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4 Hydropho... 0 e | | HYDROPH... 0.14 2.86 012 [Ine
IS Hydropho... 0 (o [ ] HYDROPH.. 1.9 -122 0.48 [no
|6 Hydropho. 0 (o [ | HYDROPH.. -0.82 -0.14 0.4 [ INo
L >
\ Molecule /\_Atom J\_Query J\_QueryOp J\ PointFeature

e

v

[ ] Auto Pharmacophore Generation ]

Auto Pharmacophore Generation

@ Information
5 Summary

10 top pharmacophores selected from 32 candidates
@ Details

o Results

Pharmacophore 01
Pharmacophore 02

View Results

@ Parameters

Copyright

Dassault Systémes Biovia Corp - All fights reserved

Tocatoneatus |\ Hiydrophobictaatg 17| PointFeature: 11 columns (1 column hidden)
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Create Pharmacophore Automaticaly 7 | »
Create Pharmacophore Manually

Edit and Cluster Features

I Find Features

From an input ligand or ligands.

Feature Mapping. ..

From a binding site.

Interaction Generation. ..
|l

Select the target feature category to
be used for the commands below.

Current Feature: All Features

Show or hide the feature or the location
constraints of the category selected
above or any non-feature related
objects {.g., a protein).

ShowjHide All Non-Features
Perform a hierarchical dustering of the : Av

feature category selected above. Index Mame Visible Tagged Visibility Locked D STAR SECONDARY_ID SYNONYM IUPAC_NAME FORMULA MASS MONOISOTOPIC_MASS
(o [Cne CHEB.. 3 CHEBI:35814; CHEB .. Zineol; eucalyp .. 1,3,3-trimethyl-2- . C10H180 154.249 154,136

1 1,8-cinecle

Molecule J/\_Atom /\_Bond J

Use the Select tool to select one or more objects. Click to select an object, drag to select multiple objects. localhost:9943 [ ] 20.1.0.19295
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File Edit View Chemistry Structure SEquence Chart Smpt: Tools  Window He\p
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Toos ] Files £ [<]Ds Welcome
Create Pharmacophore Automatically A
Create Pharmacophore Manualy
Edit and Cluster Features

| | Find Features

From an input ligand or ligands.

|%<] 18 cineol, chEBI 27961_sage [

Feature Mapping...
From a binding site.
Interaction Generation

| | select Feature category

Select the target feature category to
be used for the commands below.

Current Feature: All Features ~

Show or hide the feature or the location
constraints of the category selected
above or any non-feature related
abjects (e.g.,  protein).

ShowjHide All Non-Features
| | cluster

Perform a hierarchical dustering of the
feature category selected above.

AV
Index  Mame  Visible  Tagged  VisibilityLocked 1D STAR  SECONDARYID  SYNONYM  IUPACNAME  FORMULA  MASS  MONOISOTOPIC_MASS
(e e CHEB... 3 CHEBL:35814; CHEB... Zineol; eucalyp... 1,3,3rimethyl-2-.. C10H180 154249 154.13%

11 1,8-cineole

¥
+
+
x

< >

~ | \_Molecule /\_Atom 7\ Bond J

Use the Select tool to select one or more objects. Click to select an object, drag to select multiple objects.
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[ Hacromolcules | Smulton | Receptor gand oteracons [EPR Y smal ok Kray | y Toos T —
Grew B2 E ® x 2% @  [H Display Style... + Non-bond Interactions... +
Toos B Files 1 - | DS Welcome

Create Pharmacophore Automaticaly - | »

Create Pharmacophore Manualy

Edit and Cluster Features

| | Find Features

%*| 18 cineol_ChEBT_27961_sage [

From an input ligand or ligands
Feature Mapping...

From a binding site
Interaction Generation. .

I Select Feature Category

Select the target feature category to
be used for the commands below.

Current Feature: All Features

Show or hide the feature or the location
constraints of the category selected
above or any non-feature related
objects {.g., a protein).

