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FAQ

- LiveDesign node usage
- Diagnose KNIME LiveDesign model issues
- Create a KNIME LiveDesign model
Choose the generic protocol
- Use third-party tools and extensions in KNIME models
- Run models on the KNIME server
- Control workflow parameters or change system specific files
- Miscellaneous
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KNIME workflow in LiveDesign — documentations and materials

*  Documentation
https://hub.knime.com/schroedinger/spaces/LiveDesign _models/latest/ Support _materials/
« General presentation
¢ FAQ
 Cheat sheets
« Template and tutorial workflows

- Validated models
« Qverview and download

https://hub.knime.com/schroedinger/spaces/LiveDesign models/latest/
« Description and screenshots

https://api.hub.knime.com/repository//Users/schroedinger/LiveDesign models/Validated KNIME models.pdf:data
*  New feature presentation

https://www.schrodinger.com/knimeworkflows/KNIME newfeatures.pdf

- KNIME workflow examples

https://hub.knime.com/schroedinger/spaces/Workflow examples/latest/
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LiveDesign Nodes in KNIME

Import from LiveDesign
* Populates a KNIME table with data from a LiveReport

*  Export to LiveDesign

« Sends data from a KNIME table to a LiveReport %

K

Export images to LiveDesign
 PNG or SVG images stored in Free Form Columns

« Upload a workflow as LiveDesign model

 Creates a model which executes the KNIME workflow in
LiveDesign

(no need to open the LiveDesign administration panel)

 The model is now ready to be run on any LiveReport and
the output will be added as new column(s)

- Administrate LiveDesign models and protocols

(@)

‘r‘a:-t.

(a

 eg backup copies, testing copies, copy from testing to
production instance, new version deployment, version
comparison
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LiveDesign Nodes in KNIME — usage

* Import > Export to LiveDesign
« Calculations on your local KNIME installation

* Possibly interactive data manipulation, workflow
adapted to the data

» Import from LiveDesign and Export to LiveDesign
nodes
*  KNIME models
« Calculations on the LiveDesign machine
« Available to other LiveDesign users

« Completely automated, starting from 1 column
and creating some in the same LiveReport

» Upload as LiveDesign model

SCHRODINGER.
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How to diagnhose issues with the Upload
as LiveDesign model node and KNIME
model failures?



Diagnose failures — Upload as a LiveDesign model node

Error messages in the console and/or at the bottom of the panel:

« 401 Client Error: Unauthorized for url:
https://[<myHost>.onschrodinger.com/livedesign/api/auth/login

« Wrong credentials

- Username or password is not set.. Could not get LiveDesign credentials.
« The password is not set in the upstream Credential configuration node

« Got a null credentials provider.. Could not get LiveDesign credentials

* You need to connect the node to an upstream node (we're going to change this misleading
error message).

» LiveDesign version SNAPSHOT is not supported

* You've connected to a different LiveDesign version in the current KNIME session. You need
to close and restart KNIME to be able to connect (same as in Maestro).
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Diagnose failures — Upload as a LiveDesign model node

Error messages in the console and/or at the bottom of the panel:

- HTTPSConnectionPool... Max retries exceeded with url... (Caused by
ConnectTimeoutError: The LiveDesign instance can't be reached

* Possibly a network or VPN issue

* Unable to extract the necessary files from the fetched tar file

« Check the LiveDesign service isn't down while the machine is up and running (when you
see this '502 Service is restarting’ while connecting to the instance)
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SCHRODINGER.

How to create a KNIME LiveDesign
model?



Upload as LiveDesign mode node — Protocol choice

° Between the 2 Genenc prOtOCOIS LiveDesign host:  https://qa-demo-8-9.dev.bb.schrodinger.com

° KNIME Workflow 20_4 LiveDesign protocol: | KNIME Workflow 20-3 - 1 column input (15594) « Refresh

. Takes the 'Compound Structure' LiveReport Folder: [RENA A mode>

Column (|IgandS In 2D) as Input Schrodinger Suite: | /mnt/suites/suite2020-3
R KNIME WOfkflOW 20_4 ~ l Column |nput Corporate ID column: Choose a Corporate ID column -
. . column : |Ligan v
« Takes 1 column from the LiveReport as input ZD dw :’1 T‘
. omman type: orma v
eg a string, 3D structure, FEP map column A overnrte e
« The input column is selected in the

Parametrized model panel when executing the
model

- Or use these generic protocols as template to
create a customized protocol for specific
scenarios

SCHRODINGER.



