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SARS-CoV-2X-1 > 0O57—t

Function %PODTD1 - R1AB_SARS?2 UniProtKBT—42~X—X

Names & Taxonomy

Protein’ | Replicase polyprotein 1ab Amino acids | 7096 (go to sequence)
Subcellular Location Gene' | rep Protein existence’ | Evidence at protein level
Phenotypes & Variants Status® | % UniProtKB reviewed (Swiss-Prot) Annotation score? | @
PTM/Processing Organismi | Severe acute respiratory syndrome coronavirus 2 (2019-
nCoV) (SARS-CoV-2)
Interaction Entry Variant viewer Feature viewer Genomic coordinates Publications External links History
Structure

& Tools + & Download b Add g Community curation (1) Add apublication Entry feedback
Family & Domains

Sequence & Isoform Fu n Cti on :

Replicase polyprotein 1ab

@ Feedback

Similar Proteins
Multifunctional protein involved in the transcription and replication of viral RMAs. Contains the proteinases responsible for the cleavages of the polyprotein.
(W By similarity )

Host translation inhibitor nspl
Inhibits host translation by associating with the open head conformation of the 405 subunit (PubMed:32680882, PubMed:32908316, PubMed:33080218,
PubMed:33479166).
The C-terminus binds to and obstructs ribosomal mRNA entry tunnel (PubMed:32680882, PubMed:32908316, PubMed: 33080218, PubMed:33479166).
Thereby inhibits antiviral response triggered by innate immunity or interferons (PubMed:32680882, PubMed:32979938, PubMed:33080218).
The nsp1-40S ribosome complex further induces an endonucleolytic cleavage near the 5'UTR of host mRMNAs, targeting them for degradation (By similarity).
This inhibits the integrated stress response (ISR) in the infected cell by preventing EIF251/elF2-alpha phosphorylation upstream of stress granule formation and
depletes host G3BP1 (PubMed:36534661).
Viral mRNAs less susceptible to nsp1-mediated inhibition of translation, because of their 5-end leader sequence (PubMed:32908316, PubMed:33080218).

|-I By Similarity | |-I & Publications |

Non-structural protein 2

Enhances mRNA repression of the 4EHP-GYF2 complex in the host, thereby inhibiting the antiviral response and facilitating SARS-CoV-2 replication. Possibly

TR THEKD
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SARS-CoV-2X-1 > 0O57—t

..

| Function

MNames & Taxonomy
Subcellular Location
Phenotypes & Variants

PTM/Processing

Interaction
Structure

Family & Domains
Sequence & Isoform

Similar Proteins

AN E D E LSS

Entry  Variant viewer

Features

Feature viewer Genomic coordinates Publications External links History

Showing features for site’, binding site’, active site’,

QG @& @& & Download

1,000

. 2,000 3,000 4,000 5,000
Ml v e|® Il v Wwe v wW vviy I | 1®* Wl
2000 4000
TYPE ID POSITION(S) DESCRIPTION
--Select-- v
» Bindingsite 2455 Zn?* 5(UniProtKB | ChEBI 4 ) W PROSITE ProRule Annotation |
> Site 2763-2764  Cleavage; by PL-PRO [ By similarity|
3263-3264 Cleavage; by 3CL-PRO [N gysimilarity|
3304 For 3CL-PRO activity [ PROSITE ProRule Annotation | (™ 1 Publication |
3408 Nucleophile; for 3CL-PRO activity [—I PROSITE-ProRule Annotation | [—I 1 Publication |
> Site 3569-3570 Cleavage; by 3CL-PRO (M sy similarity |
> Site 3859-3860 Cleavage; by 3CL-PRO [ gysimilarity|
> Site 3942-3943 Cleavage; by 3CL-PRO [N gysimilarity|
> Site 4140-4141 Cleavage; by 3CL-PRO (M by similarity |
b Site 4253-4254  Cleavage: bv 3CL-PRO [N &y similaritv |

GO annotations’

Access the complete set of GO annotations on QuickGO [%

Slimming set:

Expand table

31
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SARS-CoV-2XA>2JO0F77—t
e 3CL-PRO (3C-like Protease. Mpro) :

2707 77—

FTOAILADOAU T OFA > = t]Jth g
Z (F2INTEDREEESR) T,

D1 )L ADER ERE(CHBETIIEENDIFE

=45 > )\ 8

proteins) Z=4

(NSPs: non-structural

37

o 6LU7DBECHIDIEEEML (BREEERL)

- Cys145
- His41
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shird 9

1. SARS-CoV-2XA > J0O5FF7 —tDO:EHEHEBIONE
= FOEZENSD K,

2. SARS-CoVX - > 70O 7 —tD:EMEEMIN
SARS-CoV-2THEBHIFSNTULNWBCENDHM DT
LD, MBEDAECHIMNEIRDEMI & IEMHEERMI E D1
B REMRZE RN K,