ShowHide All Non-Features

Perform a hierarchical dustering of the AV
ol lice ¢ ekl b Index Mame  Visible  Tagged  Visibility Locked D STAR  SECONDARY_ID SYNONVM IUPAC_NAME FORMULA MASS MONOISOTOPIC_MASS
[(no [Cne CHEB.. 3 CHEBI:35814; CHEB .. Zineol; eucalyp .. 1,3,3-trimethyl-2- . C10H180 154.249  154.136

11 1,8-cinecle:

PIRIES >
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— Animation b o - —
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Create Pharmacophore Automatically Surface »
Create Pharmacophore Manually ot

Edit and Cluster Features -
| | Find Features
From an input igand or ligands. Query Features..

beailie MDD . Show by Radius..| Query Features

From a binding site.
Update Coordina| Adds or removes pharmacaphare query
Interaction Generation... features.

| | select Feature category %4 Clean Geometry -

Select the target feature category t
be used for the commands below.

ick here for help

Superimpose

Current Feature: Al Features ~ EREE b
Show o hide the feature or the loca Crystal Cell 1
constraints of the category selected

above or any non-feature related Show 2D Structure

objects (2.9, 3 protein).

ShowyHide All Non-Features
| | cluster
Perform a hierarchical dustering of the AV

feature category selected above. Index Mame Visible Tagged Visibility Locked D STAR SECONDARY_ID SYNONYM IUPAC_NAME FORMULA MASS MONOISOTOPIC_MASS
[(ne [CIne CHEB... 3 CHEBI:35814; CHEB... Zineol; eucalyp... 1,3,3-trimethyl-2-.. C10H180 154.249 154.136

11 1,8-cineole

< >

localhost:a043 M 20.1.0.15295

820 AM
9/2020

2 ) S L




e e [ N e e
Grew B2 E ® x %D\splay Style... ¥ MNon-bond Interactions...

Tools E  Files B « | DS Welcome
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Create Pharmacophore Automatically ~
Create Pharmacaphore Manualy

Edit and Cluster Features

I Find Features

From an input igand or ligands

Feature Mapping...

From a binding site.

Interaction Generation...
|err—

Select the target feature category to
be used for the commands below.

Create Feature

Feature

Cancel

Current Feature: All Features Centroid -

Show or hide the feature or the location
constraints of the category selected
above or any non-feature related
objects {.g., a protein).

Help
Name: | Centraid

ShowHide All Non-Features

Perform a hierarchical clustering of the = Av
ol lice ¢ ekl b F Index Mame  Visible  Tagged  Visibility Locked D STAR  SECONDARY_ID SYNONVM IUPAC_NAME FORMULA MASS MONOISOTOPIC_MASS
18 1,8-cinecle [ne [Cne CHEB... 3 CHEBI1:35814; CHEB... Zineol; eucalyp... 1,3,3-trimethyl-2-.. C10H180 154.249  154.136
+
+
4

M < >
localhost:9943 [ ] 20.1.0.19295
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My Tools

[ Macromolecules | Smilation | Receptor Ligand Interactions [ e ety
Grnew " BRE W x : [ Display Stye... ~ Non-bond Interachuns -

Toos ] Files £ [<]Ds Welcome

Create Pharmacophore Automaticaly 7 | A

Create Pharmacophore Manualy

Edit and Cluster Features

| | Find Features

From an input ligand or ligands.

%*| 18 cineol chEBI 27961_sage u

Feature Mapping...
From a binding site.
Interaction Generation. .

| | select Feature Category

Select the target feature category to
be used for the commands below.

Create Feature

Feature

Centroid
Centroid
ExclusionSphere
Line

Current Feature: All Features ~

Show or hide the feature or the location
constraints of the category selected
above or any non-feature related

abjects (2.g., 2 protein). Location

ShowyHide All Non-Features
| | cluster
Perform a hierarchical dustering of the AV

feature category selected above. Index Mame Visible Tagged Visibility Locked D STAR SECONDARY_ID SYNONYM IUPAC_NAME FORMULA MASS MONOISOTOPIC_MASS
[(ne [CIne CHEB... 3 CHEBI:35814; CHEB... Zineol; eucalyp... 1,3,3-trimethyl-2-.. C10H180 154.249 154.136

11 1,8-cineole

v |« >
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Tools E  Files B « | DS Welcome

%*| 18 cineol, ChEBI 27961_sage L\
Create Pharmacophore Automatically ~
Create Pharmacaphore Manualy
Edit and Cluster Features

Find Features

From an input igand or ligands

Feature Mapping...

From a binding site.

Interaction Generation...
|err—

Select the target feature category to
be used for the commands below.

Create Feature

Feature

Current Feature: All Features = Paint (Pharmacophare) i

Show or hide the feature or the location . TR Cancel

constraints of the category selected Type: | Hydrophobe i

above or any non-feature related Help
Name: |Paint

objects (e.g., a protein).

