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High-end chemical structure wisualization in KMIME table and reports

oAb

Mulki-criteria scoring node including data normalization
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G0 ko wis, Eripos . com Register & Login Dowwnload Tripos Chemistry Extensions Install and enjow ak no cost®:
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Core set of chemiskry Functionality and chemical data manipulation

o

Seanless inkegration into KNIME, no backend software installation needed

* Tripos Chemistry Extensions for KNIME are downloadable at no cost, Nodes which provide basic functionality are nok under license restriction and are usable at no cost, Modes which provide access ko advanced Tripos technology
and products From SYBYL-¥ (2.9, UMITY, Surflex-Sim, HQSAR) require a walid license, A support option For all nodes is available at an extra cost,
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Tripos Chemistry Extensions (TCE)

Brings the Tripos cheminformatics capabilities into the
KNIME platform

e read / write and process chemical structures
o perform basic and advanced cheminformatics tasks
e visualize & interpret molecular structures
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Tripos Chemistry Extensions (TCE)

Two important things to know about TCE

« No “backend” software required beside the nodes
e Basic cheminformatic nodes are usable at no cost!
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Tripos Chemistry Extensions (TCE)

5D Reader
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Tripos

Chemistry Extensions (TCE)

5D Reader
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log - 2:1 - SD Reader

File:

Settings | Flow Yariables | Memary Policy |
~Struckure File
|D:'LKNIME 2. 3\inputitoscarez, sdf |[ Browse. ..
~Selected Struckure Attribute:

Attribute Type
PLBCHEM_IUPAC_CAS_MAME String -~
PLBCHEM_IUPAC_TRACITIONAL_MAME String ¥
PUBCHEM_CACTYS_TPSA Double
PUBCHEM_IUP&C_OPENEYE_MAME Skring
PUBCHEM_MOLECULAR_FORMULS Skring
PUBCHEM_IUP&C_SYSTEMATIC_MAME Skring
PUBCHEM_CACTWS_ROTATAELE_BOMND Double
PUBCHEM_CACTYS_TAUTO _COUNT Double
PUBCHEM_COMPOMENT _COUNT Double
PUBCHEM_CACTYS_HEOMND _DOMNOR Double
PUBCHEM_BOMD_IDEF_STEREC_COUNT Double
PUBCHEM_ERACT_MASS Double
PUBCHEM_TOTAL_CHARGE Double
PUBCHEM_CACTYS_HBOMND _ACCEPTOR Double
PUBCHEM_MOLECULAR _WEIGHT Double
PUBCHEM_MNOMSTANDARDECOND Skring
PUBCHEM _COMPOUND_CID Double
PUBCHEM_MOMNOISOTOPIC WEIGHT Double
PUBCHEM_OPEMEYE_ISC_SMILES Skring
PUBCHEM_ATOM_DEF_STEREC_COUNT Double
PUBCHEM_CACTYS_SUBSKEYS Skring D
PUBCHEM_COORDINATE_TYPE Double
PUBCHEM_SLOGPS_Ad8 Double
PUBCHEM_IUPAC_MAME Skring
PUBCHEM_BOMD_DEF_STEREC _COUNT Double
PUBCHEM_OPEMEYE_CAM_SMILES Skring
PUBCHEM_HEAWY_ATOM_COUNT Double &
DL R TreoT o

Remove attribute ][ Quick, attribute search ][ Full attribute search
O [1o0_]
OF ] [ Apply ] [ Cancel
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Tripos Chemistry Extensions (TCE)
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Tripos Chemistry Extensions (TCE)

http://en.wikipedia.org/wiki/SYBYL_Line_Notation
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Tripos Chemistry Extensions (TCE)

% Table containing the valid structures and ... E|g|

File

" Parsed molecules - 2:2 - Molecule to CDK

Table "default” - Rows: 2713

Table "default” - Rows: 2713

Raow ID S ReglD 50F SDF sktruckture Ry I 5 ReqglD O8E SDF skruckure
.S E.
Ci
0 X 0
19 ZINC42750155 HH"'& 19 FIMNC4Z2750158 ]
[l 0 =
I X
C
uf\< 0 =B’
2l 2N 42750180 ['L HH"&O 201 ZINC42750160 N
r S
F
F F
TSNS
el ZINCOBEAE70 | 21 LIMCOBE95270
NG L
L] ™ e
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Tripos Chemistry Extensions (TCE)

Substructural
SLN Reader 2D Properties  ADME,Tox Properties Properties
@_\Db—bb—t}t}
Mode 2 Mode 3 Mode 4 Mode 5

_\_\_\_\_\_\_\_‘_‘—\—n_
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Tripos Chemistry Extensions (TCE)

% Dialog - 2:3 - 2D Properties

File

Settings | Flow \ariables || Mernary Pu:uliu:v|

Column Selection

] —Exclude

—Select

‘m SLM struckure | |

~Inchude

add ==

add all ==

<= FRMOVE

<< remove all

itk

volume

number of H-bond donors
nurmbet of H-bond acceptors
polarizability

number of struckures

rmalar refrackivity

Fractal dimension

(0] ] [ Apply

] [ Cancel
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Tripos Chemistry Extensions (TCE)

