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Minimize. ..

Minimize as Rigid PDB Name A

Renumber Proteins Alignment. ..

Predict Side Chai

flefine L Sequence Editing

Hybrid Monte Carlo... # Multiple Sequence Viewer...

Refine Protein-Ligand Complex...

@ Protein Preparation Wizard - o X
Job prefix: |prepwizard Bost: | localhost (12) ~
Displar hydrogens: () ¥one () Polar only (®) All ligand, polar receptor () All
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TASKS
{__ Receptor—Based Virtual Screening

Docking Preparation Docking Post Processing

Receptor Grid Generation. .. Pose Viewer. ..

Doc T’I’I}g l Select Top Poses...

Ligand Docking. .. Filter Docked Po
Virtual Screening Workflow. .. Pose Explorer...

Covalent Docki Visualize XP Interactions...
Covalent Docking. ..

Induced Fit Docking...

Enrichment Calculator...

Binding Pose Metadynamics... Strain Energy Rescoring...

Other Docking Workflows W#Score

OM-Polarized Ligand Docking... Model Generation...
C s Docking... Docking. ..

One—Step Ligand Docking. .. Visualizer...

Interactive Pose Prediction...

Fusion Methods

Data Fusion...

Receptor Site Constraints Rotatable Groups Excluded Volumes

Define receptor

If the structure in the Workspace is a receptor plus a ligand, you must
identify the ligand molecule so it can be excluded from the grid generation.

Pick to identify the ligand Molecule ~ [+]Show markers
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() Receptor Grid Generation - O X
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Excluded Vo I{JIIE“ s

HeE AR S F e R A R R T DR I

HIE AL A B

(j:ﬁ_t%%%—‘ le docking
ANERAETT DAFE B
KERET)

Job name: |glide*grid71 ‘n - Run

Host=localhost (7)
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TASKS

Receptor—Based Virtual Screening

Docking Preparation

Receptor Grid Generation. ..

Docking
Ligand Docking. ..
Virtual Screening Workflow. ..
Covalent Docking. ..
Induced Fit Docking...

Binding Pose Metadynamics...

Other Docking Workflows

QM-Polarized Ligand Deocking. ..
Cross Docking. ..

One—Step Ligand Docking. ..

Interactive Pose Prediction...
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Docking Post Processing

Pose Viewer...
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Select Top Poses...
Filter Docked Poses...
Pose Explorer...

Visualize XP Interactions...

Enrichment Calculator...

Strain Energv Rescoring...

WScore

Model Generation...

BERPIR e 2 BE
R SRR it
TR %

Fusion Methods
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Docking. ..

Visualizer...

Data Fusion...

TASKS
General Modeling

Minimization

Force—Field...

Ligand—Receptor Complex...

Semiempirical NDDO...

MOPACZ2016. . .

Ab Initio QM...
QAM-MM. . .
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Conformational Search

Bioactive Search...

Advanced Search. ..
Ligand—Receptor Complex...
Redundant Conformer Elimination...

Macrocyele Sampling. ..

Macrocycle Propensity...

Classical Simulation

Molecular Dynamics

System Setup...

Model Syst@WPRegeneration. ..

Molecular Dynamics.. \
Simulated Annealing...

Binding Pose Metadynamics. ..
Metadynamics. ..

Metadynamics Analysis. ..

Replica Exchange. ..

Replica Exchange Review...

Molecular Dynamics Analysis
Simulation Quality Analysis...
Simulation Event Analysis...

Radial Distribution Function...

W Simulation Interactions Diagram...

Desmond Trajectory Clustering. ..
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