KNIME LiveDesign model — creation

» To use KNIME Workflow generic protocol
« Create and test your workflow in KNIME

* Use the KNIME SDF reader as input https://kni.me/n/ZVPNMGw17wO0I1jZ
e It can be configured to read any file on disk

or read the default LiveDesign file included in the workflow examples: Compound structures
knime://knime.workflow/_Files/input_from_LD.sdf from the LiveReport

 Add the “LiveReport” tag to the node comment
so the file initially read is replaced with the LiveReport structures when the workflow is executed in LiveDesign

« Filter the table columns to keep only Corporate ID one and those to add to the LiveReport
 Add the Upload as LiveDesign model node at the end of the workflow
« Select KNIME Workflow [2X-X] as protocol

»  To use KNIME Workflow - 1 column input generic protocol
» Use one of the following templates to create your workflow:
* https://hub.knime.com/schroedinger/spaces/LiveDesign_models/latest/ Support_materials/Templates/
« If you need specific data to configure your workflow:
« Add the Breakpoint node to the template model and run it on your LiveReport
« Use as template the executed workflow temporary file from LiveDesign admin Tasks

+ Use these generic protocols as template to create customized protocols for specific
scenarios
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KNIME LiveDesign model — creation

- Tagged input SDF reader node and Upload as LiveDesign model node as output

Credentials
Save Workflow con.mumnon Dialog - 0:140 - Upload as LiveDesign Mod — O X
plOﬂd File
SDF Read igPrep ikP Column Fitt ol - Lrvege jon Model
i Lm Q op - .gl' & SN Job Manaaer Selection Memory Policy
= » » [ [&] Upload as LiveDesign Model Flow Variables
= » B » B> > i : — .
HE | Before uploading LiveDesign LiveDesign host: | https://ga-demo-8-9.dev.bb.schrodinger.com
) = 2 o LiveDesign protocol: Choose a protocol Refresh
Compound structures Generate |0nly relevant columnsl New LiveReport column(s):
from the LiveReport 3D coordinates for the LiveReport - a selection of Qikprop properties Folder: [KNIME
[ e
ofile% Schrodinger Suite: | /mnt/suites/suite2020-3-099
Dialog - 2:181 - Credentials Input (Live Design) — O % Corporate ID column:| Molecule name ~
Read molecules - 0:2..  — O X Filtered table - 0:38 - Column Filter (Only relev — | X File
File Hilite N t v 3D column type: | Ligands v
File Hilite Navigation View e Hilte Nawi n View
o " —— ble Hilite Navigation Vie Control Flow Variables Job Manager Selection Memory Policy ;
roper ties ow Variables " . . : = . Command type: Normal
Table "default” - Rows: 3 i — Table "default™ -Rows: 3 Spec - Columns: 3 Properties Flow Variables Label: Ty A e
Molecule i
Row ID soF Molecule 8] r::emle Row ID a cr 8] name [D] QiogsB lzmniit Enter Description = Overwrite Mode!
Row0 Molecule: V64... V64713 Row0 Molecule: V64713 #atoms:... [V64713 -0.694 A v
Row1 Molecule: V64... 64719 Row1 Molecule: V64719 #atoms:... [V64719 -1.377 Vaiable Name:  [id edentals
Row2 Molecule: V64... V64721 Row2 Molecule: V64721 #atoms:... [V64721 -0.201 v =
Parameter Name:  ||4_credentials oK Apply Cancel )
Username: Jean-christophe.mozziconacd
Password: sesssseee
[+] Prompt user name in wrapped metanode dialog/wizard
[[] Save password in configuration (weakly encrypted)
[] Use KNIME Server Login (when run on server) v
0K Apply Cancel )

SCHRODINGER.




KNIME LiveDesign model — creation tutorial

« To be prepared to be run in LiveDesign

Molecule Reader Molecule Writer

(to MAE) LigPrep QikProp (from MAE)
. »
> > —p >
B B B — .
(] © ® @
Input structures Generate Structures
3D coordinates ®
Properties

*  Ready to be deployed to LiveDesign

Credentials
Save Workflow Congguraﬁon
) ) S D o— & o — ) Uplqad as
SDF Reader LigPrep QikProp Column therr LNgDeslon Model
» > ® ®
P = — 1183
507 > B [ > B> q g Before uploading  LiveDesign
=} [} ) o)
Compound structures Generate Only relevant columns New LiveReport column(s):
from the LiveReport 3D coordinates for the LiveReport - a selection of Qikprop properties