3. 3CL-PRODEMRZBEEI D L. AU TOAFT1>D
WYY M THONT . DAI)ILAFER TEIRL
IRBICED. EDIESHDOEERINHEHFE TN TLD,
SARS-CoVD ez (ICHRFE=NTZAEAR (B (S,
N3¥2GC37678 &) HSARS-CoV-2 THEXNREND
DEEZRDBDN. e, ORI BIERZIRARLK,
cicU. BB, CNS5DHERIL. SARS-CoV-2
Tld. EBERTOERIFESRIINTLRUY,
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FONDEDRYF>D

o RYF>D (docking) : I2)\TBELALEW. F>2I\DE
ESGVINTEIRE, FUI)I\TBEMDTFNEDLDIRME
= Ciaa 9 W FRITDFE

o HIKDDFIBEXEASNTNDIEDLETD
- BEEOEOEEE(LEERLIEEDEHS

o Ry UDEHHZREL TR

e DES
A%

CUAY R BT (IINDBRE) SESRE
Rk U CEVIZER/RBEN ERIRE) Z2Rc9Y8E

BROIINIBDRYXY
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IONDEDRYF>D

o FINIB-KDFDRYFT
— AN DEDNRTY SMRAFERT—GT W NIIRD
— AutoDock. SwissDock. Molegroii&
o I IN\DBE-FI)I\DEDRYF>D
- 2 )\ OBERAOBFHENREIANFIAE=ND
— HADDOCK., RosettaDock. ZDOCK. ClusPro/&

B+ DFENERI/ N, @FE5008
FEEY). ROARERDERREOEEMTD

(S CR AT SRR - P

DFEOBE/ERATIRILF+—. FEBEAIX
IF—REEXEBECROTZETE
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IONDEDRYF>D

e RwHF> TN
— ZROEHET )LD NS — ERIH EE

—- VI RIIT TR TCRREDERMESNDZENZL

— AR ERECTA T DT ENE L)

GOLD

K. Hirayama, Y. Fujiwara, T. Terada, K. Shimizu, K. Wada, and T. Kabuta: Virtual screening identification of
novel chemical inhibitors for aberrant interactions between pathogenic mutant SOD1 and tubulin,
Neurochemistry International, 126, 19-26 (2019).

Glide, GOLD: DAV /NI E—LEYDR VXTI TR T
BRIOINIBEDRYFY
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HINDBDRYF>D
e SARS-CoV-2XA>TJO7—EEFEFTILY ~

LJLE)L (Nirmatrelvir) EDORwWF> 2D

e AA>TJOF7—TCDIEEE. I TICAEDEEHR
MEE L TULWDiEE (PDB ID: 6LU7) — &M
PEERZFRNT RYF 2 TZITD

e )L MLILEILODIEIE(IE. PubChem& DEVS

e Rwa>72J(FSwissDock (AutoDock) Z{EF

° 3'_C(c_ﬁ¢7|‘ﬁ/§5’7*0)>(4zj S—tEZ)ILY S
LILE)LDESAEE (PDB ID: 8B2T) &ih
Rzl

J
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BIIINDED RYF>D DH
PubChemF—5~_—2

m National Library of Medicin

National Cenfer for Biotech tion

PUb©hem About Docs Submit Contact

Explore Chemistry

Quickly find chemical information from authoritative sources

Nirmatrelvir O\

Taxonomy
Deramas nelvis sumatrensis
Paratrechina foreli nigriventris
Nirmatrelvir metabolite M3
Nirmatrelvir metabolite M4
Descyano nirmatrelvir acetamide
Deunirmatrelvir
Abimtrelvir
Pomotrelvir

Ibuzatrehvir

Abimtrelvir [INM]

11 9 M Compounds 3 27 T\/I Substances ZYDOIVI Bioactivities A1V Literature S TIVI Patents 102 O Data Sources

See More Statistics » Explore Data Sources »
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m National Library of Medicine

National Center for Biotechnology Information

PUb©hem About Docs Submit Contact

SEARCH FOR

“Nirmatrelvir metabolite M1" Q

Treating this as a text search.

cesr st [ Nirmatrelvir metabolite M1 |ZE IR
X

e

IUPAC Name: (1R,25,55,6R)-N-[(15)-1-cyano-2-[(35)-2-oxopyrrolidin-3-yllethyl]-3-[(25)-3.3-dimethyl-2-[(2.2,2-triflucroacetyl)amino]lbutanoyl]-6- (hydroxymethyl)-6-methyl-3-
azabicyclo[3.1.0]hexane-2-carboxamide

SMILES: C[C@]1([C@@H]2[C@H] [C@HIN(C2)C(=0)[C@H](C(CHOCINC(=C)CA(AFC(=0)N[C@@H](C[C@@H]3CCNC3=0)C#N)CO

InChiKey: CUEGVRNFVNRCFT-YSTFHITLSA-N

InChl: InChl=15/C23H32F3N505/c1-21(2,3)16(30-20(36)23(24,25)26)19(35)31-9-13-14(22(13,4)10-32)15(31)18(34)29-12(8-27)7-11-5-6-28-17(11)33/h11-16,32H,5-7,9-10H2,1-4H3,
(H.28,33)(H,29,34)(H,30,36)/t11-,12-,13-,14-,15-,16+,22 +/m0/s1

Create Date: 2022-01-19

Summary Similar Structures Search Related Records

Compounds Substances

v 0 ‘metabolite: {FHDiBETERSNONE
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m) National Library of Med