ShowHide All Non-Features

Perform a hierarchical clustering of the = Av
ol lice ¢ ekl b F Index Mame  Visible  Tagged  Visibility Locked D STAR  SECONDARY_ID SYNONVM IUPAC_NAME FORMULA MASS MONOISOTOPIC_MASS
18 1,8-cinecle [ne [Cne CHEB... 3 CHEBI1:35814; CHEB... Zineol; eucalyp... 1,3,3-trimethyl-2-.. C10H180 154.249  154.136
+
+
4
v ||€ >
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File Edit View Chemisty Structure Sequence Chart Smpt: Tools  Window  Help

[ Macromolecules | Smilation | Receptor Ligand Interactions [ e ety
Grnew " BRE W x : [ Display Stye... ~ Non-bond Interachuns -

Toos ] Files £ [<]Ds Welcome

Create Pharmacophore Automaticaly 7 | A

Create Pharmacophore Manualy

Edit and Cluster Features

| | Find Features

From an input ligand or ligands.

st ores___Q,

%*| 18 cineol chEBI 27961_sage u

Feature Mapping...
From a binding site.

| | select Feature category

Select the target feature category to
be used for the commands below.

Current Feature: All Features ~
Show or hide the feature or the location
constraints of the category selected
above or any non-feature related
abjects (e.g.,  protein).

ShowHide All Features

ShowyHide All Non-Features
| | cluster
Perform a hierarchical dustering of the AV

feature category selected above. Index Mame Visible Tagged Visibility Locked D STAR SECONDARY_ID SYNONYM IUPAC_NAME FORMULA MASS MONOISOTOPIC_MASS
[ne [Cne CHEB... 3 CHEBI:35814; CHEB... Zineol; eucalyp... 1,3,3-trimethyl-2-.. C10H180 154.249 154.136

Tid 1,8-cineole

H &« % ¥

EIRARS >
| \_molecule /N Atom /\_Bond J\_Query J\_QueryOp /' _Pointreature ]\ Hydrophobicreature J\_Label

Use the Select tool to select one or more abjects. Click to select an object, drag to select multiple objects.

Average Pharmacophare Features

localhost:a043 M 20.1.0.15295

2 ) S



Discovery Studie Client

Create Pharmacophore Automaticaly
Create Pharmacophore Manually
Edit and Cluster Features

I Find Features

From an input ligand or ligands.
Feature Mapping. ..

From a binding site.

I Select Feature Category

Select the target feature category to
be used for the commands below.

Current Feature: All Features

Show or hide the feature or the location
constraints of the category selected
above or any non-feature related
objects {.g., a protein).

ShowjHide All Features

ShowHide All Non-Features

Perform a hicrarchical lustering of the
feature category selected above.

Average Pharmacophore Features

File Edit View Chemistry Stucture Sequence Chart Scripts | Tools Window Help
Erew ~ BB E - X 2 T 3 % Dmp,ﬂy sty Pharmacophores 4 Create Pharmacophare Automatically
Toos B} | Fles i T EFE Receptor-Ligand Interactions  + Create Pharmacophore Manually

Simulation o Edit and Cluster Features

Small Molecules [ Search, Screen and Profile

Build Databases

X-ray 3

Open the

Compare Pharmacophor
panel

selected tool !

Customize Pharmacophohe  sarres——

AV
SECONDARY_ID
CHEBI:35814; CHEB

Visible

Index Name

1

Tagged
(o

Wisibility Locked D STAR
[Cne CHEB.. 3

1,8-cneole

¥
+
+
4

<
v Ma\em\a' Atom f\_Bond J\_Query /\_QueryOp /\_PointFeature /% HydrophobicFeature /% _Label [

SYNONYM

Zineol; eucalyp.

IUPAC_NAME
1,3,3-trimethyl-2-

FORMULA
C10H180

MASS
154,249

MONOISOTOPIC_MASS
154,138

Discovery Studic Client

File Edit View Chemistry

Gren BB E
Tools 3
Create Pharmacophore Automaticaly
Create Pharmacophore Manually
Edit and Cluster Features

Files

Search, Screen and Profile

|E—

Map multiple ligands to a single
pharmacophore for detaied analysis of
muitple mappings.

Ligand Pharmacophore Mapping.

Maps multiple ligands to a single

pharmacophore with optional partial

mapping, required features and group
atures.

Streen Library...

| | Profiic Ligands using Pharmacopha
Map multiple figands to multiple
pharmacophores,

Ligand Profier..

l Search DB - Indexed for Speed

Search an indexed muls-conformer
database with a single pharmacophore,
This s optimized for speed and
efficiency. Use Build 30 Database to
buid a database.

