0/0
Q6W5P4 | Neuropeptide S receptor Neuropeptide receptor | CO0003676 1/0
P27695 DNA-(apurinic or apyrimidinic site) lyase Enzyme C00003676 0/0
P10636 Microtubule-associated protein tau Unclassified protein C00003676 4/3
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Related Diseases

Diseases related to proteins in ChEMBL interactions

Natural Activity® & S 51

OMIM (22) KEGG DISEASE (16)
OMIM preferred title UniProt KEGG name UniProt
#608584 Asthma-related traits, susceptibility to, 2 QB6W5P4 H00136 Niemann-Pick disease type C (NPC) 015118 (related)
#114480 Breast cancer P31749 H00081 Hashimoto's thyroiditis P01215 (marker)
#114500 Colorectal cancer; crc P31749 H00082 Graves' disease P01215 (marker)
CP)E:A:‘.(‘)Iii H00250 Congenital nongoitrous hypothyroidism (CHNG) | P01215 (marker)
H00058 Amyotrophic lateral sclerosis (ALS) P10636 (related)
#615109 Cowden syndrome 6; cws6 P31749
H00077 Progressive supranuclear palsy (PSP) P10636 (related)
#600274 Frontotemporal dementia; ftd P10636
. o H00078 Frontotemporal lobar degeneration (FTLD) P10636 (related)
#137800 Glioma susceptibility 1; gim1 075874
. . H00342 Tuberculosis P11473 (related)
#143100 Huntington disease; hd P42858
. H00784 Localized autosomal recessive hypotrichosis P11473 (related)
#613795 Loeys-dietz syndrome, type 3; Ids3 P84022
. . : HO01143 Vitamin D-dependent rickets P11473 (related)
#612371 Major affective disorder 7; mafd7 P17861
. . o H00539 PTEN hamartoma tumor syndrome (PHTS) P31749 (related)
#607948 Mycobacterium tuberculosis, susceptibility to P11473
: . . HOOU59 Huntington's disease (HD) PZ42858 (related)
#257220 Niemann-pick disease, type c1; npci 015118
. H00296 Defects in RecQ helicases Q14191 (related)
#601665 Obesity P32245
H00063 Spinocerebellar ataxia (SCA) Q99700 (related)
#260540 Parkinson-dementia syndrome P10636
H00403 Disorders of nucleotide excision repair QY253 (related)
#172700 Pick disease of brain P10636
#176920 Proteus syndrome P31749 N
= =N b
#604906 Schizophrenia 9; sczd9 P49798 P31749 (Akt) ‘iE ‘bﬂig ‘% Egb\ &6
#181500 Schizophrenia; sczd P49798
#183090 Spinocerebellar ataxia 2; sca2 Q99700
#601104 Supranuclear palsy, progressive, 1; psnp1 P10636
#277440 Vitamin d-dependent rickets, type 2a; vddr2a P11473
#277700 Werner syndrome; wrn Q14191
#278750 Xeroderma pigmentosum, variant type; xpv Q9Y253
Diseases related to CTD interactions
2 disease in interactions with metabolites
KNApSAcK
= - s, <
MESH or OMIM | name metabolite CTD'hE L,-C_-E,~ ﬂﬁE%C000036760)
D007249 Inflammation C00003676 = ‘,
SRS 9 HBREREAH
D009369 Neoplasms C00003676 E 5 ﬁ; 'ﬁ *‘1 6 ﬁ H h 6




o oo BE 2% & EH
YT LBFAFE PR

* KNApSACKEMTELRTE D EDIEZEIE

— NCBI Taxonomy~DEMBL DI VEL T L. TNERW -4 WENLE

« KNApSAcK&. ChEMBL, CTDEDEEMI I DYER

KNApSACKIX R EYI DB ERLE IR KA BERUBES
FEMALE-2EOER

« FFLARNILOHEEETFBROKS

« PCIDB( PhytoChemical Interactions DB ) {E i & 42 B



SROEREM

M—HTREB ST HARRDESRE

— MetaMap, UMLS

ChEMBLXCTDULAA D FLARILDBEETERDOEHS

— f5l) EZ S KEGG DRUG. A ZE: KEGG ENVIRON. &lI{EF3: SIDER

e __

ChEMBL7 vt A D ;EHFMIFHR . EFLISA D E S
MRS AL i+ {0k )

_ R (MIAME. HEEE. YL AEEAOLA)
KNApSACKIZE SN TLVE WK EMIFHRO 7 A

— FIRARBEWIZEAL T, KCF-S clusterf®phytochemical cluster@
FALE. 2FLRNILOHEEERESR T