Pu b © hem About  Docs  Submit  Contact Q_ search PubChem

COMPOUND SUMMARY ” Cite ¥ Download
Nirmatrelvir metabolite M1 coNTENTS
| Title and Summary
1 Struct -
PubChem CID 162396447 fuctures
2 Names and Identifiers -
Structure 5 3 Chemical and Physical Properties v
s 4 Related Records v
]
"HW‘ § Chemical Vendors
6 Patents -
® o 7 Biological Test Results -
Molecular Formula CazHsaF3sNsOs & Classification v
9 Information Sources
Synonyms Nirmatrelvir metabolite M1
2EX2D55G5A
UNII-2EX2D5SG5A
PF-07329265
2755812-08-7
View More... — D
—
~—

&

2.1.3 InChlKey ®

CUEGVRNFVMNRCFT-YSTFHITLSA-N
Computed by InChl 1.0.6 (PubChem release 2021.10.14)

» PubChem

2.1.4 SMILES @7

[ C[C@]1[[C@@H]2[C@H]‘I[C@H][N(C2}C{=O)[C@H](C{C)[C)C}NC(=O}C(F}(F}F}C(=O)N[C@@H]{C[C@@H]SCCN(B=O}C#N)CO]
Computed by OEChem 2.3.0 (PubChem release 2021.10.14)

b PubChem SMILES%: to_

&

2.2 Molecular Formula ®

Ca3H32F3NsOs
Computed by PubChem 2.2 (PubChem release 2021.10.14)

» PubChem

9 Cite

CONTENTS

Title and Summary

1 Structures

2 Mames and Identifiers

3 Chemical and Physical Properties
4 Related Records

5 Chemical Vendors

6 Patents

7 Biological Test Results

8 Classification

9 Information Sources

i Download

BROIINIBDRYXY
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Swiss-Dock

. SwissDock: > /\ OB EEDFEE (VHR) OfEE

EADock DSS 7L UXLA=EEE LTS,

SwissDock MELE/

EEEM CHMEML - /R ) DHETE
BEORERZ ITILF— (AG) (CEIWCIHIETS

2. )\ UEBiE%Z PDB h SEEFIFTIAE
PDB ID Z#EE 3 DT T THEZEUS TED
I—Y—HRAELk PDB J71)LEERTIEE

3. IS RRYF TN E]EE

HAEMIZ FCEELRLTSE

SN OBRAEREERRL THRAEHEZTITES
CEMEMIN RIS E(CER)

4, ITRILF—HEBCE DK OSSRV
SwissDock (FHEFDIEER—X=4R U\
HEEBEBRIRILF— (AG)
FUUTER—XDIS RS
[CEDWTHREXXIE .- 279D,

5. IEROAFENE S
#EE (X UCSF Chimera &E# L TRROJEE

SwissDock MEARMEFTN

SXxMES )\ OB (PDB ##&) &I8E

UH> ROF (SMILES / mol2 / sdf 738:") Z=I8TE
RwF > JZM4RKTE (BEESTTAILNTH)
H—/)\— L THERRET

EER—X & ITRIILF— TSR ZEEUS

SwissDock MDIEFR (BE)

)& (E BANICAKE (KEREERIEERULRLY)
BIEROMAENREB LI N TS
FAKERIIRGRERATH D, ERNREN WA

F Lo (FRAERNRFRAN)

HREFRTDIzHDWeb R—RDHF RyF>TV—)L

BEDFLENN I INOBDEZIC. EDOLDITHEET DN 2FHTD

— BIZEAR - FEEHFIFEET - BIFEEOBFIA (drug repurposing) TL <{FEHND.

ek, HEFR (BUKME - KFEER L) ZERN(CHERETED

/5( ; /\7 %%DM& jﬁ?\@%ﬁﬁﬁ?\\ﬂf—\%@’f ST
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BROIINIBDRYXY

SwissDock SwissParam Bwi

18in SBwissBiocisosh SwissTargetPrediction SwissADME Bw

KA S > O ® & #

“ SwissDock “
o

SWiSSDrUgDeSign Home  About Documentation FAQ Tutoriale Command-line Citing Contact Old version

| Welcome to the new SwissDock, based on the Attracting cavities and Autodock Vina docking engines.

Please, note that the old version, based on EADock DSS, is still available at the address http://old.swissdock.ch and will be
maintained for several months. Consider transitioning your projects from the old to the new server. Thank you!

Docking with Attracting Cavities

Don't know where to start? Try with an example: binding of SNJ-1715 (PDB ID 0m6) to calpain-1 catalytic subunit (PDB ID 2g8e),
of WRR-99 (r99) to cruzipain (1ewl), or of dabrafenib (p06) to B-Raf (5hie).

Docking with AutoDock Vina

1 - Submit a ligand

Provide a SMILES |

... or upload a Mol2 file @ | &5, |

... or input, or modify, or check the molecule using the sketcher

... or use the advanced search

Reset ligand

49
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8wissDock SwissParam

& Z]J

8

SwissTargetPrediction 8wissADME SwissSimilarity

o7 T & | #

a SwissDock “

SwissDrugDesign Home About Documentation FAQ Tutorials Command-line Citing Contact Old version

Welcome to the new SwissDock, based on the Attracting cavities and Autodock Vina docking engines.
Please, note that the old version, based on EADock DSS, is still available at the address htip:/old.swissdock.ch and will be
maintained for several months. Consider transitioning your projects from the old to the new server. Thank you!

S —

Don't know where to start? Try with an example: binding of SNJ-1715 (PDB ID 0m6) to calpain-1 catalytic subunit (PDB ID 2g8e),
of WRR-99 (r99) to cruzipain (1ewl), or of dabrafenib (p06) to B-Raf (5hie).

