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Introduction

• Comprehensive
visualization

• Deformable
transformations

• Collision handling
• Splitting and splicing

structures

DiffFit: Differentiable Fitting of 
Molecule Structures to a Cryo-EM Map

Existing solutions: Manual placing, slow 
computation, low hit rate

A common practice in structural biology, often 
performed in the first step once a Cryo-EM 
map is ready

Inspiration – Reddy et al. DiffComp 2020

Method

Use case 2: Composite multiple structures

Use case 3: Identify unknown densities

Use case 1: Fit a single structure

Future


