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SUBCOMP SIMCOMP

Enter query compound: (in one of the four forms)

HFREEERUICRRZHRUVARH (1) o
KNAPSACK ZIRFEMNRICEN (587) o

BERREZTBLICF—T— FRR,

Compound ID (Example) C00022 View structure
MOL File Name TPANEER ) 77 A BRRENTWEEA
MOL File Text
SMILES
Select target database:

® COMPOUND () DRUG (O KNApSAcK () REACTION

HRCEenmLizAyay

v Advanced options
Docking mode () Atom based @) Bond based

(Matching by () Element () Atom class ® KEGG atom)
Post-processing mode @ None () for the largest SCCS () for all SCCSs

(Matching by @ Element () Atom class () KEGG atom)
Chiral check ) Off

A\
BELBABDT S 2ERAE

SIMCOMP help %—?E’E{ZFEBUOY%, g

Download KegDraw
KegDraw is a Java application for drawing compound structure.

Feedback KEGG GenomeNet

Kyoto University Bioinformatics Center
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SUBCOMP SIMCOMP i‘ﬁ% HE%%F?\ l-/ 7’(_*/\%% BQE L/ ﬁﬂ% (ET) [o]
KNAPSACK ZARFIIRICEN (BT) o

Enter query compound: (in one of the four forms)

Compound ID (Example) C00022 View structure
MOL File Name TPANERR ) 77 ILBRRENTWERA

MOL File Text

SMILES

Select target database:

HRCEenmLizAyay

~ |
v Advanced options
Search mode g’ @ Al O suBstructure () SUPERstructure 9 I U ‘ =} iﬂ%*ﬁ O)ﬁ%%
Matching conditions ("] Charge (e.g. distinguish "OH" from "O-")
["1Valence (e.g. distinguish "S<" from "=S=")
"] Coordinate bond (consider "[X+]-[Y-]" as "X=Y")
("] Chiral

2 HEFEMEFXBI OB E

Download KegDraw
KegDraw is a Java application for drawing compound structure.

® COMPOUND () DRUG () KNApSAcK () REACTION

SUBCO

€l

Feedback KEGG GenomeNet Kyoto University Bioinformatics Center
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R0O0395 R0O0454 R01154 R01617 RO16

2.3.1 49.6 23 R03552 R03718 R03720 R0O3760 R0O39
R06978

6.3.2 36.9 7 R00497 R02153 R02154 R02473 R027

6.3.1 23.5 11 R01917 R02929 R03822 R06529 R0O73

2e3 2, 19.0 4 R01687 R03956 R05029 RO5055

6.3 R04562 R04563 R0O4582 R04604 ROS5 '72/_[3\4%5#&(\: @%ﬁ@%%gﬂéiﬁ L/T/L\\Bﬁo
3.4 16.9 8 4 4 4 4604 ROS1 gg—imLT%N?@Q@J}HgtH#&BQE L/‘Cﬁ\ﬁ’ﬁo
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SIMCOMP Search

(S) http://www.genome.jp/ligand-bin/search_list?STEP=50&PAGETEXT=1&hPAR=20&hPAGE=1&unclassified=&org_name¢® "..(Q' Coogle
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SIMCOMP Search Result

Database : KEGG COMPOUND

Number of entries in a page [ 50 B‘ Hide structure

Items: 1 -430f 43

( Top 50 a Clear [ Map to Pathway Q

SRIUEED SR

EDIRFR

>

Search PATHWAY
€ http:/ /www.genome.jp/kegg-bin/searcl -.(Q' Google )

Pathway Search Result

Following object(s) was/were not found cpd:C01048 cpd:C01126 cpd:C02569 cpd:C03115
cpd:C03220 cpd:C03427 cpd:C03461 cpd:C04093 cpd:C04500 cpd:C04590 cpd:CO5308
cpd:C05847 cpd:C09094 cpd:C09665 cpd:C09666 cpd:C09730 cpd:C13297 cpd:C16689

cpd:C16826

o ko00100 Biosynthesis of steroids

No | Entry Structure cpd:C00129 I 1 diphosph ; delta3-I 1 diphosph ; delta3
cpd:C00235 Dimethylallyl di ; Prenyl di ; 2-I 1 dig
cpd:C00341 Geranyl diphosphate

H trans,trand cpd:C00353 Geranylgeranyl diphosphate; Geranylgeranyl pyrophosphate; all-ty
_:l_ _,l_ . dipho’spha’ cpd:C00448 trans,trans-Farnesyl diphosphate; Farnesyl diphosphate; Farnesyl|
ﬂ I 1] ] cpd:C01230 all-trans-Hexaprenyl diphosphate
C00448 cpd:C03428 Presqualene diphosphate