1 - Submit a ligand

Provide a SMILEY] |(=0)[C@H](C(C)(C)C)NC(=0)C(F)(F)F)C(=0)N[C@@H](C[C@@H]3CCNC3=0)C#N)CO |

PubChem THY#FL7=SMILESHZ =

...orupload a Mol2 file @ &3,

... or input, or modify, or check the molecule using the sketcher

... or use the advanced search % E\E L) 1T.|- (-j- é

Prepare ligand
L
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1 - Submit a ligand

Provide a SMILES (=0)[C@H](C(C)(C)C)NC(=0)C(F)(F)F)C(=0)N[CREH](C[C@@H]3CCNCI=0)CEN)CO
... orupload a Mol2 file © &85,

. .. or input, or modify, or check the molecule using the sketcher

. .. or use the advanced search

v eeigns 2 V% BIERITNE FTVIDBAS

2 - Submit a target

Provide a PDB id (e.g. 5hie) & 6 L U 7
Choose chain(s) to keep*: | A - 3C-like proteinase nsp5 v A - 3 C'I | ke p I'Otel nase na p
Choose heteroatom(s) to keep*: | None v|e N O n e ( IE,E 0) I} jj\?/ PE y% é

...orupload a PDB file [&%...| 7:; L \ )

. .. or use the advanced search

3 - Define search space

Search box center |-25 s 12 ;‘.| 58 O

Search box size |20 S 20 | 20 B

BROIINIBDRYXY
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3 - Define search space

Search box center [ -12 12 66 A]
Search box size 20 20 20 A
K A
"

it X
) 5;3 Bt DREEAID#E & &MLz
( L) SEZIZT VIR RO RERTE

Y
(
lonic Cation-n Hydrophobic n-stacking Show protein Reset
interactions interactions contacts interactions surface

BIOIINGBEDORYXY 45



F2INOED RY F>29 D)

4 - Select parameters

Number of RIC @ D

1 2 3 4 5 6 7 8

Hide extra parameters
Sampling exhaustivity @ @
low medium
Cavity prioritization @ @
buried medium
v | @

This job is estimated to take 0:13:54 (h:mm:ss)

5 - Start docking

Enter an email (optional) shimizu@bi.a.u-tokyo.ac.jp

T I7AIEDEEET
Extra parameters®,7 74 JL

w FODFEF(RRSETVET A,
BEEFLTOEEA)

shallow

| A—ILP7RLRIE. T DE

Enter a docking name (optional) | Mpro-Nir

‘ START DOkCKING ’ Reset form

\ MZxZTEST=-60DELD
FyF o1 1EDO BRI E L
THhEDHLLY

@& chemaxon

BROIINIBDRYXY
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SwissDock SwissParam 1ain BwissBioisost BwissTargetPrediction BwissADME BwissSimilarity

5 p o ® e i

N7
’ SwissDock
®

SWiSSDrugDeSign Home  About Documentation FAQ  Tutorials Command-line Citing Contact Old version

Parameters:

Submission date: December 6, 2024, 5:48 am UTC
Docking name: Mpro-Nir

Ligand: C[C@]1([C@@H]2[C@H]1[C@H](N(C2)C(=0)[C@H](C(C)(C)CINC(=0)C(F)(F)F)C(=O)N[C@Q@H]
(C[C@@H]3CCNC3=0)C#N)CO

Target: 6lu7_modified.pdb

Box center: -12 - 12 - 66

Box size: 20 - 20 - 20

Docking method: AC

Sampling exhaustivity: medium

Cavity prioritization: buried

Number of RIC: 1

This job is estimated to take 0:13:54 (h:mm:ss)

You can close this page, you will receive an email at shimizu@bi.a.u-tokyo.ac.jp at the end of your docking.

Bookmark this link to retrieve your results.

Calculation currently running. Run time: 3:02

SEOEABRESETRT

rewissdockch This page is automatically refreshed every minute.

BROIINIBDRYXY
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SwlssDuck BwissParam it i ain SwissBioi BwissTargetF

. TR TE| 7O
7 DFER

DME

& i

’ SwissDock
o

SWiSSDrUgDeSign Home About Documentation FAQ  Tutorials

Command-line Citing Contact Old version

Query
Ligand ClCea]i([C@ @H]2[C@H1[C @H](N(C2)C(=0)[C@H](C(C)(C)C)NC(=O)C(F)(F)F...
Target 6lu7_modified.pdb
Method Attracting Cavities 2.0
Date December 6, 2024, 5:48 am UTGC
Parameters:
Box center:  -12-12-66 Sampling exhaustivity: medium Number of RIG: 1
Box size: 20-20-20 Cavity prioritization: buried
If you publish these results, please, cite the following papers
Bugnon M, Rohrig UF, Goullieux M, Perez MAS, Daina A, Michielin O, Zoete V. SwissDock 2024:
major enhancements for small-molecule docking with Attracting Cavities and AutoDock Vina. Nucleic
Acids Res. 2024

Rahrig UF, Goullieux M, Bugnon M, Zoete V. Aftracting Cavities 2.0: improving the flexibility and
robustness for small-molecule docking. J. Chem. Inf. Model., 2023

Ligand

o

THeeCo

Results 0

BROIINIBDRYXY

Export your results: )

48



F2INOED RY F>29 D)