Find workflows under https://hub.knime.com/schroedinger/spaces/LiveDesign models/latest/ Support materials/Tutorials/
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KNIME LiveDesign model — Parameterized model examples

- Get PDB structures ———

Name:

e From a PDB IDs Got POB
> Download the PDB structures Deseripton: Get PDB
> Extract structural information

LiveReport Model Data

data column Get PDB structures Extract Properties  Column Rename

. Input column PDB ID (PDB ID) Change Column...
- A

PDB IDs ‘ I ‘ » In this Live Report Other Columns
PDB information Solubility QSAR (ph7.4) (LogS) o
Credentials Membrane (dG _insert)
Configuration ADME profile
Save Workflow Thrombin Docking (Ligand Interaction
& *——e@ ) W as Diagram)
Column Filter LiveDesign Model ) ]
] - —@ Ijzl . — — Thrombin Docking (3D)
» ili » - - Thrombin Docking (Run Status)
LiveDesign [ ] ] . . .
Publish(share data between Live Reports)(?) Thrombin WaterMap (3D)
o Before o Thrombin Builder (3D)
. rombin Builder
Corporate ID and new uploading 1 column input’ doas
LiveReport column(s): generic procotol “
- Protein-igand complex Run FEP I
- PDB resolution, deposition date Modeling Status

- PDB title, chains, classification Recommend for Synthesis
Restricted Column (undefined) 17146

PDB ID (PDB ID) v
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KNIME LiveDesign model — Parameterized model examples

(Get PDB structures

LiveReport
data column Get PDB structures Extract Properties

@ »@ 0>

PDB IDs ®
PDB information

Open Live Report FDB v

v al PDB ID (PDB
D Compound Structure = D)
HC 2 _CH
I:‘ N(N | NH Q, O '
s % V38532 11BF
1 5 1TBF
HyC
H,cJ
HN-_~Ny _-NH,
~O—IT
D V222790 4CMG

SCHRODINGER.

Credentials
Configuration

& .-Save Workflow UD'OGU as

Column Rename  Column Filter o [_.J R LiveDesign Model
. e
> 2l > i » . .
te l LiveDesign o
] o Before 2
Corporate ID and new uploading Ligand
LiveReport column(s):
Get PDB Get PDB
FFC DB Get PDB (3D) (Deposition Get PDB (PDB title)
classification date)
)
CATALYTIC DOMAIN OF
HYDROLASE 20-MAY-04 HUMAN
1ETR VAT PHOSPHODIESTERASE 5A IN
COMPLEX WITH SILDENAFIL
CRYSTAL STRUCTURE OF
PTERIDINE REDUCTASE 1
PTR1) FROM TRYPANOSOMA
ACMG OXIDOREDUCT @ 16-JAN-14 ¢ BI:;{UCEI o

COMPLEX WITH COFACTOR
AND INHIBITOR

Get PDB
(Chain list)

A,B,C,D

Get PDB
(Resolution)

1.3
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KNIME LiveDesign model — Parameterized model examples

«  Cocrystallized ligands
 From a PDB structure column
» Protein preparation

: ; Credentials
» List and extracted ligand structures Configuration
Protein Preparation 3 ._Sav_e:\forkﬂow Upload as
Structure column Wizard Ligand extraction  Structure content Column F:ter o |E| e LiveDesign Model
@
. 4+
- Ligand occurrences - Elefocr: -
Clean up Corporate ID and new uploading Ligand.
LiveReport column(s): Using the
. - Ligand 3D structures “1 column input”
¢ F E P an aIyS I S - Ligand list and by chain generic protocol
[ J
FEP map reader nOde % COX Give Feedback p = jomozzic ¥
» FEP map convergence g COXFEP ¥
. N EI' Compound D fmp FEP map FEP1 (Energy FEP1 (CCC FEP1 (Lig. FEP1 (REST
I n fo rm atl O n Structure (.fmp}) Conv.) Conv.}) RMSD) Exch.)
g - ’, _ I_‘.L; V217803 é Fair Good Good Fair
|—| ' * k V217804 é Fair Good Good Fair
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SCHRODINGER.

How to use third-party tools and
extensions iIn KNIME models?



Run third-party tools in KNIME

«  Community and Partner nodes

« Community Extensions - https://update.knime.com/community-contributions/trusted/4.2 (to be
opened in KNIME)

* RDKIit, Vernalis, Erlwood (Lilly), CDK, Genentech, R scripting...
« Partner Extensions - https://update.knime.com/partner/4.2
* ChemAxon/Infocom, LigandScout, MOE, Pharmacelera, Spotfire...

