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against SARS-CoV-2 variants Spike
protein/ACE2 interface
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Correction to: Scientific reports https://doi.org/10.1038/s41598-023-28716-8, published online 27 January 2023

The original version of this Article contained errors in Table 2, where data in the heading row was displaced. As
a result, the values in the columns AGying, AGcoutomb» AGcovalents AGribondd> AGripor AGsongs and AG,qy appeared
under an incorrect column heading. Additionally, the column heading “AGcyyom, Was incorrectly stated as
“AGeoutom - The original Table 2 and accompanying legend appear below.

The original Article has been corrected.
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ligand AGying AGcoutom | AGcovatent | AGubonda | AGripo | AGsowes | AGyaw
#1 ZINC000000004319 | —59.54 0.12 1.23 294 |-1379 |-1571 |-2622
#2 ZINC000003824921 | —54.8 -37.26 4.57 -347 | -1848 3568 | —31.99
#3 ZINC000067665085 | —54.76 | —18.6 1.33 231 |-1791 28.05 | -42.13
#4 ZINC000035644633 | —51.87 | —57.74 3.44 232 | -17.69 61.48 | —34.59
#5 ZINC000085540202 | —51.64 6.63 5.41 -1.82 | -1539 393 | -47.05
#6 ZINC000000607910 | —51.46 | -21.8 -0.94 -245 |-13.77 19.15 | -25.85
#7 ZINC000000538509 | —50.78 4.91 2.05 -16 | -1778 -3.98 |-30.29
#3 ZINC000053073961 | —50.18 41.13 3.07 -1.16 |-1726 |-3341 |-36.14
#9 ZINC000003810860 | —50.05 | —26.04 4.45 -171 |-19.57 27.55 | -29.34
#10 ZINC000022446634 | —49.42 28.75 5.74 113 | -17.62 |-29.46 |-32.19
#11 ZINC000003816292 | —48.55 42.49 9.34 -206 | -941 |[-50.72 |-3551
#12 ZINC000001530886 | —48.14 3135 2.7 259 |-17.89 |-23.82 |-2871
#13 ZINC000006716957 | —47.99 | -13.17 9.96 -1.89 |-188 21.94 | -38.49
#14 ZINC000077313075 | —47.94 | -63.1 8.9 292 |-1973 72.88 | -39.91
#15 ZINC000030731084 | -47.58 | —23.59 5.78 -424 |-1351 3138 | —41.64
#16 ZINC000000537928 | —47.34 22.02 3.74 -054 |-263 -11.93 | -29.88
#17 ZINC000150339331 | —47.3 11.6 7.07 -1.84 | -14.58 -9.06 |-33.73
#18 ZINC000000001003 | -47.24 | -15.85 257 -1.03 |-15.88 13.98 |-25.87
#19 ZINC000000608266 | —47.12 61.92 5.59 ~0.65 |-2226 |-5554 |-32.12
#20 ZINC000001552042 | -47.11 | -77.88 2.11 -133 |-16.25 86.71 | —34.63
Table 2. Binding energy (kcal/mol) and individual energy terms of Delta RBD-ligand systems calculated by

Prime MM-GBSA.

Open Access This article is licensed under a Creative Commons Attribution 4.0 International
License, which permits use, sharing, adaptation, distribution and reproduction in any medium or
format, as long as you give appropriate credit to the original author(s) and the source, provide a link to the
Creative Commons licence, and indicate if changes were made. The images or other third party material in this
article are included in the article’s Creative Commons licence, unless indicated otherwise in a credit line to the
material. If material is not included in the article’s Creative Commons licence and your intended use is not
permitted by statutory regulation or exceeds the permitted use, you will need to obtain permission directly from

the copyright holder. To view a copy of this licence, visit http://creativecommons.org/licenses/by/4.0/.

© The Author(s) 2023

Scientific Reports |

(2023) 13:2707 |

https://doi.org/10.1038/s41598-023-29766-8

nature portfolio


http://creativecommons.org/licenses/by/4.0/

	Publisher Correction: Virtual screening and molecular dynamics simulations provide insight into repurposing drugs against SARS-CoV-2 variants Spike proteinACE2 interface