Results ©

EHDI1D(ZZTIEISAA
0ED)vITHE FBEELT
YHURZERINZ, T5T74Y
DARITEMNILERENS

Hydrogen lonic Cation-n Hydrophobic n-stacking Show protein [Reset |
bonds interactions interactions contacts interactions surface

Number of displayed clusters: |10 v |

Cluster number Cluster member AC Score SwissParam Score

I\\‘ “ #- ~ 7\‘ *ﬁ > ﬂ: 0 1 292 538502 -8.2269
J / J& 1 1 293.268217 -8.3915

D x4
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BROIINIBDRYXY

SwissDock SwissParam BwissSi ain SwissBioi

SwissTargetPrediction SwissADME Bwi

KA S > o ® & #

“ SwissDock “
o

SWiSSDrUgDeSign Home  About Documentation FAQ Tutoriale Command-line Citing Contact Old version

Please, note that the old version, based on EADock DSS, is still available at the address http://old.swissdock.ch and will be
maintained for several months. Consider transitioning your projects from the old to the new server. Thank you!

Docking with Attracting Cavities Docking with AutoDock Vina

Don't know where to start? Try with an example: binding of SNJ-1715 (PDB ID 0m6) to calpain-1 catalytic subunit (PDB ID 2g8e),
of WRR-99 (r99) to cruzipain (1ewl), or of dabrafenib (p06) to B-Raf (5hie).

| Welcome to the new SwissDock, based on the Attracting cavities and Autodock Vina docking engines.

1 - Submit a ligand

Provide a SMILES |

... or upload a Mol2 file @ | &5, |

... or input, or modify, or check the molecule using the sketcher

... or use the advanced search

Reset ligand
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BwissTargetPrediction SwissADME BwissBimilarity

SwissDock SwissParam SBwissSidechain SwissBiocisostere

N7 > o O & L

SWiSSDrUgDeSign Home  About Documentation FAQ  Tutoriale Command-line Citing Contact Old version

~ SwissDock
o

Please, note that the old version, based on EADock DSS, is still available at the address http:/old.swissdock.ch and will be
maintained for several months. Consider transitioning your projects from the old to the new server. Thank you!

Docking with Attracting Cavities Docking with AutoDock Vina

Daon't know where fo start? Try with an example: binding of SNJ-1715 (PDB ID 0mé) to calpain-1 catalytic subunit (PDB ID 2g8e),
of WRR-99 (r89) to cruzipain (1ewl), or of dabrafenib (p06) to B-Raf (5hie).

| Welcome to the new SwissDock, based on the Attracting cavities and Autodock Vina docking engines.

1 - Submit a ligand

Provide a SMILE |]N1C[C@H]2[C@@H][[C@H]1C[:D]N[C@@H][C[C@@H]ICCNCI:D]C#N][C@]2[C]CD|

: :: ::)I:j do?:::iliro cr::e:f:j-rr::a:lel f:ng| the sketcher P u b C h e m —cs Hy ‘T% L T: S M I L E S ﬂ:g Et
EREUTITS

. .. or use the advanced search

Prepare ligand Reset ligand
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1 - Submit a ligand

Provide a SMILES (=0)[C@H](C(C)(C)C)NC(=0)C(F)(F)F)C(=0)N[CREH](C[C@@H]3CCNCI=0)CEN)CO
... orupload a Mol2 file © &85,

. .. or input, or modify, or check the molecule using the sketcher

. .. or use the advanced search

v eeigns 2 V% BIERITNE FTVIDBAS

2 - Submit a target

Provide a PDB id (e.g. 5hie) & 6 L U 7
Choose chain(s) to keep*: | A - 3C-like proteinase nsp5 v A - 3 C'I | ke p I'Otel nase na p
Choose heteroatom(s) to keep*: | None v|e N O n e ( IE,E 0) I} jj\?/ PE y% é

...orupload a PDB file [&%...| 7:; L \ )

. .. or use the advanced search

3 - Define search space

Search box center |-25 s 12 ;‘.| 58 O

Search box size |20 S 20 | 20 B

BROIINIBDRYXY
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3 - Define search space

Search box center [ -12 12 66 A]
Search box size 20 20 20 A
K A
"

it X
) 5;3 Bt DREEAID#E & &MLz
( L) SEZIZT VIR RO RERTE

Y
(
lonic Cation-n Hydrophobic n-stacking Show protein Reset
interactions interactions contacts interactions surface
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Hydrogen lonic Cation-n
bonds interactions interactions

4 - Select parameters

Sampling exhaustivity @ ®

v ©

This job is esfimated to fake 0:01:21 (h-mm:ss).

5 - Start docking

Hydrophobic
contacts

Enter an email (optional)

|sh|m|zu@b\.a.u—tokyo.ac.]p

Enter a docking name (optional) |Mpro—Nir—A

‘ START DOCKING ' Reset form

’ é D

n-stacking Show protein | Reset |
interactions surface

S T)0 DRHEES
TIAILEDEFEST

A—ILFRLRIE.EBTODE
MEZ(TEAS=6HDELD
FyFx o TIREDRBTRIE Y
THhEDHELY

Powered by
@ Chemaxon
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SwissDock SwissParam i ain SwissBiol SwissTargetPrediction issADME Swi

b | > & o} ® & o

SwissDock

SWiSSD rug Design Home About Documentation FAQ Tutorials Command-line Citing Contact

s

Parameters:

Submission date: December 6, 2024, 6:55 am UTC

Docking name: Mpro-Nir-A

Ligand: CC(C)(C)[C@H](NC(=0)C(F)(F)F)C(=0)N1C[C@H]2[C@@H]([C@H]1C(=0)N[C@@H]
(C[C@@H]1CCNC1=0)C#N)[C@]2(C)CO

Target: 6lu7_modified.pdb

Box center: -12 - 12 - 66

Box size: 20 - 20 - 20

Docking method: Vina

Sampling exhaustivity: 4

This job is estimated to take 0:01:21 (h:mm:ss).