Search 3D Database. ..

Browse DB

Browse 30 Database...
Buid Databases

Compare Pharmacophores
Custnmize Pharmarnnhore Feahires.

Done

Structure

N N Prarmacophores|
x

n - | DS Welcome

SEquence Chart Smpt: Tools  Window He\p

} Display Style... ~ Non-bond Interactions... ¥

|%<] 18 cineol_ChEBI_27961_sage 3

AV
SECONDARY_ID
(CHEBI:35814; CHEB..

Visible

Index MName

Tid

Tagged
(o

Visibility Locked 1D STAR
[Cne CHEB... 3

1,8-cineole

H &« % ¥

<
~ | \_Molecule /\_Afom /\_Bond /\_Query /\ QueryOp /\ PointFeature /\ HydrophobicFeature J\ Label J

SYNOMNYM

Zineol; eucalyp..

IUPAC_NAME

1,3,3-trimethyl-2-...

FORMULA
C10H180

2 ) S

MASS
154.249

MONOISOTOPIC_MASS
154.136
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Discovery Studio Client - o x
File Edit View Chemistry Structure Sequence Chart S[npt' Taols  Window HE\F

e e [ e
Grew B2 E ® X 26 & S D\splay Style... v Non-bond Interactions... ~

Toos B Fies [ |

Create Pharmacophore Automaticaly - | »

Create Pharmacophare Manually
Edit and Cluster Features

%*| 18 cineol ChEBI 27961_sage L_J

Search, Sareen and Profile

|—

Map multiple figands to a single

pharmacophore for detaled analysis of

multiple mappings.

Ligand Pharmacophore Mapping...

Screening

Maps multiple ligands to a single

pharmacophore with optional partial

mapping, required features and group
atures,

SereenLibrary...

| | Profile Ligands using Pharmacopho

Map multiple ligands to multiple
pharmacopheres.

Ligand Profier...

l Search DB - Indexed for Speed

Search an indexed multi-conformer

e
database with a sincle pharmacophore.

‘This is optimized for speed and FS Index Name Visible Tagged Wisibility Locked D STAR SECONDARY_ID SYNONYM IUPAC_NAME FORMULA MASS MONOISOTOPIC_MASS
efficency. Use Build 30 Database to i
b 1} 1,8-cineole [no [Cne CHEB... 3 CHEBL:35814; CHEB... Zineol; eucalyp... 1,3,3-rimethyl-2-.. C10H180 154243 154.136
build a database. S
Search 30 Database. .
| | erowse oo pmm—————"——"
Browse 30 D;
Performs a pharmacophore search of aligand
Build Databasq i o
>
Compare Pharl : =
Click here for help T
e L] Atom_f\_Bond J\_Query /\ QueryOp /\_PointFeature /% HydrophobicFeature /% Label /

My Tools

e e e e
G B S HE x
Toos B Fies B [<]Ds Welcome
Create Pharmacophore Automaticaly 7| ~
Create Pharmacophore Manually
Edit and Cluster Features

i D\sDIav Style... v Non-bond Interactions... ¥

|%<] 18 cineol, chEBI 27961_sage [

Search 3D Database

Search, Screen and Profile

|Eoe——

Parameter Name Parameter Value

Map multiple igands to & single Input Database DruglikeDiverse [5384 moll
m?;g:(;gg;’:g;“’ IR Input Pharmacophore 18 cineol ChEBI_27961_sage:QueryRoot
2 Align Ligands True

Ligand Pharmacophore Mapping. Search Method
earch Metho,

Limit Hits
Advanced

Parallel Processing False

Fast
All

Maps multiple ligands to a single

pharmacophore with optional partial

mapping, required features and group
atures.

Streen Library...

| | Profiie Ligands using Pharmacopha

Map multple figands to multiple
pharmacophores.

[ Show Parameter Help

Run Options ¥ Cancel Help

Ligand Profier..

l Search DB - Indexed for Speed

Search an indexed muls-conformer
database with a single pharmacophore,
This s optimized for speed and
efficiency. Use Build 30 Database to
buid a database.

AV
Index MName Visible Tagged Visibility Locked D STAR SECONDARY_ID SYNOMNYM IUPAC_NAME FORMULA MASS MONOISOTOPIC_MASS
(e e CHEB... 3 CHEBI:35814; CHEB... Zineol; eucalyp... 1,3,3-trimethyl-2-.. C10H130 154.249 154.136

Tid 1,8-cineole

Search 3D Database. ..

