R R8R

BIEZRY—IV

KNIMEIZ& B Fy 32 7 it RS %%\\

BioSolvelT#h'5, TEEE ALY — L% KNIME" L THRIFT 318D KNIME Interfaces (23F&D#EIT/ —
FEvb) OFiN—2av ) —RAEhE LT, KNIMEDT—-70—H"5 Structure-Based Drug Design D7=& D
T2y b 74 —L LeadIT AT FIVrZZXMEFD) — F{eE¥miE L' — L TS SeeSAR FD BioSolvelT
DY — IV EES TR RIRET Y, TTTIE. KNIMEE ES T Ry 522 —2a 0 DRAFIERBNLE T,

I BioSolvelT KNIME Interfaces THIB T
EBIREE

KNIME (&38 Konstanz KZ2 CREIN T —7 70—
ERY — IV T, BRI TIRIELYT WIS T4V 1—
HP—A 2 2—T7x—Z(GUI) BB Z. ALEEDBNN. HIBR.
IBEBEDANEZINBZ T, 77 70—EFESCET
SEBDBEEEHNRIBTEE T, KNIME Interfaces Tl
231D/ — FHREEINTEH Y. BioSolvelTHDAIIZE
X &Y — JU T & % SeeSAR, LeadIT(FlexX, ReCore),
Colibri, FTrees, Naomi B FBRIBET Y (K1),

v 4% BioSolvell Nodes
~ [ Colibri (Chemistry Spaces)
10 Fragment Space Merger

[ Assess Affinity with Hyde in SeeSAR

Generate Protomers / Tautomers with Nacmi
P Interactive BioSolvelT Table
Convert Molecules with Naomi [ er

£= Reaction Library Enumere
& Reaction Library Synthesi
v iy 10

FXX Data Extractor [ FTrees Query Generator LeadT
+¥ Project Reader (FXX) & Filter Molecules with Naomi

=
{5 Search Fliees Fragment Space
B SeeSAR Project Generator

#, Project Writer (FXX)
[ SceSAR Project Writer

X 1. KNIME Interfaces TRt N3 /—F

I KNIME Interfaceslc & 37— 70—

ZT Tl LeadlT&SeeSARD ./ — Rz ERALE Ry F>
JHEDT—-T7a—Ic DWW CEHRBLET, 2T —7
7O0—Tl& RvFFIESUAY NEEDERE. B8
ERDZEfR. LeadITIC KD FvF V7 EHE, SeeSARICEL S
AAT7EEEMERDOARETVET (K2),
1. UAY FDO%(E

PDB SMILES Query ./ —F (Vernalis#t) Z L\ X7 0O
ARBEMREETH BT FH ARV D SMILESZ A ST
ELTHELEE R PDB (www.rcsb.org) T 7 H—EZXH
SEELET, 5i</—RTUAY FIDICEDCEERE.
Generate 3D Coordinate ./ — RICK B D FIBIEDIRTT
{EZITWE T, TTTETFT ARV EQOELIEN0.7
L EDDFEENDESNE LT

FlexX Docking
Generate 3D Coordinates

Rule-based
Row Filter

Generate 3D
Coordinates

PDB SMILES Query Uniquify IDs
- >
= @, |

‘ e |
UHYFO%RRE ‘

Parallel Compute LeadIT
Chunk Start Docking  Parallel Chunk End

e %
Fy+> S5

Prepare Receptor
with LeadIT

) Asses{s’}(fﬁnily
x oot Extra with Hyde in SeeSAR |oractive
Ep at i £ - SeeSAR Viewel
RN o p— E a ; -Sx‘l"
o — . /)‘Z a
SRR | RATHELERL

E2. Ry I5tBD07—o70—6)

2. RBEERDESE

Prepare Receptor with LeadlT ./ — R D&HRE/ NIV T
LeadlTOGUIZM U H L. RBABEE LY A &S
A rDREXFHFMICITOTENTEEL Y, TTTIE T IV
J0)LF 34 RZ AR (PDB ID: 3MNP) EZDUAHY R (7
FHARY ) ERAVELT,

3. Ry U5tE

Parallel Chunk./ —R&EEW Ry F >V J58E1TD
Compute LeadIT Docking ./ — R DEFFICRITT 518
WEFIB I 71 AT CTIRELE T,

4. AAT7FBEEEROARL

Assess Affinity with Hyde in SeeSAR ./ —RZBWNT. 1
A R-2REBOEEEEIRIVF— (AG) HHyde RO
TICKYFHELF T, ST THELIERIFKNIMEDIZZE
DT—TIWELTHATER 2. BONTAEREMODR
W/ —RICHT2ANELTHIATATEERRETT, fitld
T Interactive SeeSAR Viewer ./ — R CUA Y REDRFT
EDHyde A7 = A{RL TEX T, SEDERTIE VIV
D)V FAARZREDUAY RELT B CHAHTFY
AL UPNADT Ry F U TEEDWNTNICBEWTHIEL
GHiEh, AT —070—08RMENRINE L

3. SeeSARIC L ZHERDEARL. VHYFODEFTEDAG
DEEDHIAFATHNERR. TSATHNIERICERIT,

13¢H

BioSolvelT #+ Cl& KNIME Interfaces & L C23T&4BDERHT
/= RERELTHY. EHOAIELIEY —IVIcKBFE
FIEOT—-70—bHARIRTEL Y, KNIMET—7 70—
ICT BT ET MDY —)L (MOE, R, Python75&) £D
BENRZITEY. DFET U VT PEREE LBHED
HIBEITSTENTEET,

1) http://www.knime.org/