You can close this page, you will receive an email at shimizu@bi.a.u-tokyo.ac.jp at the end of your docking.

Bookmark this link to retrieve your results.

Calculation currently running. Run time: 0:26

I~ i —
TEDEABRSETRY
This page is automatically refreshed every 5 seconds.

www.swissdock.ch

BROIINIBDRYXY
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SwissDock - your query results - job ID 32255410 - Mpro-Nir-A

SwissDock <swissdock-team@swissdock.ch=
S User

Dear user,

WE h'alule prDCESSEd Yuur quer‘.ll'l Your dﬂck”‘lg SUCCE.'EET'I.I"}I' ﬂI'IIEI BwissDock SwissParam SwissSidechain SBwissBioisostere

You will find here the link to yvour results. J, Z cf' O @

NVEZIRNY S

SwissTargetPrediction

SwissADME BwissBimilarity

& i

)29 SRR

Thank you for using SwissDock. We hope our service will be us

. =
. SwissDock
Please do not forget to cite usl

s

SWiSSDrug Design Home About Documentation FAQ  Tutorials Command-line Citing Contact Old version
Best regands,
SwizsDrugDesign Team Ligand
=0
Ligand CC(C)(C)[C @H](NC(=0)C(F)(F)F)C(=0)N1C[C @ H]2[C @ @ H])([C@H]1C(=O)N[C&... a
Target 6lu7_madified. pdb NH
Method AutoDock Vina
Date December 6, 2024, 6:556 am UTC
. HO W HN
Parameters: g :"_:\N
Box center: -12-12-66 Sampling exhaustivity 4
0
Box size: 20-20-20 =
P o
If you publish these resulis, please, cite the following papers:
! CHy
Bugnon M, Rdhrig UF, Goullieux M, Perez MAS, Daina A, Michielin O, Zoete V. SwissDock 2024: F HuW
major enhancements for small-molecule docking with Attracting Cavities and AutoDock Vina. Nucleic \
i HC CH
Acids Res. 2024 - o 3 :
Eberhardt J, Santos-Martins D, Tillack AF, Forli 5. AutoDock Vina 1.2.0: New Docking Methods, F
Expanded Force Field, and Python Bindings. J. Chem. Inf. Model., 2021 T HG p O @

Results 0

Export your results: )
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. o + Results ©
N A .
w Export your results: <]
Fyx2 T DR port y )
2 Joge
3"
L
Hydrogen lonic Cation-n Hydrophobic n-stacking Show protein [ Reset |
bonds interactions interactions contacts interactions surface

Model Calculated affinity (kcal/mol)

-7.425
-7.315
-7.302
-6.934

(< B R /L B\ B

-6.841
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i

BRDFHY
— W= 0—F

Results ©
Export your results: &) &)
KA
I

4

ZH#ED1D(ZZTIEHSRA
)&V HE FEEL-
YHURZERINZ, T5T74Y
HDARTDLREINS

Hydrogen lonic Cation-n Hydrophobic n-stacking Show protein | Reset
bonds interactions interactions contacts interactions surface

I:“J #_ ) 7\‘ *ﬁ 5& 0) 1@'—& Model Calculated af:inity (kcal/mol)
#— 2095, : e
X9 HEENRTR ; =
Xy Z s

-6.841

-7.315

41
C1lQ)
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ChimeraTELL R TH LD
BHOO—KLIzOd7MIVERET S

[Mpro-Nir-AJ&ELWVSERIT, EITLEHEREZREE

vina_dock.pdb
ligand.pdbqgt
system. pdbgt
parameters

Elu7_modified. pdb

smiles. mol2

[ [ [ [ [ [ [
el (=] =] Fa ] =] ]
- - - - - - -
L
|

ChimeraX® Il Open]T.
vina_dock.pdbqt
6lu7_modified.pdb
LT ZEy

BROIINIBDRYXY
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= X ChimeraX — [} *
Fi File Edit Select Actions Tools Favorites Presets Help
! F Home Molecule Display Nucleotides Graphlm Map Medical Image Markers nghtl\-"loLlf
B R & %N o2
(A EE i S J
O} Open Recent Save Snapshot Spin | Show Hide Show Hide Stick Sphere Ball =~ White Black Slmple Soft FL|I| Inspect
movie stick
File Images Atoms Cartoons Styles Background Lighting Selection
Log g X
N AMSRAES AEEAUIE ARRMALAWSAS AUIE UANA | _ AEAUIRRARLAL.pEARRS 10e .
Chain Description UniProt
A | 3C-like proteinase |R1AB SARS2 1-306
4
Models g X
Name D @ % Close
vina_dock.pdb group 1 _I ()] Hide
Blu7_modified.pdb 2 M O
Show
View
Info