* Dialog - 2:4 - ADME/Tox Properties
File:

Settings | Flow Yariables | Mamory Palicy |

Colurmn Selection

—Select

|.suq| SLM struckure  » |

~Include

~Exclude

[ add == ]

[ add all == ]

[ << FEMOYE ]

[ << remove all ]

AlogP

AlogPas

TPSA

LSO

nurmnber af Lipinski violations

ok ||

Apply

] [ Cancel
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Tripos Chemistry Extensions (TCE)
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% Dialog - 2:5 - Substructural Properties
File

Settings | Flow Yariables | Memory Palicy |

Column Selection

~Exclude

P akams

Se atoms
bonds

kotal bonds

double bonds

kriple bonds

aromatic bonds

rotatable bonds

non-totatable bonds
rings

kokal rings

heterao rings

largest ring size
Functional groups

aldehyyde groups

amide groups

amine (primary) groups

amine (secondary) groups

amine (kertiary) groups

arnrnonium groups

carbonyl groups

carboweyl groups

ester graups

ether groups

hrydrooeyl groups

keto groups

mekhyl groups

(>

—Select

|s.r.n SLM skruckure  w |

[ add = ]

add all ==

== FEMOVE

<< remove all

~Include

single bonds
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Tripos Chemistry Extensions (TCE)

Substructural
SLN Reader 2D Properties  ADME,Tox Properties Properties UNITY Fingerprint
@_\D-ﬂ-b—b-ﬂ-b—b-@-b—&-n e
(e (LX) 9 (e =9
Mode 2 Mode 3 Mode 4 Mode 5 Mode &
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Tripos Chemistry Extensions (TCE)

Substructural
SLN Reader 2D Properties  ADME,Tox Properties Properties UNITY Fingerprint
@_\D-&b—b-{ﬂ-b—b-@-b—t}-n e
(e (LX) 9 (e =9
Mode 2 Mode 3 Mode 4 Mode 5 Mode &
SLM Sketcher
(LX)
Mode 7

7
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Tripos Chemistry Extensions (TCE)

Substruch

SLN Reader 2D Properties  ADME,Tox Properties Propertie:
@_\Db—t}b—bl
Mode 2 Mode 3 Mode 4 Mode 5

SLM Sketcher

b

Mode 7

_\_\_\_\_\_\_‘_‘—‘——._
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% Dialog - 2:7 - SLN Sketcher,
File

Settings | Flows Yariables || Memory Policy

=e3

Caery Skruckure

Structure Mame: ||:|em|:||

[ Skekch... ” Browse, ., ” Enter SLM... ]

D DTNTIQ.H
hd

(o] 4 ] [ Apply

] [ Cancel
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Tripos Chemistry Extensions (TCE)

Substructural
SLN Reader 2D Properties  ADME,Tox Properties Properties UNITY Fingerprint
@_\[}-ﬂ-b—[}-ﬁl—p—[}-ﬂ-b— e )
Mode 2 Mode 3 Mode 4 Mode 5 Mode & Tanimoto Similarity
RO
SLN Sketcher UNITY Fingerprint Hode 3
~
Mode 7 Mode &

J
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Tripos Chemistry Extensions (TCE)

Substructural
SLN Reader 2D Properties  ADME,Tox Properties Properties UNITY Fingerprint
@_\D-ﬂ-b—b-ﬂ-b—b_ﬂ_b—&-ﬁ-
Fanimoto Similarit Composite
Mode 2 Mode 3 Node 4 Mode 5 Node 6 animokto Similarity core Builder
D — A
#Se)
SLN Sketcher UNITY Fingerprint Hode 3 hode 10
&
Mode 7 Mode &
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Tripos Chemistry Extensions (TCE)

% Dialog - 2:10 - Composite Score Builder,

J
/ATripos”

A Certara™ Compal

File

Options | Flow Yariables | Memory Policy

Awailable Columns

Selected Colunins

D volume Colurnn Mame Weight Mormalizer
D polarizability ol 5 Gaussian hd
H W
D number of structures i Al o nurmber of H-bond donaors |3 Two Skep
D molar refractivity imber of H-bond acceptors | 3 Twin Step b
D fractal dimension [ <« Remove ] AlogP 1 Gaussian w
D Aloghes TPSA 1 Gaussian v
D Lcso ST umber of Lipinski violations |1 Pass Thru w
D single bonds
MaxTan 3 Pass Thru w
Howe Should The Overall Score Be Computed? Other Options
(%) Sum all normalized scores [ utput normalized scores
(" Multiply all normalized scores Mame (and name prefix) For the oukput columngs):
Maormalization Rule For mohst
Input values between C1; and CZ; rekurn Py
Input values less than C1 or greater than C2 return values from a gaussian (bell) curve
with a spread of 5 asymptokically approaching B: CI
Tesk Marmalization of Sample Yalues
Normalize: [475 | [ Hormaize | Result |o,77ssoozsaorieges |
[ Ok l [ Apply ] [ Cancel
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Questions? Comments?

fabian.boes@certara.com