- Command line tools can be run in the Chemistry external tool node

o https://hub.knime.com/schroedinger/extensions/com.schrodinger.knime.feature.nodes/latest/c
om.schrodinger.knime.node.chemexttool.ChemExternalToolNodeFactory

- Python scripts can be run in the Python nodes or in the Chemistry external tool node

« Schrodinger Python nodes use the Python installation embedded in the Schrodinger Suite

https://hub.knime.com/schroedinger/extensions/com.schrodinger.knime.feature.nodes/latest/com.schro
dinger.knime.node.pythonl11.Pythonl1NodeFactory

* You can also use your own Python libraries
https://www.schrodinger.com/kb/1072

« Workflow examples:
https://hub.knime.com/schroedinger/spaces/Workflow examples/latest/Scripting/
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How to run other KNIME extension nodes and licensed tools

Install them in KNIME in the Schrodinger installation on the LiveDesign machine
« The extensions can be installed using $SCHRODINGER/KNIME _install.py

+ Install them in a specific folder on the LiveDesign machine
* Possibly just before running the model
« Use -configuration ~taskd/prod_scripts/<my KNIME model>/config

- Use a stand-alone KNIME installation on the LiveDesign machine
« The installation folder can be copied from location machine
« KNIME_batch.py -knimeinstalldir to point to the stand-alone installation

*  Run the workflow on a KNIME server
 Central extension installation location
« Use the computational power and license server on the KNIME server

*  Run the KNIME workflow on a remote cluster
« Instead of running on the LiveDesign machine (computational power, licenses)

Chemistry external tool node running remotely
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New Chemistry external tool node

* Optional input/output ports, output

Semiempirical NDDO

column structure options, column name. _ E‘“ Chemistry Run Maestro
Molecule Reader  LigPrep . Bxternal Tool
* Reads maegz files, input/output pdb, W Table Viewer @
output Surface type cm
1 form Semiempirical NDDO
° Flow variables, accessible by name

Log and out files

°* Basename keyword, add extra columns to the output

Quickforms | Job Manager Selection
ChemExternalTool | Flow Variables | Memary F‘nlicy|

Method:
Input columns )
: . @ RM1
Inputl (Seinput_1%g) : ﬁ T o~ o
Input2 (SGinput_2%) : v: ) AamMl
Input3 (%input_3%) : | v ) MNDO
) MMDOd

[7] Run command line for each input row

Cptimize geometry

:Duu:lut replaces Input v: :Maestru v: O] |cT

C_Q“m“t anly ) Text < log Keywords: |esp mullik bonds pi super plotesp
:Duh:lut replaces Input v: :Maestru v: O] |eT

Command lineis): Host: |localhost

£5CHRODINGER/ run seni emp.py -WAIT —-HOST %HOST% %Options%)—john.ﬁe *basename 13 Jinput 1%

mv %basename 13" out.mae" Foutput_ 1%
cat ibasename 13%".log" Ibasename 13" l.out"™ ibasename 1%" 2.out" > Ioutput 23
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Chemistry external tool nodes

* Dialog - 5:42 - Chemistry External Tool 1:1 (Parse the log Hie)
File

ChemExternalToolll | Flow variables | General Mode Settings |

* Input/output types:

[ ]
Cakput Column Skructure
f* Input plus Outpuk b
" Cukput replaces Input
[ ]
£ Cukpuk only
[ ]
Colurmnn containing inpukt {%inpuk_19%6) ¢ I Log Log - I
. . [ ]
@nd lime For each |npm
‘\ —
[ ]

Oukput Type (Shoutput_ 197 IText

=1

v  ©ukput Calurmn Marme: ITE:xI: )

Command lineis):

grep "high, mediwn™ Zinput 1% > Zoutput 1%

SO0rt Toutput_1% > Ltmp.LxbC
unig tmp.txt > Zoutput 1%
rm tmp.Ltxt

& skring "Feinput_1%%' Far specifying the input File,
the string "aflove_=n>=9%", where =n=is 1, 2, or 3 for specifying the Flow wariables Flow_<n=,
the skring "Ferow_id<%:' For specifying the row id (only For each row,

= tpuk_ 134" For specifying the oukpuk File)

(8] 4 I apply I Cancel I

Maestro, SD, mol2, Smiles
Double, Integer

String, Text

Sequence, alignment
FingerPrint, Canvas Matrix
Phase Hypothesis, Glide Grid
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Python nodes

Dialog - 2:350 - Python Script L:1 (Distance, ASL from columns)

