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Starting Point for Pharmacophore Development
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Features are defined by SMARTS patterns in Phase

=" Edit Features

Feature sek:  Impork From Run... [In'u:u:lrt Fram File...] [ Expart... l ’ Reset Al

Defimitions
Feature: | Acceptar (4] | add Custom Feature... | Delste Custom Feature
L1 Proje Donor (0 In:e: |1.80 {8 SetDistances | SAS Options...

| Hydrophiobic {H
F_‘attern Ilf Nzgatﬁfe (N}I: ! _ _
| Mark | Positive (P) Geometry | Projected Poink Type Atorm Mumbers | #*
| Bramatic Rings (R

[] LCustDm ) wechar acceptar, sp, 1 |p 1

o [.Custn:nm (13 weckar acceptar, sp2, 1lp 1

™l Custom (Z) weckar accepkor, sp2, 1lp 1

[ [pmep=reogrE) weckar acceptar, sp2, 11p 1

[]  [m¥2llceceel weckar acceptar, sp2, 1 Ip 1

[]  [;y=2)alnlaly weckor acceptor, spZ, 1 lp 1

[ [MEel=CelC,chi~[*]) wechkar acceptar, spZ, 1 Ip 1

[ [mpealicciin; =3l weckar acceptar, sp3, 11p 1

[ [MReli=Ciin[*T weckor acceptor, spZ, 1 lp 1

[ [MxEYe[C,cli=M; %] wechkar acceptar, spZ, 1 Ip 1

[]  [mEzlicinHlocl weckar acceptar, spz, 1 1p 1

[]  O=[5=4]=0x]1#aT[1#E]) weckor acceptorn, sp, 3 p 1

(] [op=2]c wechkar acceptor, sp3, Z Ip 1

[ [og=2Im weckar accepkar, sp3, 2 Ip 1

[ e si=tee] weckor acceptorn, spZ, 2 |p 1

|:| 0 weckar acceptar, spZ, 1 Ip 1
[T ToeselChs wechor accepkor, so3. 2 Io 1 o
i3 ; s
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Options for Reference Shape

Template Molecule Hydrogens ignored

by default

Atom Typing Schemes
* None
 MacroMode

* Elemental

e Phase QSAR

e Included Volumes :

*Excluded volumes (Rec/ I nactives) N )
«Custom weights - "
DB or on-the-fly conformations | SCHRUDINGER.




Maestro Shape Alignment

I Shape Screening

Use shape quety From: |Workspace w

Shape query file: | | | Browse,.,

Screen file or Phase DE: :Documents and Settings/qataauralsandc2 mae | ’ Browse. .. ]

Screen a subset only (optional): | | ’ Browse, ., ]
Excluded volumes {optional): | | [ Browse, . ]
Akom bypes to use For volume scoring: !None V|

Generate canfarmers

Mairmurn number of conformers: i 100 |

Retain up ko | 10 | conformers pet rotatable bond

Aride bonds: |Retain ariginal conformation v|

Maximum number of alignments to report; | 1

[] Score in place (compute similarities without aligning]

Filter aut conformers with similarity below (0-1 iD.?

[] create Phase subset File From hits

[] Sort output structures by decreasing similarity

Mairnum number of structures to save: 10000

[] Include polar hydrogens

[] Use custam weights far atams

Update From Workspace Structure

Flexible gand.ﬁ. _I'IITIEI'III ; _ Update kable Fram properky:
Selected entries in the project will be aligned Sk A e e
using the first selecked entry as the template.
Align Selected Entries
Start, ., ] ’ Reset ] [ Close ] ’ Help ]
Close ] [ Help ]
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