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Errata to “DiffFit: Visually-Guided Differentiable Fitting of Molecule Structures to a Cryo-EM 

Map” by Deng Luo, Zainab Alsuwaykit, Dawar Khan, Ondřej Strnad, Tobias Isenberg, Ivan 

Viola (Digital Object Identifier no. 10.1109/TVCG.2024.3456404) 

The authors would like to make the following errata after correcting the initialization related 

bugs in the associated program.  

On page 1, the last two sentences of Fig. 1’s caption should be “Right: the final composited 

structure overlaid on the original target volume (RMSD: 0.138). The involved computation takes 

10 seconds in total, and the human-in-the-loop interaction takes ≈3 minutes.” On page 5, “10-

element array” should be “3-element array.” On page 10, in the ACKNOWLEDGMENTS 

section, the authors add: “The authors also thank Alexandra Irger for her narration in the 

submission video.” The authors also make changes to Fig. 3 (c–f), Fig. 4, Table 1–3, which are 

attached below, and an updated attachment “ExpRes.xlsx” in the supplementary materials.  

 

Fig. 3: Clustering and filtering: (a) target volume, (b) atom coordinates of the source structure, 

(c) positions of 1000 fit results (the dots are clustered, hiding the number of results), (d) 1000 

instances of the structure, (e) positions of 1000 fit results with a transparency level set based on 

an exponential scaling of the sum of sampled density metric (two clusters stand out, as in the 

zoom-in insets), and (f) instances of the structure at those two clusters. 

 

 

 



 

Fig. 4: Visual browser based on ChimeraX. The target volume on the middle is overlaid with a 

fitted molecule corresponding to the selected fit result in the table on the left (clustered fits, each 

row is the representative placement with the highest correlation from that cluster). After 

inspection, users can save the placement and then select “Simulate volume” and “Zero density” 

to zero out the corresponding voxels from the target volume. 
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