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%\\ Current BioSolvelT KNIME Nodes

Molecular Sirmilarit
Similarity Patabase FTrelgnggﬁgr}gyy

FlexX Docking

Frsagment D D Alignment
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DDe N.O vo Interactive Table Viewer
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Molecular
Alignment Replacement
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%\\ KNIME Interface Nodes

FDF Reader

3D Viewer

Feature Trees library
Generate FTrees

Compute FTrees
Similarity

Compute FlexX

Docking

successful dockings

Interactive Table

SDF Reader rampare diock

Convert

failed dockings
¢ earch Flrees

3D Viewer
Mol2 Reader

faueued)
ccessful alignments

Query
HexS Alignment

SDF liorary ‘ragment Space SMILES -> mol2 Interactive Table
| 7/ N e e g
o 123 conwert aligr f=ied
search failed alignments

-‘—-- —

FTrees FlexX

L —
Similarity Docking
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FTrees

e FTrees Similarity: 0.85
 global for whole molecule
e local for each match

e Mapping of substructures
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%\\ Principle of FTrees-FS B Firees
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AL
% Encoding Chemical Knowledge Frees

within a few minutes

H
NS | NH,

Query Results

In-house
chemical
knowledge

|
NS
A
O @/kl\l H/\@
O ~N
Fragment Space

= 500 000 000 000

i> compounds

from Library X

F
% >_</N:©/\OH
0

from Library Y

Combi Lib
Combi Lib 2

oxCembi Lib,
S
NH,

! i

Eall “f

from HN\/O
Library Z N\ N
Lessel et al., J Chem Inf Model. 2009 Feb;49(2):270-9.
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%\\ FlexX Docking Setup FlexX

= Prepare receptor with LeadIT
—

Set up KNIME work flow

Select library and project

Run work flow

R |

{} Interactive Table - -
Compute FlexX /D‘E . e -
SDF Reader  |P0KiN - —
nd " S RN Node 3
Interactive Table
MNode 1
Node 2
k
MNode 4
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Q :
% Receptor Preparation

LeadIT Receptor Docking ReCore Display Window Help
D By g { N <
R =5 3 @& € RN
Receptor (4dfr) &IX
~
D X x:» MDD »
Resolve Chemical Ambiguities
Use protonation from: @ FlexX default
Assignments (O « NJ, Protonation & Torsions (©)
¢ | P | -
AA-Chain |0 o N|>rotonatior| ©1 | @2 |
THR : thr v 180 «
THR-46-A thr v|180 ~ ‘
SER-49-A ser v 180 ~ j
ARG-52-A aa+ |~ 1
ARG-57-A arq+ - |
TYR-100-A tyr vi0 - |
TYR-111-A tyr v 0 v =
THR-113-A thr v|180 |~ [~
Water
l Water \ Type [ [0} | Y \ Q
Assistant &)X
" Resolve Chemical Ambiguities
Show water with at least 2 - interaction(s)
Here, protomers and tautomers are assigned (or adjusted if crystallography has left you with freedom). Also, water inclusions and specifications are made ]
here,
Orange entries denote that you must resolve an ambiguous state of a residue, As long as there are still orange entries, reaching the next step is blocked.
HINT for torsions adjustments:
Point your mouse above the orange entry, then use your mouse wheel to interactively turn ¥H bonds around the respective torsion,
0 Cancel o~ — Colnrad lines mav hain tn find srncible tantamers and for H nncitinne X
Project Tree Receptor (4dfr) Free Notes Area Assistant Information Stream
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%\\ Filter workflow

FTrees FlexX

3D Viewer
Mol? Reader Compute FTrees Compute FlexX /DG
Similarity Docking
@ £ X o) Node 19
Node 3 Node 4 Node &
SDF Reader Generate FTre nteractive Table
e ”
N2 Node 1 Node 20
Query | =
SN Very fast Condensed
] Similarity > | results
Screening
Library |—>
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% ldea Generator @3 Firees Y FlexS

SDF Reader 3D Viewer
i
Query Firees _ successful alignments
Fragment Space SMILES -> mol2 Flexs Allgnmeni/ Interactive Table
>y —"
T —
(5 corwert ey
search J failed alignments
Query | —>
L/J . Condensed
Extract > |Alignment >C> | resylts

Similar molecules

Out of billions ' .
possibilities Reaction
| = protocols

c.p. Lessel et al., J Chem Inf Model. 2009 Feb;49(2):270-9.
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%\\ BioSolvelT Update Site

A Software Updates and Add-ons

' Installed Software‘ Available Software |

BioSolvel T B ~

MName Version Install. .

= O <l http: ffwww biosolveit. deAdWIME /download/biosolveit_knime_nodes
= [ 000 Nodes

O 4= BioSolvelIT Interfaces 1.2.0.000042 Properties

3
’Manage Sites... l

’ Refresh l

A Add Site

| Addsite.. |

Location: |eit.deﬂ-(NIMEjdowmIoad,’biosolveit_khime_node5| |

<

Show o

[ O ] l Cancel

http://www.biosolveit.de/KNIME/download/biosolveit_knime_nodes
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?) BioSolvelT GmbH - KNIME Interfaces - Mozilla Firefox
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4% BioSolvelT GmbH - KNIME Interfaces =
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APPLICATIONS
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BioSolvelT
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BioSolvelT software available in KNIME® now!

Search FTrees
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Node 14
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Node 18

search

legal notice

documentation
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source code
screenshot

Compute FlexX

A
% More Information on the Web

print this page

support
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