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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, Ondiej 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.
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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.



Table 1

Hit rate Computing time RMSD (A)
DB Res A
C D G [ = n G M [ o D ne
GWTT 238 00 1368 nh 1503 38 397 1310 af (942 0,037
FOBX 260 00 2020 wia 1960 52 376 1960  al 098 0,014
7SPE 270 46 188 09 1306 26 505 1290 0996 0.969 0,025
7STE 273 140 1104 79 8061 121 666 1740 0062 0,662 0.058
7IPD 320 54 1918 355 287 67 372 21840 0017 0922 015
TEMD 360 440 1954 44 3524 40 367 1640 0030 0997 0,024
6M5U 380 00 1050 wa 1622 40 392 2360  wa 0912 0.018
GMEO 190 7.4 1160 157 1282 32 J0.01 1940 0489 (L1786 0.488
THGE 394 48 1236 258 3376 43 TR0 1870 0.017 0K19 0,017
High-avg 89 1520 217 2793 &1 528 L8SO 0.268 078 0.077
S5NL2 h6D) 18 1632 907 46 2.0 480 2430 O4N3 1124 0,056
TEZV 660 490 1656 34 2406 41 582 25290 0338 1.323 0338
7CAS 760 S58 724 13 3226 29 1100 3290 2442 L2207 2042
SVHO 770 686 1580 2.3 11478 140 813 0960 D085 0991 0085
6ARE V.00 TS0 1826 23 749 LS 4u3 2200 123 2617 o7
311Z 1300 1386 1722 1.2 644 20 330 3235330 0396 2612 0.388
Med-avg 653 1823 169 3241 44 633 11085 (513 1L.646 0,504
All-ave 31,5 1522 198 2073 49 S0 5544 0366 L1185 0.248
Table 2
Structure CHit DHit  Gain
ITMLVG_D3 108 254 2.4x
17M317_DI 127 240 1.9x%
Table 3
Hit rate Computing time RMSD (A)
PDB EMDB #S #A  Res Vs L s A % A 5 A 2
C D G C D G M C D DC
6WTI 21897 4 9980 238 1.08 0.7660 0.0 136.8 nfa 1503 38 397 1310 nfa 0942 0,037
7D8X 30614 4 10928 260 1.08 0.0229 0.0 2020 nfa 1960 52 376 1.960  n/a 0,984 0.014
75P8 25368 3 6000 270 1.08 55755 4.6 188 409 1306 2.6 50.5 1.290° 0.996 0,969 0,025
7STE 25426 5 14249 273 0.83 0.0963 140 1104 79 806.1 12.1 66.6 1.740 0.062 0.662 0.058
7IP0 22417 5 16,087 3.20 1.07 0.0240 54 1918 355 250.7 6.7 372 2.540 0.017 0922 0.015
7PMO 13508 3 10,169 360 1.10 0.0068 440 1954 44 3524 4.1 867 1.640 0.030 0,907 0.024
6M5U 30093 3 10,549 3.80 1,06 00350 0.0 1050 n/a 1622 4.1 392 2360 n/a 0912 0,018
6ME0 9108 3 7465 390 1.06 0.0500 7.4 116.0 157 128.2 3.2 40.1 1.940 0489 0.786 0.488
7MGE 23827 4 9010 394 0,949 0.2550 4.8 123.6 258 3376 43 781 18700 0.017 0819 0,017
High-avg 378 10,503 321 1.03 n/a 8.9 152.1 21.7 2793 51 528 1.850 0.268 0.878 0,077
SNL2 3658 2 4312 660 1.35 0.0297 1.8 163.2 90.7 946 2.0 48.0 2440 0.093 1.124 0.056
72V 22647 2 5717 660 1.05 00050 490 165.6 34 2406 4.1 582 25290 0.338 1.323 0.338
7CAS 30324 2 6484 7.60 1.06 0.0100 558 724 13 3226 29 1100 3.290 2.042 1207 2.042
SVH9 8673 2 22,42 770 1.20 0.0074 68.6 158.0 23 11478 14.1 813 0.960 0.085 0,991 0.085
6AR6 8898 2 2395 900 3.00 0.0739 78.0 1826 223 749 L5 493 2200 0.123 2.617 0117
3J1Z 5450 2 4,586 1300 2,74 3.8989 1386 1722 1.2 644 2,0 330 32330 0396 2612 0388
Med-avg 200 7589 842 1.73 n/a 65.3 152.3 169 3241 44 633 11.085 0513 1.646 0.504
All-avg 301 9337 529 1.31 n/a 31,5 1522 198 2973 49 570 5544 0.366 1.185 0.248