Script r Flow Variables rﬂeneral Mode Settings
Script

import os, randam, string, sULProcess, sys
Fead in the input takble
< [iterator = inDatal[0]. iteratorii —

hile iterator. hashlext(:
row = iterator.next(
mae_ct = row.getCell{0)
asll = row.getCell{1l). value
asl2 = row.getCell{2). value
# Loop over structures in table (single entries in cell only’
for st in mae_ct.getstructureReader(:
[atorml]= structureutil. evaluate_asli{st, asll)
[atorm2]= structureutil. evaluate_asli{st, asl2)
distance = st. measure(atoml,atom2)
print "distance = "+ stricistance)
# Store the distance in the CTs
st.property]'r_user_distance']l= distance
st.property]'s_user_asll']= asll
st.property]'s_user_asl2']= aslz2
# Create the output table
newZell = MaestraCell(
new_ell. setToStructure(st)
newFow = AppendedZolumnBEowirow, [ newCell 13
newFow colblames = [“klew CT"]
<_outContainer[0]. addRowT oTable(newRow) >

[ QK

| [ eey | [ canemt ]

Input/output connectors: 0:1,
1:1, 1:2, 2:2

Schrdodinger’s libraries

Possibility to include third party
libraries
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Run models on the KNIME server



Run a workflow on a KNIME Server from LiveDesign

« Using the Upload as LiveDesign model node:
« Configured to use the generic KNIME Workflow protocol

« See example the follow validated model running a workflow on a KNIME server:

https://hub.knime.com/schroedinger/spaces/LiveDesign models/latest/Run%200n%20a%20KNIME%20Server/My%20workflow%?2
Orunning%200n%20a%20KNIME%?20server

Call Workflow Save Workflow  ypjoad as
(Table Based) Column Filter = T ign Model
_ N o
Credentials ml . . >4y e |
" > e ®
R o o] Before exporting
=] Credentials o Select the workflow  Only relevant columns Prepares the output
To be set Compound structure you want to run for the LiveReport to be incorporated
column (2D) from on the KNIME server in the LiveReport
i Adapt:
the LiveReport
o -the LD host
- output settings

Options  Flow Variables Memory Policy Job Manager Selection

KNIME Server credentials (required to be saved in the workflow)

Username | Jean-Christophe .Mozziconacd

Password eeee

LiveDesign credentials (not saved)

Username  jcmozzic

Password eees
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Run a workflow on a KNIME Server from LiveDesign — configuration

+  Set the credentials
+  Set the KNIME server address in the KNIME server connection node

Options  Flow Variables Memory Policy Job Manager Selection

KNIME Server Call Workflow Save Workflow 5104 as
KNIME Server credentials (required to be saved in the workfiow) cf“"ecm“ (Table Based) Column F:‘i _— _'{ o — Lwﬂesnon Model
Credentials SDF Reader 0 o
Username  Jean-Christophe.Mozziconacci ‘- = aQ» » ili »
Password eeee o — EY > g ®
o SOUF o @ Before exporting
® Credentials © Select the workflow  Only relevant columns Prepares the output

) ) = To be set Compound structure you want to run for the LiveReport to be incorporated
LiveDesign credentials (not saved) coll‘:mn (2D) from on the KNIME server in the LiveReport

Username jemozzic the LiveReport Adapt:

Password eses -the LD host

- output settings

- Select the location of the workflow to be executed on your KNIME server
« Executing the Call workflow node will run the workflow on the KNIME server

- Configure the Upload node

* Run the LiveDesign model created by this node

« Failure reported in the Task log may reveal connection issue between the LiveDesign instance and
the KNIME server
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KNIME server workflow

- Call workflow (table based) node A 2ot o
configuration: Wtk i s [ e o Moy

KNIME Server Call Settings

» Select the location of the workflow to be e e erocgecm
executed On your KNIME Server (O short duration: the workflow is expected to run quickly (less than 10 seconds)

(®) Long duration: the workflow is expected to run longer than 10 seconds

- Example of workflow to be run on the e on ko
KN I M E Server [] Discard job on successful execution

° It must |nC|ude the COntaIneI’ Input and kaﬁowpam:@x-wmkfmwpmmtypesJCusmmersﬂmﬂMESewerﬁomwaW@wsemrmM
output nodes to communicate with the
Ca” WorkfIOW nOde = Advanced settings

Assign input table to: input ~
Fill output table from: output

1 Thisis a job running on KNIME Server (knime-server).

4 )

LigPrep QikProp Column Rename \IColumn Filter CSV Writer
»
A, > Bar > 22 e it ,H
=] o =] o ®
Genenrate Predictions
\BD coordinates / oK Apply Cancel Q@)
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KNIME server from LiveDesign — benefits

SCHRODINGER.

