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COVID-19(250)

} Papain like protease(18)

F Main protease(170)

F Nsp9 RNA binding_protein(6)
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F RNA dependent RNA
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} Endoribonuclease(3)
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L Other SARS-CoV-2(14)

X-ray All Entries(1523)
} Kinase: p38(188)
F Kinase: Aurora(46)
} Kinase: CHK1(43)
|- Nuclear receptor: ERa(60)
||- Nuclear receptor: ERb(76) |
L ApoStructure(755)
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F M Lﬂ:) B FMODB: The database of quantum mechanical data based on the FMO method 5T 2 .
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ﬁ All entries: 12733 iy v
) Number of unique PDB entries: 1204 "/f‘
L
Sort Registration date: 1 Oldest to Newest v | [] Display only checked items
Download ~ (O IFIE Data (csv file) ) All Calculation Data (zip files; up to 10 IDs) (¢ Check Point File (up to 10 IDs)

Graph ES EX CT+mix DI(MP2)

Search Result: 76 Hits Currently showing: 1 - 50 Page: 1/2 Next > Displaying results: 10 m 100

EOCBEZEOFHLWEISY—b=hd.

https://drugdesign.riken.jp/FMODB/



https://drugdesign.riken.jp/FMODB/

B FMOSTEHKRD—IEFHO—FDFIR

IV. Displaying results: 10&$5ELT—2% 10 R RICT 5D,

V. DownloadTAll itemsZ$§EL®@. Check Point File (up to 10 IDs)IZF T v9%&D(+
A® - Submit@

@ Sort  Registration date: 1 Oldest to Newest ~  [) Display only checked items @
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Search Result: 76 Hits Currently showing: 1-10 Page: 1/8 Next> Displaying results: m 50 100
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Ligand Interaction

X18ZP
FMODB ID: X18ZP
Calculation Name: 1U3Q-C-Xray11
Preferred Name:

PDB ID: 1U3Q
Chain ID: C

UniProt ID: Q92731

oH N—2
Base Structure: X-ray f O
Registration Date: 2017-06-23 ‘ OHs 0
Reference: o
Modeling method hi;-’.f"” _

Optimization: MOE Amber10:EHT \45 )/

Restraint: OptH _

Procedure: Auto-FMO protocol ver. 1.2017021
FMO calculation

FMO method: FMO2-MP2/6-31G(d)

FMO2-HF: Total energy (hartree): -96399.33

FMO2-MP2: Total energy (hartree): -96669 646505

Ligand:272

Ligand binding energy

IFIE [kcal/mol] PIEDA [kcal/mol] Charge transfer value [e]
IFIE SUM ES EX CT+mix DI(MP2) q(l==J)
-113.931 98803 | 72440 -35567 -51.999 0095
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