BE'—*)J IRTOFYF TSNt
VHBEDIERMEARRSN TS

ViewDockX Table (name: 1) 5 X

Graph Plot Add HBonds Add Clashes Save...

structures <

FIvie AnLd (Fg9)E
?E‘Ré#’L%J(QF%ZT( 13)

f RATING RMSD L.B. RMSD U.B. SCORE
1.1 0.000 0.000 -7.425
1.0 3.475 5.981 7315 <

Command: [gelelfsEo €3 R
ol

BROIINIBDRYXY
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File Edit Select Actions Tools Favorites Presets  Help
Home Maolecule Display Mucleotides Graphlt" Map Medical Image Right Mou

DA s RITT SS A o .3 DI %]~ |M EEile]—lFetch by ID]—PDB]
Open Recent S5Save  Snapshot ITS:E‘I‘,?E Show Hcl Show Hide  Stick Sphen illk White Black Simple S5oft Full r3b2tJ§%¢rT

File Images Atoms Cartocons Styles Background Lighting

PDB ID: 3b2tl. —)lx?l*l/}lxt)l/

S AL IRENDE S FIEE
NEIERREELT 5

3

Models B X
Name D <& % Close
vina_dack.pdb group 1 _I - Hide
6lu7_modified. pdb 2 O
Show
View
. Info
[Tools ] — I Structure Analysis |
| e I A
—[MatchmakerZZE41T
ViewDockX Table (name: 1) g X
Graph Plot Add HBonds Add Clashes Save...
structures <
Q =
[ RATING ID BRMSD L.B. BMSD U.B. SCORE
rivee 11 0.000 0.000 -7.425
O ey 12 3.475 5.981 -7.315 =

Command: [gelslsto:g ]
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& ChimeraX
File Edit Select Actions Tools Favorites Presets Help

Home Molecule Display Nucleotides Graphics Map Medical Image Markers Right Mouse

iR B RS SSIVOLIAELMQ BE

Open Recent Save Snapshot Spin = Show Hide Show Hide Stick Sphere Ball =~ White Black Simple Soft Full Inspect
movie stick
File Images Atoms Cartoons Styles Background Lighting Selection

hide #1.1 models
ow #1.1 models
hide #1.1 models

Models

Name

Vv vina_dock.pdb group
vina_dock.pdb
vina_dock.pdb
vina_dock.pdb
vina_dock.pdb
vina_dock.pdb
vina_dock.pdb
vina_dock.pdb
vina_dock.pdb
vina_dock.pdb

[J RATING

Command: s #.1 f

gl L-FER

3

1.2

ID
1
1.1

< )

000000000 ¢

1.2

1.3
1.4
1.5
1.6
1.7
1.8
1.9

BEEEEEEREE

JUUUUUU Sl

RMSD L.B.

0.000

3.475

e “7“1% & DI

RMSD U.B.

0.000

5.981

—ILREUIILEIILDES LT

g X

Close
Hide
Show
View

Info

[

SCORE

-7.425

-7.315

e FIWIEANDS TS IE
RSB (JERR 21 D)

X

v

BIOIINGBEDORYXY
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S\mssDock SwissParam izssSidechain SwissBiol SwissTargetP,

I | = o o)
NVEZIRY -2

DME

& L

a SwissDock

SWiSSD rug Desig n Home  About Documentation FAQ  Tutorials

Command-line Citing Contact Old version

Query
Ligand CC(C)(C)[C @H](NC(=0)C(F)(F)F)C(=0)N1C[C@H]2[C & @H]([C@H C{(=0)N[C & ..
Target 6lu7_modified.pdb
Method AutoDock Vina
Date December 6, 2024, 6:55 am UTC
Parameters:
Box center: -12-12 - 66 Sampling exhaustivity: 4
Box size: 20-20-20

If you publish these results, please, cite the following papers:

Bugnon M, Réhrig UF, Goullieux M, Perez MAS, Daina A, Michielin O, Zoete V. SwissDock 2024:
major enhancements for small-molecule docking with Attracting Cavities and AutoDock Vina. Nucleic
Acids Res. 2024

Eberhardt J, Santos-Martins D, Tillack AF, Forli S.. AutoDock Vina 1.2.0: New Docking Methods,
Expanded Force Field, and Python Bindings. J. Chem. Inf. Model,, 2021

Ligand

g i cY delo)

Results 0

BROIINIBDRYXY
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. o + Results ©
N A .
w Export your results: <]
Fyx2 T DR port y )
2 Joge
3"
L
Hydrogen lonic Cation-n Hydrophobic n-stacking Show protein [ Reset |
bonds interactions interactions contacts interactions surface

Model Calculated affinity (kcal/mol)

-7.425
-7.315
-7.302
-6.934

(< B R /L B\ B

-6.841
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Results ©

Export your results: &) &)

= | | | HBWROTIY
< | ‘ N A—F

EHDI1D(ZZTIEISAS
0z&0)vog5E fBELE:
AU RZERILNZ, 574y
DARTMNIEKRENS

Hydrogen lonic Cation-n Hydrophobic n-stacking Show protein | Reset
bonds interactions interactions contacts interactions surface
Model Calculated affinity (kcal/mol)
o N - 1 -7.425
~
W 2 -7.315
NEZIE - S
- 3 -7.302
O) Ii 4 -6.934
5 -6.841
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ChimeraTELL R TH LD
BHOO—KLIzOd7MIVERET S