Browse DB

H &« % ¥

Browse 30 Database...
Build Databases

Compare Pharmacophores

<
emCT e T — ~ | \_Molecule /\_Atom 7\ Bond /N Query /\ QueryOp /\ PointFeature "\ HydrophobicFeature 7\ Label /
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Phammacophores T —CY

4w -B2E W ? & @  [W Display Style... v Non-bond Interactions... ~
Tools £ Files B - | DS Welcome %*| 18 cineol_ChEBT_27961_sage [

Create Pharmacophore Automaticaly 7 | »
Create Pharmacophore Manually
Edit and Cluster Features

Search 3D Database

Search, Sareen and Profile i
Parameter Name Parameter Value

I
Map multiple ligands to a single Input Database DruglikeDiverse [5384 mal]
;*ﬂ;:tﬂ:gt;;r:g:r detailed analysis of Input Pharmacophore 18 cinec|_ChEBI_27961_sage:QuenyRoot
Align Ligands True
Ligand Pharmacophore Mapping... T e an
Scrcering i | 7]
i e Adanced =i

mapping, required features and group
atures.

Paralel Processing it

[ Show Parameter Help

SereenLibrary...

| | profile Ligands using Pharmacopho

Map multiple ligands to multiple
pharmacopheres.

Run Options ¥ Cancel

Ligand Profier...

l Search DB - Indexed for Speed

Search an indexed mult-conformer
database with a sincle pharmacophore.
This s optimized for speed and
effidency. Use Build 30 Database to
build a database.

AV
Index Name Visible Tagged Wisibility Locked D STAR SECONDARY_ID SYNONYM IUPAC_NAME FORMULA MASS MONO\SOTOPIC_MASS‘
[no [Cne CHEB... 3 CHEBL:35814; CHEB... Zineol; eucalyp... 1,3,3-rimethyl-2-.. C10H180 154243 154.136

1 1,8-cinecle

Search 30 Database...

—

Browse 3D Database.
Build Databases

¥
+
+
4

Compare Pharmacaphares

b <
T E——— v Molecule Atom f\_Bond J\_Query /\_QueryOp /\_PointFeature /% HydrophobicFeature /% _Label [
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Phomacophores Crrrr Y

Gnew " BRHEH W X 28 i [% DisplayStyle... v | ! Non-bond Interactions... ¥
Tools (£ Files r ~ | DS Welcome [ |%<] 18 cineol_ChEBI_27961_sage 3
Create Pharmacophore Automaticaly 7 | A

Create Pharmacophare Manually
Edit and Cluster Features

Search 3D Database

Search, Screen and Profile

|Eoe——

Parameter Name Parameter Value

Map multiple igands to & single Input Database DruglikeDiverse [5384 moll
m?;g:(;gg;’:g;“’ IR Input Pharmacophore 18 cineol ChEBI_27961_sage:QueryRoot
2 Align Ligands True

Ligand Pharmacophore Mapping.

Search Method Fast

Maps multiple ligands to a single

pharmacophore with optional partial

mapping, required features and group
atures.

Maximum Hits
Advanced

Parallel Processing

Streen Library...

| | Profiie Ligands using Pharmacopha

Map multple figands to multiple
pharmacophores.

[ Show Parameter Help

Run Options ¥ Cancel Help

Ligand Profier..

l Search DB - Indexed for Speed

Search an indexed muls-conformer ~
database with a single pharmacophore,

This s optimized for speed and
efficiency. Use Build 30 Database to
buid a database.

Index MName Visible Tagged Visibility Locked D STAR SECONDARY_ID SYNOMNYM IUPAC_NAME FORMULA MASS MONOISOTOPIC_MASS
(e e CHEB... 3 CHEBI:35814; CHEB... Zineol; eucalyp... 1,3,3-trimethyl-2-.. C10H130 154.249 154.136

Tid 1,8-cineole

Search 3D Database. ..

Browse DB

Browse 30 Database...
Build Databases

H &« % ¥

Compare Pharmacophores

¥ <
emCT e T — ~ | \_Molecule /\_Atom 7\ Bond /N Query /\ QueryOp /\ PointFeature "\ HydrophobicFeature 7\ Label /
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Create Pharmacophare Manually
Edit and Cluster Features

Search, Sareen and Profile

e——

Map multiple figands to a single

pharmacophore for detaled analysis of

multiple mappings.

Ligand Pharmacophore Mapping...