Workflows
 stored, shared and modified on the KNIME Server

Extra extensions
« Installed and maintained from the KNIME Server
« Otherwise Schrodinger installation change required at each release

Access to corporate data, databases, tools and license servers
« Set up and maintained from the KNIME Server

Computational expensive calculations
« Limited resources on the LiveDesign instance
* No need to setup access to external computational resources

More suitable to be called from the Gadgets
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Control workflow parameters or change
system specific files



Customize a KNIME LiveDesign model — change files

- System specific files can be changed from LiveDesign admin page
* No need to open KNIME, nor set it each time in the Parameterize model configuration panel

* eg ligand alignment template, Glide grid, QSAR model file

MODEL DATA
NAME PARAMETER TYPE DATA © PARAMETER SOURCE
extra file 1 File Parent File: mockup.txt Set Fixed o
Currently: Template.maegz D Clear
Change: | Browse... | No file selected.
extra argument 1 Text -istruct Template.maegz Set Fixed b
eg Alignment on a cocrystallized ligand:
Test LiveDesign
Run Maestro KNIME models Table Viewer
Molecule Reader ﬂ ﬂ
(to MAE)
o» Credentials Locally ®
Visual checking Configuration
® Include the Ry e Sie.\ﬂorkﬂow Upload as
_ %file% Shape Scregnino reference - B - LiveDesign Model
SDF Reader 3D coordinates  ['9SNd1MPIIEME -y O Joiner \ ® =
s » ) — - ,79 O > - — LiveDesign @
isor B, T ————p Before uploading ®
@ Pharmacophore ® Corporate ID and new
Compound structures volurr_\e scoring, Corporate ID LiveReport column(s):
Best alignment only - 3D structures aligned

from the LiveReport

41
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Customize a KNIME LiveDesign model — control parameters

MODEL DATA
- Workflow parameters
. . NAME PARAMETER TYPE DATA ©
« Using the extra argument fields
extra argument 1 Text
String Credentials
Configuration Configuration
Free Form = - Protein Preparation % ._Save Workflow Upload as
Column input Get PDB structures : Switch Wizard PDB information  Column Filter LiveDesign Model
® @ H -
= ‘ 4t v ° £
Protein preparallon - > O * Protein Preparation ¥ LiveDesign o
-preparationORnot ngt
Column from the LiveReport %inputSe Wizard / - Blefo(r]g -
selected in the String \ Clean up ‘ Corporate ID and new upioaaing "1 column input’
Parametrized model panel Configuration | —» O LiveReport column(s): generic procotol
| - Protein-ligand complex
Qe ‘ - PDB resolution, deposition date
Preparation and - PDB title, chains, classification
- minimization
Minimizaﬁon
-minimizationORnot not
%mput%

SCHRODINGER.
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Customize a KNIME LiveDesign model

LUMNS

Project LiveReport

ﬁ E Q PPrep

(I) Computational Models

KNIME
¥ (O Validated models
¥ ) Get PDB from FFC and 03
@ 3D

Chain list
Deposition date
PDB classification
PDB title
prepared_with_version

Resolution

Name:

Compound

MODEL DATA

NAME

Open Live Report PDB v

Give Feedback p jemozzic ¥

VISUALIZE +|.\-3D ~ |

]

N

CHy

WELCOME, DEMO. STATUS / HELP / Lt

Change Model

18271

Get PDB from FFC and PPrep

PARAMETER TYPE DATA ©

extra argument 1 (48323)

extra argument 1

Input column (48324)

SCHRODINGER.

Text -preparationORnot preparat Set Fixed

PARAMETER SOURCE

Contents Styles
. ) o A mini (PDB A mini A mini L -
li“ Compound Structure -1 ElmiiiChatn Qi classification A mini (3D) (Deposition (prepared_wit L) {212
D list) (Resolution) ) date) h_version) title)
® A mini (3D)
REFINED v1 V38532 (1 pose)
ANGSTRO v Rowl_1977711137 @
X-RAY CRYS!
v HYDROLASE/H STRUCTUR A not (3D,
: V38532 L H 22 T @ 06-JUL-92 2020-4 BOVINE THR e (3D)
COMPLEXI v/| V38532 (1 pose)
FORMED WITH
v
BENZAMIDINI Row1_460132198 @
More available...
HN__Ny_NH, REFINED 2 3 cocryst (3D)
; Q LT r ANGSTRON A prep (3D)
=N X-RAY CRYS
STRUCTURE] Ensemble docking (3D)
L] NH; V222790 LH 25 LDROCSE 06-JUL-92 2020-4 BOVINE THRO!
2 INHIBIT Get PDB (3D)
COMPLEXE|

FORMED WITH
BENZAMIDINE

More available...