[Mpro-Nir-AJ&ELWVSERIT, EITLEHEREZREE

vina_dock.pdb 024 %57 T
vina_dock.pdbqt 024, 55T BOT J7
ligand.pdbqt 024 5:55 BOT J7
system. pdbgt 024, 5055 atJr
parameters 024 %52 Jr
Elu7_modified. pdb 024, 5152 Jr
smiles.mol2 024, %49

ChimeraX® Il Open]T.
vina_dock.pdbqt
6lu7_modified.pdb
LT ZEy

BIOIINGBEDORYXY
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= X ChimeraX — [} *
Fi File Edit Select Actions Tools Favorites Presets Help
! F Home Molecule Display Nucleotides Graphlm Map Medical Image Markers nghtl\-"loLlf
B R & %N o2
(A EE i S J
O} Open Recent Save Snapshot Spin | Show Hide Show Hide Stick Sphere Ball =~ White Black Slmple Soft FL|I| Inspect
movie stick
File Images Atoms Cartoons Styles Background Lighting Selection
Log g X
N AMSRAES AEEAUIE ARRMALAWSAS AUIE UANA | _ AEAUIRRARLAL.pEARRS 10e .
Chain Description UniProt
A | 3C-like proteinase |R1AB SARS2 1-306
4
Models g X
Name D @ % Close
vina_dock.pdb group 1 _I ()] Hide
Blu7_modified.pdb 2 M O
Show
View
Info

BE'—*)J IRTOFYF TSNt
VHBEDIERMEARRSN TS

ViewDockX Table (name: 1) 5 X

Graph Plot Add HBonds Add Clashes Save...

structures <

FIvie AnLd (Fg9)E
?E‘Ré#’L%J(QF%ZT( 13)

f RATING RMSD L.B. RMSD U.B. SCORE
1.1 0.000 0.000 -7.425
1.0 3.475 5.981 7315 <

Command: [gelelfsEo €3 R
ol
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--._1,' ChimeraX
File Edit Select Actions Tools Favertes Presets Help
Home Maolecule Display Mucleotides Graplun Map Medical Image Markers Right Mouse
o C
A& Vg ST OLJHELMQ
Open Recent S5Save  Snapshot  Spin | Show H|cle Show Hide Stick Sphere  Ball  White Black Simple 5oft Full | Inspect
mowvie stick
File Images Atoms Cartocons Styles Background Lighting Selection
Log

oordset #1.1 20

Command:

ui tool show Matchmaker
hide #1.1-20 models
show #1.1 models

Models

Name
vina_deck.pdb group
6lu7_modified.pdb

D
1

2

g
g

ea g

OO0 g

[Tools ] — I Structure Analysis |
—IMatchmaker1Z2£17

ViewDockX Table (name: 1)

Graph Plot Add HBonds Add Clashes Save...
structures <
Q
[l RATING ID RMSD L.B. RMSD U.B.
' 11 0.000 0.000
[ 1.2 3.475 5.981

Hide
Show
View

Infa
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--._1,' ChimeraX
File Edit Select Actions Tools Favertes Presets Help
Home Maolecule Display Mucleotides Graplun Map Medical Image Markers Right Mouse
o C
A& Vg ST OLJHELMQ
Open Recent S5Save  Snapshot  Spin | Show H|cle Show Hide Stick Sphere  Ball  White Black Simple 5oft Full | Inspect
mowvie stick
File Images Atoms Cartocons Styles Background Lighting Selection
Log

oordset #1.1 20

Command:

ui tool show Matchmaker
hide #1.1-20 models
show #1.1 models

Models

Name
vina_deck.pdb group
6lu7_modified.pdb

D
1

2

g
g

ea g

OO0 g

[Tools ] — I Structure Analysis |
—IMatchmaker1Z2£17

ViewDockX Table (name: 1)

Graph Plot Add HBonds Add Clashes Save...
structures <
Q
[l RATING ID RMSD L.B. RMSD U.B.
' 11 0.000 0.000
[ 1.2 3.475 5.981

Hide
Show
View

Infa
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& ChimeraX
File Edit Select Actions Tools Favorites Presets Help

Home Molecule Display Nucleotides Graphics Map Medical Image Markers Right Mouse

iR B RS SSIVOLIAELMQ BE

Open Recent Save Snapshot Spin = Show Hide Show Hide Stick Sphere Ball =~ White Black Simple Soft Full Inspect
movie stick
File Images Atoms Cartoons Styles Background Lighting Selection

hide #1.1 models
ow #1.1 models
hide #1.1 models

Models

Name

Vv vina_dock.pdb group
vina_dock.pdb
vina_dock.pdb
vina_dock.pdb
vina_dock.pdb
vina_dock.pdb
vina_dock.pdb
vina_dock.pdb
vina_dock.pdb
vina_dock.pdb

[J RATING

Command: s #.1 f

gl L-FER

3

1.2

ID
1
1.1

< )

000000000 ¢

1.2

1.3
1.4
1.5
1.6
1.7
1.8
1.9

BEEEEEEREE

JUUUUUU Sl

RMSD L.B.

0.000

3.475

e “7“1% & DI

RMSD U.B.

0.000

5.981

—ILREUIILEIILDES LT

g X

Close
Hide
Show
View

Info

[

SCORE

-7.425

-7.315

e FIWIEANDS TS IE
RSB (JERR 21 D)

X

v
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