1 cpd:C04145 all-trans-Nonaprenyl diphosphate; Solanesyl pyrophosphate; Solar]
cpd:C04146 all-trans-Octaprenyl diphosphate; Farnesylfarnesylgeraniol
cpd:C04216 all-tr Heptaprenyl di

Similarity-Score : 1.00 cpd:C04217 all-trans-Pentaprenyl diphosphate
cpd:C05427 Phytyl diphosphate
cpd:C11811 l-Hydroxy-2-methyl-2-butenyl 4-diphosphate; (E)-4-Hydroxy-3-metH
2-cis. 6-t + ko01062 Biosynthesis of terpenoids and steroids
~cis,6-tral
[ s,
2 C16826 diphosphat] cpd:C00129 I 1 diphosphate; delta3-I 1 diphosphate; delta3-
(2Z,6E)-Fa) cpd:C00235 Dimethylallyl di ; Prenyl di ; 2=I 1 dig)|
cpd:C00341 Geranyl diphosphate
cpd:C00353 CGeranylgeranyl diphosphate; Geranylgeranyl rophosphate; all-tr
Similaritv-Score : 0.99 cgd:comZL otictor myh ciphosphates yigeranyl pyrophosphate;
8006 KEGG PATHWAY: Biosynthesis of steroids - Reference pathway (KO) cpd:C00448 trans,trans-Farnesyl diphosphate; Farnesyl d.\.phosphate, Farnesyl
<> (e £ 9http://www.genome.]p/kegg-b\n/mark_palhway_mm‘/lZAOSBS12519149/1(00010030".(Q' Google ) cpd:C05859 Dehydrodolichol di ; Dehydrodolichyl diph
cpd:C06081 Polyprenol
K Biosynthesis of steroids - Reference pathway (KO) m cpd:C11356 trans,trans,cis-Geranylgeranyl diphosphate; trans,trans,cis-Geré
g cc Help is-pol cpd:C11811 l-Hydroxy-2-methyl-2-butenyl 4-diphosphate; (E)-4-Hydroxy-3-metk
C16689 [ Pathway menu | Pathway entry ] kphat] o

3 (Reference pathway (KO) ) (co == +) . Terpenoid y
cpd:C00129 I 1 diphosph ; delta3-I 1 diph h ; delta3-
cpd:C00235 Dimethylallyl di ; Prenyl di 5 2-I 1 dig

BIOSYNTHESIS OF STEROIDS cpd:C00341 Geranyl diphosphate
cpd:C00353 Geranylgeranyl diphosphate; Geranylgeranyl pyrophosphate; all-tr
cpd:C00448 trans,trans-Farnesyl diphosphate; Farnesyl diphosphate; Farnesyl
cpd:C06081 Polyprenol
E cpd:C06111 Nerolidyl diphosphate; NPP
pymuwate : 5 ig- i s is-Gers
4 C03115 I aicytie s i DeoeyD asmioe G syl tr] cpd:C11356 trans,trans,cis-Geranylgeranyl diphosphate; trans,trans,cis-Gere
2-buteng] - -phosp)
I X o ko00981 Insect hormone biosynthesis
| 2-Phospho-d- (cymlil\zs diphospho)- ethyk D Glycemdmyde
l\,,ﬁ 2:C-methyiD-erythrit Bemyiii 4 shosphare — cpd:C00448 trans,trans-Farnesyl diphosphate; Farnesyl diphosphate; Farnesyl
- | e reme
cpd:C16501 Farnesal D
Y [EE - o—{Z75 | —o+—{ZTisE—oe—{TiiE & ————— cpd:C16502 Farnesoic acid 2
Mevalonate g;g{gg:;g;mcm cpd:C16503 Methyl farnesoate v
——»0 VitminK ___ Reduced VitaminK [ 2 = Ja»
e o o (o
. = (]
| anx min K Vitamin E biosynthesis
I zmmylspnywhunwl rmcnpmml
I o VTEL -0 Q o Toropterst
1 23-Dimethyl- pl\y!yrqmlwl itamin E)
all-trans- &-Tocopherol [&Tnmpheml
Gernylgersnyl-PP |
g ~o{ oty ot et e )
Geranyl-PP
~— »o—{BEIEl»o— (ST} »o———»o—[EETI-»o Jirt
Presquelene-PPQ Penprensl- Hexaprenyl- Hepuaprenyl  Octaprenyl- diphosphate
diphosphate diphosphate o diphosphate
.
v
(5)-Squalene-2 3-epoxide O—— 54998 ———— 4
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