Get PDB from FFC (3D)

No PPrep (CT - DELETED)
Not (CT - DELETED)

PPrep (CT - DELETED)
PPrep - not (CT - DELETED)
Preparation (CT - DELETED)
Thrombin Docking (3D)
Thrombin WaterMap (3D)




Expose workflow parameter or file selection

Add the label %file% to the Reader node(s) comment or %input% for the Configuration
node(s)

Run Batch test node

It analyzes the workflow and prints in the console the arguments to be used on the Admin
page

The supported reader and configuration nodes can also be checked running:
$SCHRODINGER/run KNIME_ batch.py -print allowed

The Get help node with the command and argument above

The corresponding KNIME__batch.py arguments have to be added to LiveDesign admin
page

If you want to control the file(s) and/or parameter(s) from the Parametrize model panel
Instead of the admin page:

On the Admin page change the parameter source from Set fixed to Set default

SCHRODINGER.
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System specific file configuration location

- If the file rarely has to be changed
« Change the file from the Admin page
« eg ADME model

- If the file doesn’t change in the project
« Make a copy of the model for each project (and make it available only to the project)
« Change the file from the Admin page
* eg Glide model

- If the reference file has to be changed most of the time
« Make the model a parametrized model
« Set default instead of Set fixed
« eg reference structure in an alignment workflow
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Customize a KNIME computational model

System specific files can be changed from LiveDesign admin page
* No need to open KNIME, nor a the Parameterize model configuration panel each time
* eg ligand alignment template, Glide grid, QSAR model file

*  The corresponding KNIME__batch.py arguments have to be added to the page too
* See Batch test node output

MODEL DATA
NAME PARAMETER TYPE PARAMETER SOURCE
extra file 1 File Parent File: mockup.txt Set Fixed »
Currently: Template.maegz| | Clear
Change: | Browse... | No file selected
extra argument 1 Text -istruct Template.maegz Set Fixed ~
. . . i Test LiveDesign
Alignment on a cocrystallized ligand: Run Maestro KNIME models  Table Viewer
Molecule Reader ﬂ ‘ ,E
(to MAE) Z
o Credentials Locally -
Visual checking Configuration
- include the Ry o >vegiorkflow  upioadas
- %file% Shape Scre.enino reference n, LiveDesign Model
SDF Reader 3D coordinates  -93ndtemplate file > 4 Joiner s . B ® = | -
5 i - —P O 2 ! ] LiveDesign )
) > B .
SOF - > ——p Before uploading ()
® Pharmacophore ) Corporate ID and new
Compound structures volume scoring, Corporate ID LiveReport colum_n(s):
from the LiveReport Best alignment only - 3D structures aligned
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System specific files

- If the file rarely has to be changed
« Change the file from the Admin page
« eg ADME model

- If the file doesn’t change in the project
« Make a copy of the model for each project (and make it available only to the project)
« Change the file from the Admin page
* eg Glide model

- If the reference file has to be changed most of the time
« Make the model a parametrized model
« Set default instead of Set fixed
« eg reference structure in an alignment workflow
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KNIME models — open the KNIME workflow

- The KNIME workflow can be downloaded from the model admin page
« Under Model data, workflow, click on the link to download. Rename the .json file
iInto .knwf
* ltis also available on the Tasks admin page
« In the Input files section, Download

- The workflow executed on the LiveReport data is among the temporary files
« They are kept if the model failed

« To inspect these there are ways to make the model to fail intentionally
In 21-1 protocols it can be triggered from the model admin page
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Save a workflow with the data

* Under File, export KNME workflow...
« Toggle off Reset workflow before export

Export O X

Export KNIME workflow(s) —
Exports KNIME workflows.

Select workflow(s) to export: l LOCAL:/AutoQSAR | Select...

Destination workflow file name (.knwf): l C:\.Users\jcmazzic\AuthSAR.knI Browse...