Screening

Maps multiple ligands to a single

pharmacophore with optional partial

mapping, required features and group
atures,

SereenLibrary...

| | profile Ligands using Pharmacopho

Map multiple ligands to multiple
pharmacopheres.

Ligand Profier...

l Search DB - Indexed for Speed

Search an indexed mult-conformer
database with a sincle pharmacophore.
This s optimized for speed and
effidency. Use Build 30 Database to
build a database.

Search 30 Database...

—

Browse 3D Database.
Build Databases

Compare Pharmacaphares

ST e ooy T D '

Tods B Fles [

Create Pharmacophore Automaticaly 2 | »

T E——— v Ma\em\a' Atom f\_Bond J\_Query /\_QueryOp /\_PointFeature /% HydrophobicFeature /% _Label [

b ‘_%D\splaysty\e - Nnnhundlnt&ra[huns -

- | DS Welcome %% 18 cineol ChEBI 27961_sage [

Search 3D Database

Parameter Name Parameter Value

Input Database DruglikeDiverse 5384 mol]

Input Pharmacephore 18 cineol_ChEBI_27961_sage:QueryRost
Align Ligands True

Search Method Fast

Limit Hits Best N
€
Advanced

Parallel Processing

[ Show Parameter Help

Run Options ¥ Cancel

g
Index Name Visible Tagged Wisibility Locked D STAR SECONDARY_ID SYNONYM IUPAC_NAME FORMULA MASS MONOISOTOPIC_MASS
1} 1,8-cineole [no [Cne CHEB... 3 CHEBL:35814; CHEB... Zineol; eucalyp... 1,3,3-rimethyl-2-.. C10H180 154243 154.136

¥
+
+
4

PIRIES >

Toos B Files L3

Create Pharmacophare Manually
Edit and Cluster Features

Search, Screen and Profile

|Eoe——

Map multiple ligands to a single
pharmacophore for detaied analysis of
muitple mappings.

Ligand Pharmacophore Mapping.

Maps multiple ligands to a single

pharmacophore with optional partial

mapping, required features and group
atures.

Streen Library...

| | Profiie Ligands using Pharmacopha

Map multple figands to multiple
pharmacophores.

Ligand Profier..

l Search DB - Indexed for Speed

Search an indexed muls-conformer
database with a single pharmacophore,
This s optimized for speed and
efficiency. Use Build 30 Database to
buid a database.

Search 3D Database. ..
Browse DB

Browse 30 Database...
Build Databases

Compare Pharmacophores

‘Search 3D Database' has been launched

N Prarmacophores|
Gren BB E x

Create Pharmacophore Automaticaly 7 | A

<
emCT e T — ~ | \_Molecule /\_Atom 7\ Bond /N Query /\ QueryOp /\ PointFeature "\ HydrophobicFeature 7\ Label /

i D\sDIav Style... v Non-bond Interactions... ¥

- | DS Welcome | <] 18 cineol, chEBI 27961_sage [

Search 3D Database

Database Search
[ petais

AV
Index MName Visible Tagged Visibility Locked D STAR SECONDARY_ID SYNOMNYM IUPAC_NAME FORMULA MASS MONOISOTOPIC_MASS

Tid 1,8-cineole (e e CHEB... 3 CHEBI:35814; CHEB... Zineol; eucalyp... 1,3,3-trimethyl-2-.. C10H180 154.249 154.136

H &« % ¥
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Create Pharmacophore Automaticaly
Create Pharmacophore Manualy
Edit and Cluster Features

Search, Sareen and Profile

e——

Map multiple figands to a single

pharmacophore for detaled analysis of

multiple mappings.

Ligand Pharmacophore Mapping...

Screening

Maps multiple ligands to a single

pharmacophore with optional partial

mapping, required features and group
atures,

SereenLibrary...

| | profile Ligands using Pharmacopho
Wap multiple figands to multple
pharmacsghares,

Ligand Profier...

l Search DB - Indexed for Speed

Search an indexed mult-conformer
database with a sincle pharmacophore.
This s optimized for speed and
effidency. Use Build 30 Database to
build a database.

Search 30 Database...

—
Browse 3D Database.

Build Databases

Compare Pharmacophores

Customize Dharmarnnhore Eeatiree.

Done

ST e ooy T D '

Tods B Fles [

v Ma\em\a' Atom f\_Bond J\_Query /\_QueryOp /\_PointFeature /% HydrophobicFeature /% _Label [
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- | DS Welcome %% 18 cineol ChEBI 27961_sage [
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