Options
[[] Reset Workflow(s) before export
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Extract data from LiveDesign

Credentials Input

& @ | Select Live Report by: Live Report ID or URL ¥
Import from |
g LiveDesign Extract Properties Live Report ID or URL: ber.com/livedesign/#/p rojects/4751/livereports/46860
—9 COoX

LD credentials Project: Live Report:Reception Review copy

B> » B>
| Available properties to import:
L1 Al A
Some properties All 1D
LiveReport URL | Compound Structure
L 016D
Use the Extract data from LiveDesign node D1 v omeren
iD1mmmmrD&Hm)
A credential input node is needed upstream. The Jop S — <
variable has to be named LD credentials | ok [ cance

An Extract properties node downstream populates -
the output table only with the properties you need
Immediately. The others are still available in the

Properties and target column  Flow Variables Job Manager Selection Memory Policy

Column containing input : L

Output replaces Input «  [_] Short Column Names in Output Extract Al

structure column when needed. | | e s

You can also use the Extract all option in the S| e ||

Extract properties node if you want all the ‘ -
properties to be extracted each time you reexecute = :
the Import from LiveDesign node. ox
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Model organization

- Folder
 Empty => Computational Models/KNIME/

« “My folder” => Computational Models/My folder/

« “KNIME/My subfolder” => Computational Models/KNIME/My
subfolder

« Same with LiveDesign_admin.py -folder option
* Project
* Global : the model is visible

« Projectl : for testing, since only visible in this project
« COX2:eg QSAR model only relevant to a project

SCHRODINGER.

Dialog - 14:456 - Upload as LiveDesign Model ("1 c — O X
File

Upload as LiveDesign Model  Flow Variables Job Manager Selection Memory Policy

- ~
LiveDesign host: |From the Preferences v o

LiveDesign protocol: | KNIME Workflow 20-4 - 1 column input (18092) v
Schrodinger Suite: From the Preferences v

Folder: My folder v

LiveDesign project: KNIME v

Corporate ID column: | Corporate ID v

3D column type: |Ligands v

Command type: |Normal v

PyMOL script:

0K Apply Cancel @
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Copy KNIME models

- Back-up copy of a model or copy for experimenting

« In KNIME: open the workflow, change the name and execute the Upload as LiveDesign
model node

* Orincommand line: "$SCHRODINGER"/run -FROM knime LiveDesign_admin.py
-type model -mode duplicate -id <ID> -name <New model name>

-host <machine> -username <username> (-password <password>)

e (Can also be used far any (non-KNIME) LiveDesign computational models

»  Qverwrite a model with a new version

« So the results are stored in the same column and previous results can be recalculated
automatically

* In KNIME: open the workflow and execute the Upload as LiveDesign model node
e Orin command line: "$SCHRODINGER"/run -FROM knime LiveDesign_admin.py

-type model -mode upload -overwrite -file <knwf archive path> -name <New model nhame> (-
folder <folder>)

(-schrodinger <path>)
-host <machine> -username <username> (-password <password>)
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Can | update my KNIME model with a more recent Schrodinger Suite version?

* This may work just fine if the model was created a couple of releases ago. However if it
is older, some recent protocol improvements may break the forward compatibility. Then
you need to switch and use the most recent protocol version.

*  From Suite 21-3 you can just deploy the workflow from KNIME GUI running the Upload
node again. It will install the latest version of the protocol automatically.

«  With an older Suite version you will have to install the protocol first using the workflow:
https://hub.knime.com/schroedinger/spaces/LiveDesign models/latest/ Administration/
Model%20administration.

* It can also be installed through the command line using LiveDesign_admin.py script. See
the help message and the command can also be framed with the Upload protocols node in

the workflow above.
* The KNIME generic protocols are available from SSCHRODINGER/knime-v*/data/livedesign_protocols
and
https://hub.knime.com/schroedinger/spaces/LiveDesign models/latest/ Support materials/Generic pr
otocols~0AoytFYJTgwyBTrC/
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https://hub.knime.com/schroedinger/spaces/LiveDesign_models/latest/_Administration/Model%20administration
https://hub.knime.com/schroedinger/spaces/LiveDesign_models/latest/_Support_materials/Generic_protocols~0AoytFYJTqwyBTrC/
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Here are some more resources if you have remaining

guestions:
https://hub.knime.com/schroedinger/spaces/LiveDesign _models/latest/

Support _materials/Documentation/
https://www.schrodinger.com/knimeworkflows/KNIME newfeatures.pdf

https://www.schrodinger.com/knime-extensions

Or contact help@schrodinger.com



https://hub.knime.com/schroedinger/spaces/LiveDesign_models/latest/_Support_materials/Documentation/
https://www.schrodinger.com/knimeworkflows/KNIME_newfeatures.pdf
https://www.schrodinger.com/knime-extensions
mailto:help@schrodinger.com
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